skekskokokokokokokokokokokokokokokok ok ok ok ok
space group: 1 {'Hall': 'P 1', 'HM': 'P 1'}
Crystal system: Triclinic

+X,+Y, +2Z

| Seitz | Jones |

| {11(0.0,0.0,0.0)} | +x,+y,+z |

skokokokskokskokskokokkokkokkokkkkokk

space group: 2 {'Hall': '-P 1', 'HM': 'P -1'}
Crystal system: Triclinic

X, Ty, +Z

| Seitz | Jones |

| {11(0.0,0.0,0.0)} | +x,+y,+z |

| {-1/(0.0,0.0,0.0)} | -x,-y,-z |

skokskokokskokokokokokokokokokokokokokokokok
space group: 3:b {'Hall': 'P 2y', 'HM': 'P 1 2 1'}
Crystal system: Monoclinic

Setting: b

X, Ty, +Z

-X,ty,—Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_0y0|(0.0,0.0,0.0)} | —x,+y,-z |

skokskskkokokskskokokskokskokokskskkokokok
space group: 3:c {'Hall': 'P 2', 'HM': 'P 11 2'}
Crystal system: Monoclinic

Setting: ¢

+X,+y,+Z

=X,~Y,*tZ

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |



skekskokokokokokokokokokokokokokokokok ok ok ok
space group: 3:a {'Hall': 'P 2x', 'HM': 'P 2 1 1'}
Crystal system: Monoclinic

Setting: a

+X,+Y, +2Z

+X,-Y,-Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2.x00](0.0,0.0,0.0)} | +x,-y,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 4:b {'Hall': ' P 2yb', 'HM': 'P 1 21 1'}
Crystal system: Monoclinic

Setting: b

+X,+Yy,+2

-X,+y+1/2,-z

Jones

+X,+y,+2
-X,+y+1/2,-z

+—+— +

skokokskokokokskokokskkokokkokokkkokkk

space group: 4:c {'Hall': ' P 2c', 'HM': 'P 1 1 21'}
Crystal system: Monoclinic

Setting: c

+X,+Yy,+2

-X,-y,+z+1/2

skokokskokokokokokokskkokokkokokkkokkk

space group: 4:a {'Hall': ' P 2xa', 'HM': 'P 21 1 1'}
Crystal system: Monoclinic

Setting: a

+X,+Yy,+Z

+X+1/2,-y,-2




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +x,+y,+2 |
| {2_x00](0.5,0.0,0.0)} | +x+1/2,-y,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 5:bl1 {'Hall': 'C 2y', 'HM': ' C1 2 1'}
Crystal system: Monoclinic

Setting: bl

+X,+Y, +2

—X,ty,-z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |

|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

skkokskokokokskokokskkokokkokokkkokkk

space group: 5:b2 {'Hall': 'A 2y', 'HM': ' A 12 1'}
Crystal system: Monoclinic

Setting: b2

+X,+y,+2

—X,ty,—2Z

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 5:b3 {'Hall': 'I 2y', 'HM': ' I 12 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Y,+2

-X,+y,-Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |

| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |



| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |

skokskokskokskokskokokkokkokkokkokkokk

space group: 5:cl {'Hall': 'A 2', 'HM': ' A 11 2'}
Crystal system: Monoclinic

Setting: cl

+X,+y, +Z

—X,=Y,+z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |

skkokskokokokskkokskkokokkokokkkokkk

space group: 5:c2 {'Hall': 'B 2', 'HM': ' B 11 2'}
Crystal system: Monoclinic

Setting: c2

+X,+y,+2

—X,=Y,tZ

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |

|  {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 5:c3 {'Hall': 'I 2', 'HM': ' I 11 2'}
Crystal system: Monoclinic

Setting: ¢3

+X,+y,+2

—X,"Y,*tZ

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_002|(0.0,0.0,0.0)} | =X, =Y, +2Z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} |

-x+1/2,-y+1/2,+z+1/2 |




skokskokskokskokskokokkokkokkokkokkokk

space group: 5:al {'Hall': 'B 2x', 'HM': 'B 21 1'}
Crystal system: Monoclinic

Setting: al

X, ty,+Z

X, -y, 2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
skkskskokokokskskokokskskokokokskskk ok ok ok

space group: 5:a2 {'Hall': 'C 2x', 'HM': ' C2 1 1'}
Crystal system: Monoclinic

Setting: a2

X, ty,+Z

X, 7y, 72

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
skokokokokkokk kR kKK sk sk kok ok

space group: 5:a3 {'Hall': 'I 2x', 'HM': ' I 21 1'}
Crystal system: Monoclinic

Setting: a3

X, Ty, +Z

+X, =Y, =2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, 2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |

skokokskokokokskokokkokokokkokokkkokkk

space group: 6:b {'Hall': 'P -2y', 'HM':

'P1m1'}



Crystal system: Monoclinic

Setting: b

X, 1y, +z

tX,-Y,+z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |
0.0,0.0,0.0

| {m_x02](0.0,0.0,0.0)} | +x,-y,+z |

skekskokokokokokokokokokokokokokokokokokokok
space group: 6:c {'Hall': 'P -2', 'HM': 'P 1 1 m'}
Crystal system: Monoclinic

Setting: c

+X,+Yy,+2

tX,ty,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |

skokskokokskokokokokokokokokokokokokokokokok
space group: 6:a {'Hall': 'P -2x', 'HM': 'Pm 1 1'}
Crystal system: Monoclinic

Setting: a

X, 1y, +z

—-X,ty,+z

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +x,+y,+z |

| {m_0yz|(0.0,0.0,0.0)} | —x,+y,+z |
skokskskskokokskskokokskokokokokskskk ok ok ok

space group: 7:bl {'Hall': 'P -2yc', 'HM': ' P 1 c 1'}
Crystal system: Monoclinic

Setting: bl

+X,+Y,+2

+X,-Yy,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |



| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

skokskokskokskokskkokkokkokkokkkkokk

space group: 7:b2 {'Hall': 'P -2yac', 'HM': ' P 1 n 1'}
Crystal system: Monoclinic
Setting: b2
X, Ty, +Z
+x+1/2,-y,+z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skekskokokokokokokokokokokokokokokokokokokok

space group: 7:b3 {'Hall': 'P -2ya', 'HM': ' P 1 a 1'}
Crystal system: Monoclinic

Setting: b3

X, ty,+Z

+X+1/2,-y,+z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {m_x0z](0.5,0.0,0.0)} | +x+1/2,-y,+z |
skokskokokokokokokokokokokskokokokokokokokok

space group: 7:cl {'Hall': 'P -2a', 'HM': ' P 11 a'}
Crystal system: Monoclinic

Setting: cl

+X,+y,+2

+X+1/2,+y,-2

| Seitz | Jones |

|  {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
skokskokokokokokokokokokokokokokokok ok ok ok ok

space group: 7:c2 {'Hall': 'P -2ab', 'HM': ' P11 n'}

Crystal system: Monoclinic
Setting: c2
+X,+Yy,+Z



+x+1/2,+y+1/2,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
0.5,0.5,0.0

| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 7:c3 {'Hall': 'P -2b', 'HM': ' P11 b'}
Crystal system: Monoclinic

Setting: c3

+X,+Y, +2

+X,+y+1/2,-z

Jones

+X,+Y,+Z
+X,+y+1/2,-z

+—+— +

skkokskokokokskkokskkokkkokokkkokkk

space group: 7:al {'Hall': 'P -2xb', 'HM': ' P b 1 1'}
Crystal system: Monoclinic

Setting: al

X, 1y, +z

-X,+y+1/2,+z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {m_0yz|(0.0,0.5,0.0)} | -x,+y+1/2,+z |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 7:a2 {'Hall': 'P -2xbc', 'HM': ' P n 1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+Y,+2

-X,+y+1/2,+z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |




skokskokskokskokskkokkokkokkkkokkokk

space group: 7:a3 {'Hall': 'P -2xc', 'HM': ' P c 1 1'}
Crystal system: Monoclinic
Setting: a3
X, ty,+Z
-X,+y,+z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 8:bl {'Hall': 'C -2y', 'HM': ' C 1 m1'}
Crystal system: Monoclinic

Setting: bl

+X,+y,+2

+X, =Y, +Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |

|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 8:b2 {'Hall': 'A -2y', 'HM': ' A1l m1l'}
Crystal system: Monoclinic

Setting: b2

X, Ty, +Z

X, 7y, tZ

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z I

| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 8:b3 {'Hall': 'I -2y', 'HM': ' I 1 m 1'}

Crystal system: Monoclinic
Setting: b3



+X,+Yy,+Z

X, =Y, tZ

| Seitz | Jones |
|  {1/(0.0,0.0,0.0)} | +X,+Y, +2 I
| {m_x0z](0.0,0.0,0.0)} | +X, =Y, +2 I
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | I

+x+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 8:cl {'Hall': 'A -2', 'HM': ' A1 1m'}
Crystal system: Monoclinic

Setting: cl

+X,+Yy,+2

+X,+y,~Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 8:c2 {'Hall': 'B -2', 'HM': 'B 11 m'}
Crystal system: Monoclinic

Setting: c2

+X,+y,+2

+X,+y,~Z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X, Yy, +2Z I

| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |

| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 8:c3 {'Hall': 'I -2', 'HM': ' I 11 m'}
Crystal system: Monoclinic

Setting: c¢3

+X,+Y, +2

+X,+Y, -2



| Seitz | Jones |

| {1(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0]|(0.5,0.5,0.5)} | |

+x+1/2,+y+1/2,-z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 8:al {'Hall': 'B -2x', 'HM': "B m 1 1'}
Crystal system: Monoclinic

Setting: al

+X,+y, +Z

—X,ty,+z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |

| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 8:a2 {'Hall': 'C -2x', 'HM': ' Cm1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+y,+2

—X,ty,+z

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {m_0yz|(0.0,0.0,0.0)} | —X,+Yy,+2 |

|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 8:a3 {'Hall': 'I -2x', 'HM': ' I m1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+Y,+2

=X, +Y,+2

| Seitz Jones




| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Y,+2Z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
skokskokskokokokskkokskokskkokokokkkokok
space group: 9:bl1 {'Hall': 'C -2yc', 'HM': ' C1 c 1'}
Crystal system: Monoclinic
Setting: bl
+X,+y, +Z
+X,-y,+z+1/2
| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 9:b2 {'Hall': 'A -2yac', 'HM': ' A1 n 1'}
Crystal system: Monoclinic

Setting: b2

+X,+Yy,+2

+x+1/2,-y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 9:b3 {'Hall': 'I -2ya', 'HM': ' I 1 a 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Y,+2

+X+1/2,-y,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z |
| {m_x0z](0.5,0.0,0.0)} | +x+1/2,-y,+2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |



| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 9:-bl1 {'Hall': 'A -2ya', 'HM': 'A1a 1'}
Crystal system: Monoclinic

Setting: -bl

+X,+Y, +2Z

+X+1/2,-y,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_x0z](0.5,0.0,0.0)} | +x+1/2,-y,+z |
|  {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 9:-b2 {'Hall': 'C -2ybc', 'HM': 'C 1 n 1'}
Crystal system: Monoclinic

Setting: -b2

+X,+Yy,+2

+X,-y+1/2,+2+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 9:-b3 {'Hall': 'I -2yc', 'HM': 'I 1 c 1'}
Crystal system: Monoclinic

Setting: -b3

+X,+Yy,+2

+X,-Yy,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+2 |




skokskokskokskokskokokkokkokkokkokkokk

space group: 9:cl {'Hall': 'A -2a', 'HM': ' A 11 a'}
Crystal system: Monoclinic

Setting: cl

+X,+Y, +2

+X+1/2,+y,-2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
|  {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 9:c2 {'Hall': 'B -2bc', 'HM': ' B 11 n'}
Crystal system: Monoclinic

Setting: c2

+X,+Yy,+2

+X,+y+1/2,-2+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
|  {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 9:c3 {'Hall': 'I -2b', 'HM': ' I 11 b'}
Crystal system: Monoclinic

Setting: c3

+X,+Y,+2

+X,+y+1/2,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | X, +Y, +2 |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |

skokokokokkoRk Rk kR KKKk kR kR oK
space group: 9:-cl {'Hall': 'B -2b', 'HM': 'B 1 1 b'}



Crystal system: Monoclinic
Setting: -cl

+X,+Y,+Z

+X,+y+1/2,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0]|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0]|(0.5,0.5,0.5)} | I

+x+1/2,+y+1/2,-z+1/2

skekskokokokokokokokokokokokokokokokokokokok
space group: 9:-c2 {'Hall': 'A -2ac', 'HM': 'A11n'}
Crystal system: Monoclinic

Setting: -c2

+X,+Y,+2

+x+1/2,+y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokskokokokokokokokokokokskokokokokokokokok
space group: 9:-c3 {'Hall': 'I -2a', 'HM': 'I 11 a'}
Crystal system: Monoclinic

Setting: -c3

+X,+Yy,+2

+X+1/2,+y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | X, +Y, +2 |
| {m_xy@|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |

skokokskokokokokokokkkokokkokokkkokkk

space group: 9:al {'Hall': 'B -2xb', 'HM': ' B b 1 1'}
Crystal system: Monoclinic
Setting: al

+X,+Y, +2



-X,+y+1/2,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {1|(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | I

-x+1/2,+y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 9:a2 {'Hall': 'C -2xbc', 'HM': ' Cn 1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+y, +Z

=X, +y+1/2,+z+1/2

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |

|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |

skokokskokokokskkokskkokokkokokkkokkk

space group: 9:a3 {'Hall': 'I -2xc', 'HM': ' I c 1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+Yy,+2

-X,+y,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |

skokskskskokokskskokokskokskkokskskkokok ok
space group: 9:-al {'Hall': 'C -2xc', 'HM': 'Cc 1 1'}
Crystal system: Monoclinic

Setting: -al

+X,+Y,+2

-X,+y,+z+1/2




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_0yz|(0.5,0.5,0.5)} | |

-x+1/2,+y+1/2,+z+1/2

skkskskokokokskkokokskskokokoksksk ok ok ok ok
space group: 9:-a2 {'Hall': 'B -2xbc', 'HM': 'Bn 1 1'}
Crystal system: Monoclinic

Setting: -a2

+X,+Y, +2

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
|  {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |

skokskokskokokokokokokokokokokokokokokokokok
space group: 9:-a3 {'Hall': 'I -2xb', 'HM': 'I b 1 1'}
Crystal system: Monoclinic

Setting: -a3

X, 1y, +z

-X,+y+1/2,+z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y,+Z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
skokskskskokokskskokokskokskokokskskkokokok

space group: 1@0:b {'Hall': ' -P 2y', 'HM': 'P 1 2/m 1'}
Crystal system: Monoclinic

Setting: b

+X,+Yy,+Z

-X,+y,-Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+y,+2Z |



— )}
| {—1|(0 0,0 0 0 0)} | =-X,-Y,~Z |
)}

skokskokskokskokskkokkokkokkokkokkokk

space group: 10:c {'Hall': ' -P 2', 'HM': 'P 11 2/m'}
Crystal system: Monoclinic

Setting: c

+X,+Y, +2

—X,=Y,+z

skokokskokokokskkokskokokokkokokkkokkk

space group: 1@0:a {'Hall': ' -P 2x', 'HM': 'P 2/m 1 1'}
Crystal system: Monoclinic

Setting: a

+X,+Y,+2

tX,-Y,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_x00](0.0,0.0,0.0)} | +x,-y,-z |
| {-1](0.0,0.0,0.0)} | -x,-y,-z |
| {m_0yz|(0.0,0.0,0.0)} | -x,+y,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 11:b {'Hall': '-P 2yb', 'HM': 'P 1 21/m 1'}
Crystal system: Monoclinic

Setting: b

+X,+Yy,+2

-X,+y+1/2,-2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y,+2 |
| {2_0y0|(0.0,0.5,0.0)} | —-x,+y+1/2,-z |
| {-1|(0.0,0.0,0.0)} | -Xx,-y,-z |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |



skokskokskokskokskkokkokkokkokkokkokk

space group: 11:c {'Hall': '-P 2c¢', 'HM': 'P 1 1 21/m'}
Crystal system: Monoclinic

Setting: c

+X,+Y, +2Z

-X,-y,+z+1/2

| Seitz | Jones |

| +X,+y,+z |
)} | —x,-y,+z+1/2 |
Foloo=x,=y,-z |
)} | I

+X,+y,-z+1/2

skokokskokokokskkokskkokokkokokkkokkk

space group: 11:a {'Hall': '-P 2xa', 'HM': 'P 21/m 1 1'}
Crystal system: Monoclinic

Setting: a

+X,+Yy,+2

+X+1/2,-y,-2

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +x,+y,+z |

| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |

| {-1](0.0,0.0,0.0)} | -x,-y,-z |

| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
skkokokskskokoksk kKRR kKoK ok kKoK

space group: 12:bl1 {'Hall': ' -C 2y', 'HM': ' C1 2/m 1'}
Crystal system: Monoclinic

Setting: bl

+X,+Y,+2

-X,+Yy,-Z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_0y0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |
| {-1|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |



| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokskokskokskokskokokkokkokkokkokkokk

space group: 12:b2 {'Hall': ' -A 2y', 'HM': ' A1 2/m 1'}
Crystal system: Monoclinic

Setting: b2

+X,+Yy, +Z

—X,ty,—z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y ,~2Z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskkokskkokokkokokkkokkk

space group: 12:b3 {'Hall': ' -I 2y', 'HM': ' I 1 2/m 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Yy,+2

—X,ty,—2Z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
|  {-11(0.0,0.0,0.0)} | =X, =Y,-2Z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokskskokokokskskokokskokskokokskskkokokok
space group: 12:cl {'Hall': ' -A 2', 'HM': ' A 11 2/m'}
Crystal system: Monoclinic

Setting: cl

+X,+Y,+2

—X,=Y,+Z




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002](0.0,0.0,0.0)} | —X, =Y, +Z |
| {-1/|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —-x,-y+1/2,+z+1/2 |
| {-1|(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 12:c2 {'Hall': ' -B 2', 'HM': ' B 11 2/m'}
Crystal system: Monoclinic

Setting: c2

+X,+Yy,+2

—X,=Y,+z

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |

|  {-1](0.0,0.0,0.0)} | =X,=Y,~2 I

| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |

|  {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |

| {-1)(0.5,0.0,0.5)} | —x+1/2,-y,-z+1/2 |

| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
skokokokkkokoksk kR okokkokk kR kok ok

space group: 12:c3 {'Hall': ' -I 2', 'HM': ' I 11 2/m'}
Crystal system: Monoclinic

Setting: c3

+X,+Yy,+2

—X,=Y,t2Z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_002|(0.0,0.0,0.0)} | —X, -y, +Z |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |




skokskokskokskokskkokkokkokkokkokkokk

space group: 12:al {'Hall': ' -B 2x', 'HM': ' B 2/m 1 1'}
Crystal system: Monoclinic

Setting: al

+X,+y,+2

+X,-Y,-Z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

|  {-1](0.0,0.0,0.0)} | =X, =Y,-2Z I

| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |

| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {-1)(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |

| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
skokskokokskokokokokokokokokokokokokok ok ok ok

space group: 12:a2 {'Hall': ' -C 2x', 'HM': ' C2/m 1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+y,+2

tX,-Y,-Z

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

|  {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I

| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |

|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {-1|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |

| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 12:a3 {'Hall': ' -I 2x', 'HM': ' I 2/m 1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+y,+2

X,-y,—Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |



| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 |
| {-1](0.0,0.0,0.0)} | -X,-Yy,-Z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Y, +2 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,+z+1/2 |
skokskokskokokokskkokskokskkokokokkokokok

space group: 13:bl1 {'Hall': ' -P 2yc', 'HM': ' P 1 2/c 1'}
Crystal system: Monoclinic

Setting: bl

+X,+y, +Z

-X,+y,-z+1/2

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +x,+y,+z |

| {2_0y0|(0.0,0.0,0.5)} | —-x,+y,-z+1/2 |

|  {-1](0.0,0.0,0.0)} | -x,-y,-z |

| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 13:b2 {'Hall': ' -P 2yac', 'HM': ' P 1 2/n 1'}
Crystal system: Monoclinic

Setting: b2

+X,+Y,+2

-x+1/2,+y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | X, -y, -2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 13:b3 {'Hall': ' -P 2ya', 'HM': ' P 1 2/a 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Yy,+2

-X+1/2,+y,-z

| Seitz | Jones




| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {-1|(0.0,0.0,0.0)} | -x,-y,-z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 13:cl1l {'Hall': ' -P 2a', 'HM': ' P 11 2/a'}
Crystal system: Monoclinic

Setting: cl

+X,+Y, +2

-X+1/2,-y,+z

-------------------
4

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {2_002|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {-1](0.0,0.0,0.0)} | -x,-y,-z |
| {m_xy0](0.5,0.0,0.0)} | +x+1/2,+y,-z |

skokokskokokokskkokskkokkkokokkkokkk

space group: 13:c2 {'Hall': ' -P 2ab', 'HM': ' P 11 2/n'}
Crystal system: Monoclinic

Setting: c2

+X,+Yy,+2

-X+1/2,-y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
|  {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 13:c3 {'Hall': ' -P 2b', 'HM': ' P 11 2/b'}
Crystal system: Monoclinic

Setting: c3

+X,+y,+2

-X,-y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.5,0.0)} | —-x,-y+1/2,+z |
| {-1/(0.90,0.0,0.0)} | -Xx,-y,-zZ |



| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |

skokskokskokskokskokokkokkokkokkokkokk

space group: 13:al {'Hall': ' -P 2xb', 'HM': ' P 2/b 1 1'}
Crystal system: Monoclinic

Setting: al

+X,+Y, +2

+X,-y+1/2,-z

| Seitz | Jones |

| +X,+Yy,+2
)} | +x,-y+1/2,-z
Foloo=x,-y, -2
)} |

-X,+y+1/2,+z

_I. — — — —

skokskokskokskokskkokkokkokkokkokkokk

space group: 13:a2 {'Hall': ' -P 2xbc', 'HM': ' P 2/n 1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+Yy,+2

+X,-y+1/2,-z2+1/2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

|  {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I

| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
skokokokokkokokskkokokokokKok sk sk kR ok

space group: 13:a3 {'Hall': ' -P 2xc', 'HM': ' P 2/c 1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+Y,+2

+X,-y,-z+1/2

Jones

+X,-y,-z+1/2
-X,7Y,~Z

I
| +X,+Yy,+2
I
I
| —x,+y,+z+1/2

+———+—+




skokskokskokskokskkokkokkokkokkokkokk

space group: 14:bl1 {'Hall': '-P 2ybc', 'HM': ' P 1 21/c 1'}
Crystal system: Monoclinic

Setting: bl

+X,+Y, +2

-X,+y+1/2,-z2+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, ~Z I
| {m_x0z|(0.0,0.5,0.5)} | I

+X,-y+1/2,+z+1/2

skokokokskokskokskkokkokkokkokkkkokk

space group: 14:b2 {'Hall': '-P 2yn', 'HM': ' P 1 21/n 1'}
Crystal system: Monoclinic

Setting: b2

+X,+Yy,+2

-x+1/2,+y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 14:b3 {'Hall': '-P 2yab', 'HM': ' P 1 21/a 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Yy,+2

-x+1/2,+y+1/2,-2z

-------------------
4

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokokokokokk Rk ok kKK kR kR oK
space group: 14:cl {'Hall': '-P 2ac', 'HM': ' P 1 1 21/a'}



Crystal system: Monoclinic
Setting: cl

+X,+Yy,+Z

-x+1/2,-y,+z+1/2

Jones

+X,+Yy,+Z

-x+1/2,-y,+z+1/2

—-X,"Y,~Z

+x+1/2,+y,-z+1/2

1
T

4
T

skokokokskokskokskkokkokskokskokkkkokk

P1121/n'}

space group: 14:c2 {'Hall': '-P 2n', 'HM': '
Crystal system: Monoclinic
Setting: c2
X, Yy, +Z
-x+1/2,-y+1/2,+z+1/2
Seitz Jones
+X,+Yy,+2

-x+1/2,-y+1/2,+z+1/2

—X,7Y,—Z

+x+1/2,+y+1/2,-2+1/2

—+— +

skokokskokokokskokokskokokokkokokkkokkk

space group: 14:c3 {'Hall': '-P 2bc', 'HM':
Crystal system: Monoclinic
Setting: c3
+X,+Yy,+2
-X,=y+1/2,+z+1/2
Seitz Jones
+X,+Yy,+2

{-11(0.0,0.0,0.0

-X,=y+1/2,+z+1/2

-X,"Y,~Z

+X,+y+1/2,-2+1/2

4
T

4
T

4
T

skokokskokokokskokokskokokokkokokkkokkk

space group: 14:al {'Hall':

Crystal system: Monoclinic
Setting: al
+X,+Yy,+Z

'-P 2xab',

"HM' :

"P1121/b"}

'"P21/b 1 1'}



+X+1/2,-y+1/2,-z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |

| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
skkskskokokokskskokokskskokskokkskok ok ok ok

space group: 14:a2 {'Hall': '-P 2xn', 'HM': ' P 21/n 1 1'}
Crystal system: Monoclinic

Setting: a2

+X,+y,+2

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y, -2 I
| {m_0yz|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,+z+1/2 |
skokokokokokokokskkokokokokkokk kR kok ok

space group: 14:a3 {'Hall': '-P 2xac', 'HM': ' P 21/c 1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+y,+2

+X+1/2,-y,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |

| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
skokokokokokokoksk kR kokkokk kR kok ok

space group: 15:bl1 {'Hall': ' -C 2yc', 'HM': ' C1 2/c 1'}
Crystal system: Monoclinic

Setting: bl

+X,+Y, +2

-X,+y,-z+1/2




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+2+1/2 |
| {1|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| -1/(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_x0z]|(0.5,0.5,0.5)} | |

+X+1/2,-y+1/2,+z+1/2

skkskskokokokskskokokskskokokoksksk ok ok ok ok
space group: 15:b2 {'Hall': ' -A 2yac', 'HM': ' A1 2/n 1'}
Crystal system: Monoclinic

Setting: b2

+X,+y,+2

-x+1/2,+y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |
| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 15:b3 {'Hall': ' -I 2ya', 'HM': ' I 1 2/a 1'}
Crystal system: Monoclinic

Setting: b3

+X,+Yy,+2

-X+1/2,+y,-z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 |
|  {-1/(0.0,0.0,0.0)} | =X, -y, ~Z |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —Xx,+y+1/2,-z+1/2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |




skokskokskokskokskkokkokkokkokkokkokk

space group: 15:-bl1 {'Hall': ' -A 2ya', 'HM': 'A'1 2/a 1'}
Crystal system: Monoclinic

Setting: -bl

+X,+Y, +2

-X+1/2,+y,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,-Z I
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,-z+1/2 |
| {-1|(e.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 15:-b2 {'Hall': ' -C 2ybc', 'HM': 'C 1 2/n 1'}
Crystal system: Monoclinic

Setting: -b2

+X,+Yy,+2

-X,+y+1/2,-z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1)(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 15:-b3 {'Hall': ' -I 2yc', 'HM': 'I 1 2/c 1'}
Crystal system: Monoclinic

Setting: -b3

+X,+Y,+2

-X,+y,-z+1/2

Seitz Jones

I
{1](0.0,0.0,0.0)} | +X,+Y, +2



| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1](0.0,0.0,0.0)} | -X,-Yy,-Z |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_0y0](0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_x0z]|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skekskokokokokokokokokokokokokokokokokokokok
space group: 15:c1 {'Hall': ' -A 2a', 'HM': ' A 11 2/a'}
Crystal system: Monoclinic

Setting: cl

+X,+Yy,+2

-X+1/2,-y,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
|  {-1](0.0,0.0,0.0)} | =X, =Y,~2Z I
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {-1)(e.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 15:c2 {'Hall': ' -B 2bc', 'HM': ' B 11 2/n'}
Crystal system: Monoclinic

Setting: c2

+X,+Yy,+2

-X,-y+1/2,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_00z|(0.0,0.5,0.5)} | —-x,-y+1/2,+z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {-1/(0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokokokokkoRk Rk okok KKKk Rk kR oK
space group: 15:c3 {'Hall': ' -I 2b', 'HM': ' I 11 2/b'}



Crystal system: Monoclinic
Setting: c3

+X,+Yy,+Z

-X,-y+1/2,+z

| Seitz | Jones

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
|  {-1](0.0,0.0,0.0)} | =X, =Y,-2Z I
| {m_xy0]|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 15:-cl1 {'Hall': ' -B 2b', 'HM': 'B 11 2/b'}
Crystal system: Monoclinic

Setting: -cl

+X,+Y,+2

-X,-y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
|  {-1](0.0,0.0,0.0)} | =X,=Y,-2Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 15:-c2 {'Hall': ' -A 2ac', 'HM': 'A 11 2/n'}
Crystal system: Monoclinic

Setting: -c2

+X,+y,+2

-X+1/2,-y,+z+1/2

| Seitz | Jones |
|  {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
|  {-1](0.0,0.0,0.0)} | “X)=Y,-2Z |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |



| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_002](0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {-1|(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 15:-c3 {'Hall': ' -I 2a', 'HM': 'I 11 2/a'}
Crystal system: Monoclinic

Setting: -c3

+X,+Y, +2

-X+1/2,-y,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
|  {-1](0.0,0.0,0.0)} | =X, =Y ,~2Z I
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

skokskokskokokokokokokokokokokokokokokokokok
space group: 15:al {'Hall': ' -B 2xb', 'HM': ' B 2/b 1 1'}
Crystal system: Monoclinic

Setting: al

+X,+Y,+2

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
skokskokskokokskskokokskokskokokskskkokok ok

space group: 15:a2 {'Hall': ' -C 2xbc', 'HM': ' C 2/n 1 1'}
Crystal system: Monoclinic

Setting: a2
+X,+Y,+Z



+X,-y+1/2,-2+1/2

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, ~Z I
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {-1|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_0yz|(0.5,0.0,0.5)} | |

-X+1/2,+y,+z+1/2

skekskokokokokokokokokokokokokokokokokokokok
space group: 15:a3 {'Hall': ' -I 2xc', 'HM': ' I 2/c 1 1'}
Crystal system: Monoclinic

Setting: a3

+X,+Yy,+2

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {m_0yz|(0.0,0.0,0.5)} | X, +y,+z+1/2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
skorokskorokskokokskokokskokokskokokskokokok

space group: 15:-al {'Hall': ' -C 2xc', 'HM': 'C 2/c 1 1'}
Crystal system: Monoclinic

Setting: -al

+X,+Y,+Z

+X,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
|  {-1](0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |



| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |

skokskokskokskokskokokkokkokkokkokkokk

space group: 15:-a2 {'Hall': ' -B 2xbc', 'HM': 'B 2/n 1 1'}
Crystal system: Monoclinic

Setting: -a2

+X,+Y, +2

+X,-y+1/2,-z+1/2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I

| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |

| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {-1|(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |

| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
soksokok ok oKk okok ok kKR Kok ok ok

space group: 15:-a3 {'Hall': ' -I 2xb', 'HM': 'I 2/b 1 1'}
Crystal system: Monoclinic

Setting: -a3

+X, 4y, +2Z

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_x00](0.0,0.5,0.0)} | +X,-y+1/2, -7 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,-Z I
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +X+1/2,-y,-z+1/2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |

skokskskkokokskskkokskokskokokskskk ok ok ok
space group: 16 {'Hall': 'P 2 2', 'HM': 'P 2 2 2'}
Crystal system: Orthorhombic

+X,+y,+2

=X, =Y, tZ

tX,-Y,-Z




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +x,+y,+2 |

| {2_002|(0.0,0.0,0.0)} | -x,-y,+z |

| {2_x00|(0.0,0.0,0.0)} | +x,-y,-z |

| {2_0y0|(0.0,0.0,0.0)} | —x,+y,-z |
skkskskokokokskskokskskskokokoksksk ok ok ok ok

space group: 17 {'Hall': ' P 2c 2', 'HM': 'P 2 2 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-X,-y,+z+1/2

+X, =Y, =2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.5)} | —x,-y,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-y,-z |
| {2_0y0|(0.0,0.0,0.5)} | —-x,+y,-z+1/2 |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 17:cab {'Hall': ' P 2a 2a', 'HM': 'P 21 2 2'}
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+2

-X+1/2,-y,+z

+X+1/2,-y,-2

4

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_002](0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |

skkskskskokokskskokokskokokokokskskkokok ok
space group: 17:bca {'Hall': ' P 2 2b', 'HM': 'P 2 21 2'}
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+2

—X,=Y,+Z

+X,-y+1/2,-2

| Seitz | Jones



| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_002|(0.0,0.0,0.0)} | -x,-y,+z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.0)} | |

-X,+y+1/2,-z

skokokokskokskokskkokkokkokkokkokkokk

space group: 18 {'Hall': 'P 2 2ab', 'HM': 'P 21 21 2'}

Crystal system: Orthorhombic
+X,+Y,+Z

—X,=Y,+z

+x+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

skokokskokokokskokokskkokkkkokkkokkk

space group: 18:cab {'Hall': 'P 2bc 2', 'HM':

Crystal system: Orthorhombic
Setting: cab

+X,ty,+tZ

-X,=y+1/2,+z+1/2

+X,-y,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy, +Z |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {2_x00[(0.0,0.0,0.0)} | X, -y, -2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 18:bca {'Hall': 'P 2ac 2ac', 'HM':

Crystal system: Orthorhombic
Setting: bca

+X,+Yy,+Z

-X+1/2,-y,+z+1/2
+X+1/2,-y,-z+1/2

| Seitz Jones

'P 2 21 21'}

'P 21 2 21'}



| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {2_0y0|(0.0,0.0,0.0)} | “X,+Y, -2 |
skkskskokokokskskokokskskokokokskskokk ok ok

space group: 19 {'Hall': ' P 2ac 2ab', 'HM': 'P 21 21 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-x+1/2,-y,+z+1/2

+X+1/2,-y+1/2,-z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
skokokokokokokokskkkokokokkokk kR kokok

space group: 20 {'Hall': ' C 2c 2', 'HM': 'C 2 2 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-X,-y,+z+1/2

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, -2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |

skokokskokokokskkokskokokokkokokkkokkk

space group: 20:cab {'Hall':

'"A 2a 2a', 'HM':

Crystal system: Orthorhombic

Setting: cab
+X,+Yy,+2

-X+1/2,-y,+z
+X+1/2,-y,-z

'A 21 2 2'}




| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002|(0.5,0.0,0.0)} | —x+1/2,-y,+2 |
| {2_x00((0.5,0.0,0.0)} | +x+1/2,-y,-2 I
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

'B 221 2'}

space group: 20:bca {'Hall': ' B 2 2b', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+Y, +2

—X,=Y,tz

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002|(0.0,0.0,0.0)} | =X, =Y, +2Z I
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 21 {'Hall': 'C 2 2', 'HM': 'C 2 2
Crystal system: Orthorhombic

+X,+Y, +2

=X, =Y, t2Z

+X,-y,~Z

| Seitz | Jones |

| {1(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |

| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |

| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |

2'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 2l:cab {'Hall': 'A 2 2', 'HM': 'A 22 2'}
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+2

—X,=Y,tz

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-2Z I
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
sokskokokokokokokokokokokokokokokokokokokok

space group: 2l:bca {'Hall': 'B 2 2', 'HM': 'B 2 2 2'}
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+2

—X,=Y,tz

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 22 {'Hall': 'F 2 2', 'HM': 'F 2 2 2'}

Crystal system: Orthorhombic
+X,+Yy,+Z
—X,=Y,+Z
X,=y,—Z




| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002((0.0,0.0,0.0)} | X, -y, +Z |
| {2_x00[(0.0,0.0,0.0)} | +X, =Y, ~Z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

skokokskokokokskkokskkokokkokokkkokkk

space group: 23 {'Hall': 'I 2 2', 'HM': 'I 2 2 2'}
Crystal system: Orthorhombic

+X,+Yy,+2

—X,=Y,tz

+X, =Y, =2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |

skokokskokokokskokokkokokokkokokkkokkk

space group: 24 {'Hall': ' I 2b 2c', 'HM': 'I 21
Crystal system: Orthorhombic

+X,+Yy,+2

-X,-y+1/2,+z

+X,-y,-z+1/2

| Seitz | Jones |
| {1](0 | +X,+Yy,+Z |
I I |

-X,-y+1/2,+z

21 21'}



o +X,-y,-z+1/2
Y| -x,+y+1/2,-2z+1/2

| +x+1/2,+y+1/2,+z+1/2
)} -X+1/2,-y,+z+1/2
Y| +x+1/2,-y+1/2,-z
Yo -x+1/2,+y,-2

skokskokskokskokskkokkokkokkokkokkokk

space group: 25 {'Hall': 'P 2 -2', 'HM'
Crystal system: Orthorhombic

+X,+Yy,+2

=X, =Y, tz

—X,ty,+z

| Seitz | Jones |

|  {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {2_00z|(0.0,0.0,0.0)} | —x,-y,+z |

| {m_0yz|(0.0,0.0,0.0)} | —-x,+y,+z |

| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 25:cab {'Hall': 'P -2 2',
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+2

tX,ty,-z

+X,-Y,-Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |

| {2_x00|(0.0,0.0,0.0)} | +x,-y,-z |

| {m_x02](0.0,0.0,0.0)} | +x,-y,+z |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 25:bca {'Hall': 'P -2 -2',

Crystal system: Orthorhombic
Setting: bca

+X,+Y,+2

+X,+Yy,-2Z

-X,+Yy,+Z

:'"Pm

"HM' :

"HM' :

m2'}

'P2mm'}

"Pm2m'}



| {1](0.0,0.0,0.0)} | +x,+y,+z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |

| {m_0yz|(0.0,0.0,0.0)} | -Xx,+y,+z |

| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |
skkskskokokokskskokskskskokokokskk ok ok ok ok

space group: 26 {'Hall': ' P 2c -2', 'HM': 'P mc 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-X,-y,+z+1/2

—X,ty,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.5)} | —x,-y,+z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

sokskokokokokokokokokokokokokokokokokokokok
space group: 26:ba-c {'Hall': ' P 2c -2c', 'HM': ' P cm 21'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y,+2

-X,-y,+z+1/2

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -x,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 26:cab {'Hall': ' P -2a 2a', 'HM': 'P 21 m a'}
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+2

+X+1/2,+y,-z

+X+1/2,-y,-z

| Seitz | Jones




| {1(0.0,0.0,0.0)} | +x,+y,+2 |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |
skekskokokokokokokokokokokokokokokokokokokok

space group: 26:-cba {'Hall': ' P -2 2a',

Crystal system: Orthorhombic
Setting: -cba

+X,+Y,+Z

X, 1y, —Z

+X+1/2,-y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skokskokokokokokokokokokokokokokokokokokokok
space group: 26:bca {'Hall':
Crystal system: Orthorhombic
Setting: bca

+X,+Yy,+2

tX,ty,-Z

-X,+y+1/2,+z

"P -2 -2b',

4

Jones

4

_X’
_X'

———+— +

I
+X,+Yy,+2 |
+X,+y,-2 |

I
I

+y+1/2,+z
+y+1/2,-z

skokokskokokokokokokskokokokkokokkkokkk

space group: 26:a-cb {'Hall':

Crystal system: Orthorhombic
Setting: a-cb

+X,+Yy,+Z

+X,+y+1/2,-2

-X,+Yy,+Z

' P —2b -2',

Jones

'"HM':

"HM' :

"HM' :

'"P21l am'}

'P b 21 m'}

"Pm21 b'}



| {1|(0.0,0.0,0.0)} | +x,+y,+2 |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+z |
| {2_0y0|(0.0,0.5,0.0)} | |

-X,+y+1/2,-z

skokokokskskskokskkkokskskskokokkskkokok
space group: 27 {'Hall': 'P 2 -2c¢', 'HM': 'P c c 2'}
Crystal system: Orthorhombic

+X,+Yy,+Z

—X,=Y,tz

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_002](0.0,0.0,0.0)} | -x,-y,+z |
| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

sokskokokokokokokokokokokokokokokokokokokok
space group: 27:cab {'Hall': 'P -2a 2', 'HM': 'P 2 a a'}
Crystal system: Orthorhombic

Setting: cab

+X, 4y, +2Z
+X+1/2,+y,-2

+X, =Y, =2

| Seitz | Jones |
|  {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+ |

skokskokokokokokokokokokokokokokokokokokokok
space group: 27:bca {'Hall': 'P -2b -2b', 'HM': 'P b 2 b'}
Crystal system: Orthorhombic

Setting: bca

+X,+Y,+2

+X,+y+1/2,-2

-X,+y+1/2,+z

| Seitz | Jones |
I I I

{1](0.0,0.0,0.0)} X, +Y, +2



| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | —-x,+y+1/2,+z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |

skekskokokokokokokokokokokokokokokokokokokok

space group: 28 {'Hall': 'P 2 -2a', 'HM': 'Pma 2'}

Crystal system: Orthorhombic

X, 1y, +z

=X,-Y,*z

-X+1/2,+y,+z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_002](0.0,0.0,0.0)} | -x,-y,+z |
| {m_0yz|(0.5,0.0,0.0)} | —x+1/2,+y,+z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 28:ba-c {'Hall': 'P 2 -2b', 'HM': ' P b m2'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y,+2

—X,=Y,tz

-X,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.0,0.5,0.0)} | -x,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 28:cab {'Hall': 'P -2b 2', 'HM': 'P 2 mb'}
Crystal system: Orthorhombic

Setting: cab

+X,+y,+Z

+X,+y+1/2,-2

+X,-Y,-Z

| Seitz | Jones |
| {1](e | +X,ty,+z |
I I I

+X,+y+1/2,-2



_x00((0.0,0.0,0.0)} | +X,-y,-z |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |

skokokokskskskskskkkskskskskokokkskokokok

space group: 28:-cba {'Hall': 'P -2c¢ 2', 'HM': ' P 2 cm'}
Crystal system: Orthorhombic

Setting: -cba

X, Ty, +Z

+X,+y,-z+1/2

X, -y, Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +x,-y,-z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 28:bca {'Hall': 'P -2c -2c', 'HM': 'P c 2 m'}
Crystal system: Orthorhombic

Setting: bca

+X,+y,+2

+X,+y,-z+1/2

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -x,+y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |

skokskokokokokokokokokokokokokokokokokokokok
space group: 28:a-cb {'Hall': 'P -2a -2a', 'HM': ' P m2 a'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

+X+1/2,+y,-2

-X+1/2,+y,+z

+X,+Yy,+2
+X+1/2,+y,-2

— +— 4+

4
T
1
T



B (0.5,0.0,0.0)} | —x+1/2,+y,+z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 29 {'Hall': ' P 2c -2ac', 'HM': 'P c a 21'}
Crystal system: Orthorhombic

+X,+Yy, +Z

-X,-y,+z+1/2

-x+1/2,+y,+z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |

| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |

| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skokskokokokokokokokokokokokokokokokokokokok
space group: 29:ba-c {'Hall': ' P 2c -2b', 'HM': ' P b c 21'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+2

-X,-y,+z+1/2

-X,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 29:cab {'Hall': ' P -2b 2a', 'HM': 'P 21 a b'}
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

+X,+y+1/2,-2

+X+1/2,-y,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {2_x00](0.5,0.0,0.0)} | +x+1/2,-y,-z |



| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokokskskskokskkokokskskskokokkskokokok
space group: 29:-cba {'Hall': ' P -2ac 2a', 'HM': ' P 21 c a'}
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+Z

+x+1/2,+y,-z+1/2

+X+1/2,-y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

sokskokskokokokokokokokokokokokokokokokokok
space group: 29:bca {'Hall': ' P -2bc -2c', 'HM': 'P c 21 b'}
Crystal system: Orthorhombic

Setting: bca

+X,+y,+2

+X,+y+1/2,-2+1/2

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | —X,+y,+z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |

skkokokskskokoksk kKRR Kok k ok
space group: 29:a-cb {'Hall': ' P -2a -2ab', 'HM': ' P b 21 a'}
Crystal system: Orthorhombic

Setting: a-cb

X, 1y, +z

+X+1/2,+y,-2

-x+1/2,+y+1/2,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |



| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z

skkskskokokokskskokokskokokokoksksk ok ok ok ok
space group: 30 {'Hall': 'P 2 -2bc', 'HM': 'P n c 2'}
Crystal system: Orthorhombic

+X,+Yy, +Z
—X,=Y,tz

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002](0.0,0.0,0.0)} | =X, =Y, +Z |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokskokskokokokokokokokokokokokokokokokokok
space group: 30:ba-c {'Hall': 'P 2 -2ac', 'HM': ' Pcn 2'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y,+z

=-X,"Y,tz

-x+1/2,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skkokokskskokokk kKoK kKoK k KoKk
space group: 30:cab {'Hall': 'P -2ac 2', 'HM': 'P 2 n a'}
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2Z
+x+1/2,+y,-z+1/2

+X,-Y,~Z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |



skokskokskokskokskkokkokkokkokkokkokk

space group: 30:-cba {'Hall': 'P -2ab 2', 'HM':

Crystal system: Orthorhombic
Setting: -cba

X, +y,+z

+x+1/2,+y+1/2,-2

X, -y, 2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0]|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {2_x00((0.0,0.0,0.0)} | +X, =Y, ~Z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokskokskokokokokokokokokokokokokokokokokok
space group: 30:bca {'Hall': 'P -2ab -2ab',
Crystal system: Orthorhombic

Setting: bca

+X,+y,+2
+x+1/2,+y+1/2,-2

-X+1/2,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-Z I

skokokskokokokskokokskokokokkokokkkokkk

space group: 30:a-cb {'Hall': 'P -2bc -2bc'

Crystal system: Orthorhombic
Setting: a-cb

’

+X,+Y,+Z
+X,+y+1/2,-2+1/2

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+Z |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —-x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |

"HM' :

"HM' :

'"P2an'}

'Pb2n'}

"Pn2b'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 31 {'Hall': ' P 2ac -2', 'HM': 'P mn 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-x+1/2,-y,+z+1/2

=X, ty,+z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |

| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |

| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 31l:ba-c {'Hall': ' P 2bc -2bc', 'HM': ' P nm 21'}
Crystal system: Orthorhombic

Setting: ba-c

+X, 4y, +2Z
-X,=y+1/2,+z+1/2

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 3l:cab {'Hall': ' P -2ab 2ab', 'HM': 'P 21 m n'}
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

+x+1/2,+y+1/2,-2

+x+1/2,-y+1/2,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z I




skokokokskskskskskokokokskskskokokkskkok ok
space group: 31l:-cba {'Hall': ' P -2 2ac', 'HM': ' P21 nm'}
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+Z

tX,ty,-z

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 31l:bca {'Hall': ' P -2 -2bc', 'HM': 'P n 21 m'}
Crystal system: Orthorhombic

Setting: bca

+X,+y,+z

+X,+Y, -2

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 3l:a-cb {'Hall': ' P -2ab -2', 'HM': ' P m 21 n'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+Y, +2Z
+x+1/2,+y+1/2,-2

—-X,+Yy,+2

| Seitz | Jones |
| {11(0.0,0.0,0.0)} | X, +Y, +2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {2_0y0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |




skekskokokokokokokokokokokokokokokok ok ok ok ok
space group: 32 {'Hall': 'P 2 -2ab', 'HM': 'P b a 2'}
Crystal system: Orthorhombic

+X, 4y, +2Z
—X,=Y,tz

-X+1/2,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokskokskokokokokokokokokokokokokokokokokok
space group: 32:cab {'Hall': 'P -2bc 2', 'HM': 'P 2 c b'}
Crystal system: Orthorhombic

Setting: cab

+X, 4y, +2Z
+X,+y+1/2,-2+1/2

+X,-Y,—2Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokokokkokoksk kR koKKoR sk sk kR oK
space group: 32:bca {'Hall': 'P -2ac -2ac', 'HM': 'P c 2 a'}
Crystal system: Orthorhombic

Setting: bca

+X,+Y,+Z
+x+1/2,+y,-z+1/2

-x+1/2,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+Z |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |




skokskokskokskokskokokkokkokkokkokkokk

space group: 33 {'Hall': ' P 2c¢ -2n', 'HM': 'P n a 21'}
Crystal system: Orthorhombic

+X,+Yy, +Z

-X,-y,+z+1/2

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z2|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |

| {m_0yz|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,+z+1/2 |

| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skekskokokokokokokokokokokokokokokokokokokok
space group: 33:ba-c {'Hall': ' P 2c -2ab', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+y,+z

-X,-y,+z+1/2

-X+1/2,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokokokskskokokokokokokskskskokokskokokok
space group: 33:cab {'Hall': ' P -2bc 2a', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

+X,+y+1/2,-2+1/2

+X+1/2,-y,-z

| Seitz | Jones |
|  {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

"Pbn21'}

'P 21 nb'}



skokokokskskskokskokokokskskskokokkskkokok
space group: 33:-cba {'Hall': ' P -2n 2a', 'HM': ' P21 c n'}
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+Z

+x+1/2,+y+1/2,-z+1/2

+X+1/2,-y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 33:bca {'Hall': ' P -2n -2ac', 'HM': 'P c 21 n'}
Crystal system: Orthorhombic

Setting: bca

+X, 4y, +2Z
+x+1/2,+y+1/2,-z+1/2

-x+1/2,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —X+1/2,+y,+z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |

skokskokskokokokokokokokokokokokokokokokokok
space group: 33:a-cb {'Hall': ' P -2ac -2n', 'HM': ' P n 21 a'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

+x+1/2,+y,-z+1/2

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | X, +y+1/2, -7 |




skkskskokokokksk Rk ok kKoK ok kR ok koK
space group: 34 {'Hall': 'P 2 -2n', 'HM': 'P nn 2'}
Crystal system: Orthorhombic

+X,+Y, +2Z
—X,=Y,tz

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 34:cab {'Hall': 'P -2n 2', 'HM': 'P 2 nn'}
Crystal system: Orthorhombic

Setting: cab

+X, 4y, +2Z
+x+1/2,+y+1/2,-2+1/2

+X,-Y,—2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 34:bca {'Hall': 'P -2n -2n', 'HM': 'P n 2 n'}
Crystal system: Orthorhombic

Setting: bca

X, Yy, +2

+x+1/2,+y+1/2,-2+1/2

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |

skokokskokokokskokokskkokokkokokkkokkk



space group: 35 {'Hall': 'C 2 -2', 'HM': 'Cm
Crystal system: Orthorhombic

+X,+Y, +2Z

—X,Y,*tZ

—X,ty,*tZ

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

4
T

skkokskokokokskokokskokokkkokokkkokkk

space group: 35:cab {'Hall': 'A -2 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

+X,+y,~Z

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} |

+X,-y+1/2,+z+1/2 |

skokskskskokokskskokokskokokokokskskk ok ok ok
space group: 35:bca {'Hall':
Crystal system: Orthorhombic
Setting: bca

+X,+Y,+2

‘B -2 -2', 'HM':

Seitz

—+— 4+

{11(0.0,0.0,0.0)}

m2'}

'A2mm'}

'Bm2m'}



~l 1

=

——~
—_—

+X,+Y, -2 |
=X, +Y,+2 |
=X, +Y, -2 |
+X+1/2,+y,+z+1/2 |
+X+1/2,+y,-z+1/2 |
-X+1/2,+y,+z+1/2 |
-X+1/2,+y,-z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 36 {'Hall': ' C 2c -2', 'HM': 'Cmc 21'}
Crystal system: Orthorhombic

+X,+y, +Z

-X,-y,+z+1/2

—X,ty,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —X,ty,+2Z I
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskkokskkokokkokokkkokkk

space group: 36:ba-c {'Hall': ' C 2c -2c', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+Z

-X,-y,+z+1/2

-X,+y,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y,+Z |
| {1](0.5,0.5,0.0)} |  +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+z |

skokokskokokokskokokskkokokkokokkkokkk

'"Ccm?21'}



space group: 36:cab {'Hall': ' A -2a 2a', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+Z

+X+1/2,+y,-2

+x+1/2,-y,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {m_x02|(0.0,0.0,0.0)} | +X, =Y, +2 I
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskkokskkokokkokokkkokkk

space group: 36:-cba {'Hall': ' A -2 2a', 'HM':
Crystal system: Orthorhombic

Setting: -cba

+X,+y,+2

tX,ty,-z

+X+1/2,-y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {2_x00((0.5,0.0,0.0)} | +x+1/2,-y,-2 I
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 36:bca {'Hall':

"' B -2 -2b', 'HM':

Crystal system: Orthorhombic

Setting: bca
+X,+Y,+Z
+X,+y,-2
-X,+y+1/2,+z

Jones

'A 21 ma'}

'"A21l am'}

'Bb 21l m'}
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+X,+Y,+2 |
+X,+y,-2 |
-X,+y+1/2,+z |
-X,+y+1/2,-z |
+X+1/2,+y,+z+1/2 |
+x+1/2,+y,-z+1/2 |
I

I

-x+1/2,+y+1/2,+z+1/2
-x+1/2,+y+1/2,-z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 36:a-cb {'Hall': ' B -2b -2', 'HM': ' B m 21 b'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+y, +Z

+X,+y+1/2,-z

—X,ty,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
skokokokokkokoksk kR okokkokk kR kok ok

space group: 37 {'Hall': 'C 2 -2c', 'HM': 'Cc c 2'}
Crystal system: Orthorhombic

+X,+y, +Z

—X,=Y,+Z

-X,+y,+z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.5,0.0)} |  +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |



skokskokskokskokskkokkokkokkokkokkokk

space group: 37:cab {'Hall': 'A -2a 2', 'HM': 'A 2 a a'}
Crystal system: Orthorhombic

Setting: cab

+X,+Yy, +Z

+X+1/2,+y,-2

+X, =Y, =2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokokokokokokokskkkokokokokokkskkkokok

space group: 37:bca {'Hall': 'B -2b -2b', 'HM': 'B b 2 b'}
Crystal system: Orthorhombic

Setting: bca

+X,+y, +Z

+X,+y+1/2,-z

-X,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
skokokokokkokok Rk ok kKKK Rk kR oK

space group: 38 {'Hall': 'A 2 -2', 'HM': 'Amm2'}
Crystal system: Orthorhombic

+X,+y, +Z

—X,"Y,*tZ

-X,+y,+Z

| Seitz Jones




|  {1](0.0,0.0,0.0)}

| {2_002|(0.0,0.0,0.0)}
| {m_0yz|(0.0,0.0,0.0)}
| {m_x0z|(0.0,0.0,0.0)}
|  {1](0.0,0.5,0.5)}

| {2_00z|(0.0,0.5,0.5)}
| {m_0yz|(0.0,0.5,0.5)}
| {m_x0z]|(0.0,0.5,0.5)}

+X,+Y, +2Z

—X,Y,*tZ

—X,ty,*tZ

X, =Y, +2Z
+X,+y+1/2,+2+1/2
-X,-y+1/2,+z+1/2
=X, +y+1/2,+2+1/2
+X,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 38:ba-c {'Hall': 'B 2 -2', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y, +2

—X,=Y,+z

—X,ty,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |
| {m_x0z](0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokokskokokokskokokskkokkkkokkkokkk

space group: 38:cab {'Hall': 'B -2 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

+X,+Y, -2

+X, =Y, -2

| Seitz | Jones |
| {1](0.90,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

"Bmm?2'}

'B2mm'}



skokskokskokskokskokokkokkokkokkokkokk

space group: 38:-cba {'Hall': 'C -2 2', 'HM':
Crystal system: Orthorhombic

Setting: -cba

+X,+Y, +2Z

tX,ty,-Z

+X,-Y,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 I
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skkokskokokokskkokskkokkkokokkkokkk

space group: 38:bca {'Hall': 'C -2 -2', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+2

+X,+y,~Z

—X,ty,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y, -2 |
|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 38:a-cb {'Hall':

Crystal system: Orthorhombic
Setting: a-cb

+X,+y,+2

+X,+y,-Z

-X,+Yy,+Z

‘A -2 -2,

"HM' :

'"C2mm'}

'Cm2m'}

"Am2m'}



| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Y, +2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |
| {1)(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | |

-X,+y+1/2,-z2+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 39 {'Hall': 'A 2 -2c', 'HM': 'Abm2'}
Crystal system: Orthorhombic

+X,+Yy,+2

—X,=Y,+z

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.0,0.0,0.5)} | -Xx,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
skokokokokrokoksk kR kokkokk kR kok ok

space group: 39:ba-c {'Hall': 'B 2 -2c', 'HM': ' B ma 2'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+2

=X, =Y, tZ

-X,+y,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Yy, +Z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -X+1/2,+y,+2 |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |




skokskokskokskokskkokkokkokkokkokkokk

space group: 39:cab {'Hall': 'B -2c 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2

+X,+y,-z+1/2

+X,-Y,-Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skkokskokokokskkokskkokskkokokkkokkk

"HM' :

space group: 39:-cba {'Hall': 'C -2b 2',
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+2

+X,+y+1/2,-z

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, -2 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
skokokokokkokoksk kR kokkokk kR kok ok

space group: 39:bca {'Hall': 'C -2b -2b',

Crystal system: Orthorhombic

Setting: bca
+X,+Y,+Z

+X,+y+1/2,-2
-X,+y+1/2,+z

"HM' :

'B2cm'}

"C2mb'}

'Cm2 a'}



| Seitz Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | -Xx,+y+1/2,+z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {1|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

skokskokskokskokskkokkokkokkokkkkokk

ma?2'}

space group: 39:a-cb {'Hall': 'A -2c -2c', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+y,+2

+X,+y,-z+1/2

-X,+y,+z+1/2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |

| {m_0yz|(0.0,0.0,0.5)} | -Xx,+y,+z+1/2 |

| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-Z I

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |

| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |

| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
skokskokskokokokokokokokokokokokokokokokokok

space group: 40 {'Hall': 'A 2 -2a', 'HM': 'A
Crystal system: Orthorhombic

+X,+y,+2

—X,=Y,t2Z

-X+1/2,+y,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {m_0yz|(0.5,0.0,0.0)} | -X+1/2,+y,+2 |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+2+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -X,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

"Ac2m'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 40:ba-c {'Hall': 'B 2 -2b', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y, +2Z

—X,=Y,tz

-X,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
sokskokokokokokokokokokokokokokokokokokokok

space group: 40:cab {'Hall': 'B -2b 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2

+X,+y+1/2,-z

+X, =Y, =2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +X+1/2,-y,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 40:-cba {'Hall': 'C -2c 2', 'HM':

Crystal system: Orthorhombic

Setting: -cba
+X,+Yy,+2
+X,+y,-z+1/2
X, =Y, =2

"Bbm2'}

'B2mb'}

'"C2cm'}



| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkkkokk

space group: 40:bca {'Hall': 'C -2c -2c', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+Z

+X,+y,-z+1/2

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | —X,+y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | -X+1/2,+y+1/2,-z |

skokokskokokokskkokskokokokkokokkkokkk

space group: 40:a-cb {'Hall': 'A -2a -2a', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

+X+1/2,+y,-2

-X+1/2,+y,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {m_xy0|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {m_0yz|(0.5,0.0,0.0)} | -X+1/2,+y,+2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |
| {1](0.0,0.5,0.5)} | +X,+y+1/2,+2+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

'Cc2m'}

"Am2a'}l



| —x+1/2,+y+1/2,+z+1/2 |
-X,+y+1/2,-z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 41 {'Hall': 'A 2 -2ac', 'HM': 'Aba2'}
Crystal system: Orthorhombic

+X,+Yy, +Z

—X,=Y,tz

-x+1/2,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
skokokokokokokokskkkokokokkokk kR kok ok

space group: 4l:ba-c {'Hall': 'B 2 -2bc', 'HM': ' B b a 2'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y, +Z

—X,=Y,tZ

-X,+y+1/2,+z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
skokokokokokokoksk kR kokKoRk kR kR ok

space group: 4l:cab {'Hall': 'B -2bc 2', 'HM': 'B 2 c b'}

Crystal system: Orthorhombic

Setting: cab
+X,+Yy,+Z
+X,+y+1/2,-2+1/2



+X+1/2,-y+1/2,+z

+X, =Y, ~Z
| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {2_x00](0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0]|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {m_x0z]|(0.5,0.5,0.0)} | |

kokokokskokskokskkokkokkokkokkkkokk

space group: 4l1:-cba {'Hall': 'C -2bc 2', 'HM': ' C2 c b'}
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+2

+X,+y+1/2,-2+1/2

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,~-Z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokokokokkokoksk kR kokokokk kR kok ok

space group: 4l:bca {'Hall': 'C -2bc -2bc', 'HM': 'C c 2 a'}
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+2

+X,+y+1/2,-2+1/2

-X,+y+1/2,+z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X, Yy, +2Z I
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —-x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |



Pl o+x+1/2,+y,-z+1/2 |
Y| -x+1/2,+y,+z+1/2 |
Pl —x+1/2,+y+1/2,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 4l:a-cb {'Hall': 'A -2ac -2ac', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+Y, +2Z

+x+1/2,+y,-z+1/2

-x+1/2,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
skokskokskokokokoskkokokokskkokokokskokokok

space group: 42 {'Hall': 'F 2 -2', 'HM': 'Fmm2'}
Crystal system: Orthorhombic

+X,+Y, +2

—X,=Y,t2Z

—X,ty,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

'"Ac?2a'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 42:cab {'Hall': 'F -2 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+Z

+X,+Y,—Z

+X, =Y, -2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskkokkkkokkkokkk

space group: 42:bca {'Hall': 'F -2 -2', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+2

+X, +Y,=Z

—X,ty,+z

| Seitz | Jones |
| {1](0.90,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |
| {1)(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |

'F2mm'}

'Fm2m'}



N
e I e o

-x+1/2,+y+1/2,-2z

-x+1/2,+y,+z+1/2
-x+1/2,+y,-z+1/2
+X+1/2,+y+1/2,+2
+x+1/2,+y+1/2,-2
-X+1/2,+y+1/2,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 43 {'Hall': 'F 2 -2d', 'HM': 'Fdd 2'}
Crystal system: Orthorhombic

+X, 4y, +2Z

—X,=Y,tz

-X+1/4,+y+1/4,+z+1/4

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {m_0yz|(0.25,0.25,0.25)} | —x+1/4,+y+1/4,+z+1/4 |
| {m_x0z]|(0.75,0.75,0.25)} | +x+3/4,-y+3/4,+z+1/4 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {m_0yz|(0.25,0.75,0.75)} | —x+1/4,+y+3/4,+z+3/4 |
| {m_x0z|(0.75,0.25,0.75)} | +x+3/4,-y+1/4,+z+3/4 |
| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {m_0yz|(0.75,0.25,0.75)} | —x+3/4,+y+1/4,+z+3/4 |
| {m_x0z|(0.25,0.75,0.75)} | +x+1/4,-y+3/4,+z+3/4 |
| {1|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {m_0yz|(0.75,0.75,0.25)} | —x+3/4,+y+3/4,+z+1/4 |
| {m_x0z](0.25,0.25,0.25)} | +x+1/4,-y+1/4,+z+1/4 |

skokokskokokokskokokskokokokkokokkkokkk

'F2dd'}

space group: 43:cab {'Hall': 'F -2d 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+y,+2

+X+1/4,+y+1/4,-z+1/4

+X, =Y, ~Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy@|(0.25,0.25,0.25)} | +x+1/4,+y+1/4,-z+1/4 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {m_x0z|(0.25,0.25,0.25)} | +x+1/4,-y+1/4,+z+1/4 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+2+1/2 |



| {m_xy@|(0.25,0.75,0.75)}
| {2_x00|(0.0,0.5,0.5)}

| {m_x0z](0.25,0.75,0.75)}
| {1/(0.5,0.0,0.5)}

| {m_xy®|(0.75,0.25,0.75

| {2_x00|(0.5,0.0,0.5)}

| {m_x0z|(0.75,0.25,0.75

| {1/(0.5,0.5,0.0)}

| {m_xy@|(0.75,0.75,0.25)}
| {2_x00|(0.5,0.5,0.0)}

| {m_x0z|(0.75,0.75,0.25)}

+x+1/4,+y+3/4,-z+3/4
+X,-y+1/2,-z+1/2
+X+1/4,-y+3/4,+z+3/4
+X+1/2,+y,+z+1/2
+X+3/4,+y+1/4,-z+3/4
+X+1/2,-y,-2+1/2
+Xx+3/4,-y+1/4,+z+3/4
+x+1/2,+y+1/2,+z
+X+3/4,+y+3/4,-z+1/4
+x+1/2,-y+1/2,-z
+Xx+3/4,-y+3/4,+z+1/4

skokskokskokskokskkokkokkokkokkkkokk

'Fd2d'}

space group: 43:bca {'Hall': 'F -2d -2d', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+y, +Z

+X+1/4,+y+1/4,-z+1/4

-X+1/4,+y+1/4,+z+1/4

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy@|(0.25,0.25,0.25 | +x+1/4,+y+1/4,-z+1/4 |
| {m_0yz|(0.25,0.25,0.25 | —x+1/4,+y+1/4,+z+1/4 |
| {2_oyo0|(0.5,0.5,0.0)} | -X+1/2,+y+1/2,-z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {m_xy0|(0.25,0.75,0.75 | +x+1/4,+y+3/4,-z+3/4 |
| {m_0yz|(0.25,0.75,0.75 | —x+1/4,+y+3/4,+z+3/4 |
| {2_oyo0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {m_xy0|(0.75,0.25,0.75 | +x+3/4,+y+1/4,-z+3/4 |
| {m_0yz|(0.75,0.25,0.75 | —x+3/4,+y+1/4,+z+3/4 |
| {2_0y0|(0.0,0.5,0.5)} | -X,+y+1/2,-2+1/2 |
| {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {m_xy0|(0.75,0.75,0.25 | +x+3/4,+y+3/4,-z+1/4 |
| {m_0yz|(0.75,0.75,0.25 | —x+3/4,+y+3/4,+z+1/4 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y, -2 |
skokokokokkokok Rk ok kKKK Rk kR oK

space group: 44 {'Hall': 'I 2 -2', 'HM': 'I mm 2'}
Crystal system: Orthorhombic

+X,+y, +Z

—X,"Y,*tZ

-X,+y,+Z

| Seitz Jones




|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_002|(0.0,0.0,0.0)} | —X,=Y,+2Z I
| {m_0yz|(0.0,0.0,0.0)} | =X, +Y,+2Z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 I
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkkkokk

space group: 44:cab {'Hall': 'I -2 2', 'HM': 'I 2 mm'}

Crystal system: Orthorhombic
Setting: cab

+X,+y,+2
+X,+y,~Z

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y,-2Z I
| {2_x00|(0.0,0.0,0.0)} | +X,=Y,~2 I
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y,+2Z I
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z]|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 44:bca {'Hall': 'I -2 -2', 'HM': 'I m2 m'}

Crystal system: Orthorhombic
Setting: bca

+X,+Y, +2Z
+X,+Y,~Z

—X,ty,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | X, +Y, +2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~Z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |




kokskokskokskokskkokkokkokkokkokkokk

space group: 45 {'Hall': 'I 2 -2c', 'HM': 'I b a
Crystal system: Orthorhombic

+X,+Y, +2

—X,=Y,tz

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z2|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {m_0yz|(0.0,0.0,0.5)} | —-X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 45:cab {'Hall': 'I -2a 2', 'HM': 'I
Crystal system: Orthorhombic

Setting: cab

+X,+y,+2

+X+1/2,+y,-2

tX,-Y,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 I
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {m_x0z|(0.5,0.0,0.0)} | +Xx+1/2,-y,+2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 45:bca {'Hall':
Crystal system: Orthorhombic
Setting: bca

+X,+Yy,+2

+X,+y+1/2,-2

-X,+y+1/2,+z

'T —2b -2b', 'HM':

Jones

2'}

2 cb'}

'Tc2a'}



|  {1](0.0,0.0,0.0)}

| {m_xy0|(0.0,0.5,0.0)
| {m_0yz|(0.0,0.5,0.0)
| {2_0y0|(0.0,0.0,0.0)
|  {1](0.5,0.5,0.5)}

| {m_xy0|(0.5,0.0,0.5)
| {m_0yz|(0.5,0.0,0.5)
| {2_0y0|(0.5,0.5,0.5)

s e i

| +X,+Yy,+2

| +X,+y+1/2,-z

| -X,+y+1/2,+z

| —X,+Yy,-Z

| +x+1/2,+y+1/2,+z+1/2
| +x+1/2,+y,-z+1/2

| -X+1/2,+y,+z+1/2

| —x+1/2,+y+1/2,-z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 46 {'Hall': 'I 2 -2a', 'HM': 'I m a
Crystal system: Orthorhombic

+X,+Y,+2

—X,=Y,tz

-X+1/2,+y,+z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z](0.5,0.0,0.0)} | +Xx+1/2,-y,+2 I
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -X,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
skokokokokkokokskkokokkokKokk Rk kok ok

space group: 46:ba-c {'Hall': 'I 2 -2b', 'HM': '
Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+2

=X, =Y, tz

-X,+y+1/2,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy, +Z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

2'}

Ibm?2'}



skokskokskokskokskokokkokkokkokkokkokk

space group: 46:cab {'Hall': 'I -2b 2', 'HM': 'I 2 mb'}
Crystal system: Orthorhombic

Setting: cab

+X,+y, +Z

+X,+y+1/2,-z

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {m_xy0]|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokokokokkokokskkkokokokkokk sk kok ok

space group: 46:-cba {'Hall': 'I -2c 2', 'HM': ' I 2 c m'}
Crystal system: Orthorhombic

Setting: -cba

+X,+y, +Z

+X,+y,-z+1/2

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, -2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +X+1/2,+y+1/2,-z |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +Xx+1/2,-y+1/2,+z |
skokokokokokokokskkkokkokkokk kR kok ok

space group: 46:bca {'Hall': 'I -2c -2c', 'HM': 'I c 2 m'}

Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+2

+X,+y,-z+1/2
-X,+y,+z+1/2




| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {2_0y0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 46:a-cb {'Hall': 'I -2a -2a', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+Y, +2

+X+1/2,+y,-2

-X+1/2,+y,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 I
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-Z |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -X,+y+1/2,+z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 47 {'Hall': ' -P 2 2', 'HM':

Crystal system: Orthorhombic

+X,+Yy,+Z
—X,=Y,t2Z
+X, =Y, =2

| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+4y,+2Z |
| {2_002((0.0,0.0,0.0)} | —x,-y,+z |
| {2_x00|(0.0,0.0,0.0)} | +x,-y,-z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |
|  {-1/(0.0,0.0,0.0)} | -x,-y,-z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {m_0yz|(0.0,0.0,0.0)} | -Xx,+y,+z |
| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |

'"Pmmm'}

'"Im2a'}



sokskokskokskokskkokkokkokkokkokkokk

space group: 48:1 {'Hall': 'P 2 2 -1n', 'HM': 'P n n n:1'}
Crystal system: Orthorhombic

Setting: 1

+X,+Y,+2

—X,=Y,tz

+X, =Y, =2

-x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I

| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
sokokokokokokokskkkokokokkokk kR kok ok

space group: 48:2 {'Hall': ' -P 2ab 2bc', 'HM': 'P n n n:2'}
Crystal system: Orthorhombic

Setting: 2

+X,+Yy,+2

-X+1/2,-y+1/2,+z

+X,-y+1/2,-z2+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |

| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |

| {-1|(0.90,0.0,0.0)} | -X,-Y,~-Z |

| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |

| {m_0yz|(0.0,0.5,0.5)} | —-x,+y+1/2,+z+1/2 |

| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokokokokokokoksk kR okokKok sk sk kR ok

space group: 49 {'Hall': ' -P 2 2c¢', 'HM': 'P c cm'}

Crystal system: Orthorhombic
+X,+Yy,+Z

—X,"Y,*tZ

+X,-y,-z+1/2

Seitz Jones

I I
{1](0.0,0.0,0.0)} | +x,+y,+z |



| {2_002|(0.0,0.0,0.0)} | -x,-y,+z |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | —-x,+y,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -x,-y,-z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {m_0yz|(0.0,0.0,0.5)} | —-x,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 49:cab {'Hall': ' -P 2a 2',
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+Z

-X+1/2,-y,+z

+X,-Y,-Z

| Seitz | Jones |
|  {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {2_00z|(0.5,0.0,0.0)} | —x+1/2,-y,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-y,-z |
| {2_0y0|(0.5,0.0,0.0)} | —x+1/2,+y,-z |
| {-1)(0.90,0.0,0.0)} | -X,-y,-z |
| {m_xy@|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Yy,+2 |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 49:bca {'Hall': ' -P 2b 2b',
Crystal system: Orthorhombic

Setting: bca

+X,+y,+2

-X,-y+1/2,+z

+X,-y+1/2,-z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.5,0.0)} | —-x,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | —-x,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |

"HM' :

"HM' :

'Pmaa'}

'P bmb'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 50:1 {'Hall': 'P 2 2 -lab', 'HM':
Crystal system: Orthorhombic

Setting: 1

+X,+Yy,+Z

—X,=Y,tz

X,y —2Z

-X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-2 |
| {-1|(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 50:2 {'Hall': ' -P 2ab 2b', 'HM':
Crystal system: Orthorhombic

Setting: 2

+X,+y,+2

-X+1/2,-y+1/2,+z

+x,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-z |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,-2 I
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
skokokokokokokok sk kR kokKoR sk sk kR oK

space group: 5@0:1cab {'Hall': 'P 2 2 -1bc',

Crystal system: Orthorhombic
Setting: 1cab

+X,+Yy,+Z

—X,"Y,*tz

X, =Y, =2

-X,=y+1/2,-z+1/2

Seitz

41
41
T

{11(0.0,0.0,0.0)}

"HM' :

'P ban:l'}

'P b an:2'}

"Poncb:1'}



| {2_002|(0.0,0.0,0.0)} | —X, -y, +Z |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, —Z |
|  {-1](0.9,0.5,0.5)}

| =x,-y+1/2,-z+1/2 |

kokskokskokskokskokokkokkokkokkokkokk

space group: 50:2cab {'Hall': ' -P 2b 2bc',

Crystal system: Orthorhombic

Setting: 2cab

+X,+Yy,+Z

-X,-y+1/2,+z

+X,-y+1/2,-z2+1/2

| Seitz | Jones |

{1/(0.0,0.0,0.0) +X,+Y, +2Z

{2_00z|(0.0,0.5,0. -X,-y+1/2,+z
{2_x00|(0.0,0.5,0. +X,-y+1/2,-z+1/2
{2_0y0|(0.0,0.0,0. -X,+y,-z+1/2

=-X,-Y,~Z
+X,+y+1/2,-z
=X, +y+1/2,+z+1/2
+X,-y,+z+1/2

e —

1
T

4
T

skokokskokokokskkokskokokokkokokkkokkk

space group: 50:1bca {'Hall': 'P 2 2 -lac',
Crystal system: Orthorhombic

Setting: 1bca

+X,+Yy,+2

—X,=Y,tz

+X,-Y,-Z

-X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {-1/(0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |

skokokokokokokoksk kR kokKoR sk sk kR oK
space group: 50:2bca {'Hall':

' —P 2a 2c',

Crystal system: Orthorhombic

Setting: 2bca
+X,+Yy,+2

-X+1/2,-y,+z
+X,-y,-z+1/2

'"HM':

"HM' :

HM':

"Pncb:2'}

"Pcna:l'}

"Pcna:2'}



Jones

| Seitz

|  {1](0.0,0.0,0.0)}
| {2_00z|(0.5,0.0,0.0)
| {2_x00|(0.0,0.0,0.5)
| {2_0y0|(0.5,0.0,0.5)
| {-1|(0.0,0.0,0.0)}
| {m_xy0|(0.5,0.0,0.0)
| {m_0yz|(0.0,0.0,0.5)
| {m_x0z]|(0.5,0.0,0.5)

e L e e

+X,+Y,+Z
-X+1/2,-y,+z
+X,-y,-2z+1/2
-x+1/2,+y,-z+1/2
—-X,"Yy,~Z
+X+1/2,+y,-2
-X,+y,+z+1/2
+x+1/2,-y,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

'Pmma'}

"HM' :

space group: 51 {'Hall': ' -P 2a 2a', 'HM':
Crystal system: Orthorhombic

+X,+Yy,+2

-X+1/2,-y,+z

+X+1/2,-y,-z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.5,0.0,0.0)} | —x+1/2,-y,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-zZ |
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy@|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
skokokokokkokokskkkokkokkokk kR kokok

space group: 5l1:ba-c {'Hall': ' -P 2b 2',
Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+2

-X,-y+1/2,+z

+X, =Y, ~Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+y,+2 |
| {2_00z|(0.0,0.5,0.0)} | -x,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |

"Pmmb'}



| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |

skokskokskokskokskkokkokkokkokkkkokk

space group: 51:cab {'Hall': ' -P 2 2b', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

—X,=Y,tz

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +Xx,+y,+z |
| {2_00z|(0.0,0.0,0.0 | -X,-Y,+Z |
| {2_x00|(0.0,0.5,0.0 | +x,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.0 | —x,+y+1/2,-z |
| {-1](0.0,0.0,0.0) | -x,-y,-z |
| {m_xy0|(0.0,0.0,0.0 | +x,+y,-2 |
| {m_0yz|(0.0,0.5,0.0 | —x,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0 | +x,-y+1/2,+z |
skokokokokskskokokokokokokskskskokokskokokok

space group: 51:-cba {'Hall': ' -P 2c 2c',
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+2

-X,-y,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {2_00z|(0.0,0.0,0.5 | -x,-y,+z+1/2 |
| {2_x00|(0.0,0.0,0.5 | +x,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0 | -X,+y,-Z |
| {-1/(0.0,0.0,0.0) | -X,-Y,-2Z |
| {m_xy0|(0.0,0.0,0.5 | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5 | =x,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0 | +X,-Y,+Z |
skokokokskokskokokokokokskskskskokkskokok ok

space group: 51:bca {'Hall': ' -P 2c 2', 'HM':

Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+Z
-X,-Yy,+z+1/2

"HM' :

'P bmm'}

"Pcmm'}

'"Pmcm'}



| Seitz Jones

| {1|(0.0,0.0,0.0)} | +Xx,+y,+2 |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {2.x00](0.0,0.0,0.0)} | +x,-y,-z |
| {2_0y0|(0.0,0.0,0.5)} | —x,+y,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | -x,-y,-z |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

skokskokskokskokskkokkokkokkokkkkokk

space group: 5l1:a-cb {'Hall': ' -P 2 2a', "Pmam'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+y,+2

—X,=Y,+Z

+X+1/2,-y,-2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +Xx,+y,+z |

| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |

| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |

| {-1|(0.90,0.0,0.0)} | -X,-y,-z |

| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |

| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |

| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |
skokokokokkokoksk kR okokKoR Rk kR oK

space group: 52 {'Hall': ' -P 2a 2bc', 'HM': 'P nn a'}
Crystal system: Orthorhombic

+X,+Y,+2

-X+1/2,-y,+z

+X,-y+1/2,-z2+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |
| {2_x00|(0.0,0.5,0.5)} | +X,-y+1/2,-2+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z |
| {m_xy@|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |



-X,+y+1/2,+z+1/2

| +x+1/2,-y+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 52:ba-c {'Hall': ' -P 2b 2n', 'HM':

Crystal system: Orthorhombic

Setting: ba-c

+X,+Yy,+Z

-X,-y+1/2,+z

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |

{1/(0.0,0.0,0.0) +X,+Y, +2

{2_00z|(0.0,0.5,0. -X,-y+1/2,+z
{2_x00|(0.5,0.5,0. +x+1/2,-y+1/2,-z+1/2
{2_oy0|(0.5,0.0,0. -X+1/2,+y,-z+1/2

+—_— ¢

=-X,-Y,~Z
+X,+y+1/2,-z
-x+1/2,+y+1/2,+z+1/2
+x+1/2,-y,+z+1/2

1
T
4
T

skokokskokokokskokokskkokskkokokkkokkk

space group: 52:cab {'Hall': ' -P 2n 2b', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+y,+2

-x+1/2,-y+1/2,+z+1/2

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.5)} | +X+1/2,-y,+z+1/2 |

skokokokkkokoksk kR kKK kR kok ok
space group: 52:-cba {'Hall':

' —P 2ab 2c',

Crystal system: Orthorhombic

Setting: -cba
+X,+Yy,+Z

"HM' :

"Pnnb'}

'P bnn'}

"Pcnn'}



-X+1/2,-y+1/2,+z
+X,-y,-z+1/2

| Jones

| Seitz

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002](0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,~2Z I
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokokskokskokskkokkokkokkokkkkokk

space group: 52:bca {'Hall':

‘" —P 2ab 2n‘',

Crystal system: Orthorhombic

Setting: bca
X, 1y, +2Z
-X+1/2,-y+1/2,+z

+x+1/2,-y+1/2,-z+1/2

"HM' :

| Seitz | Jones |
| {1](0.0,0.0,0.0 | +X,+y,+Z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy@|(0.5,0.5,0.0)} | +X+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |

skkokskokokokskokokskokokokkokokkkokkk

space group: 52:a-cb {'Hall': ' -P 2n 2bc', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

-x+1/2,-y+1/2,+z+1/2

+X,-y+1/2,-2+1/2

| Seitz | Jones |
| {1|(0.0,0.0, | +X,+Yy,+Z |
| {2_00z|(0.5,0.5, )} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5, )} +X,-y+1/2,-2+1/2 |
| {2_0y0|(0.5,0.0, )} | -X+1/2,+y,-2 |

'Pncn'}

"Pnan'}



| {-1](0.0,0.0,0.0)}
| {m_xy0|(0.5,0.5,0.5)
| {m_0yz|(0.0,0.5,0.5)
| {m_x0z|(0.5,0.0,0.0)

—X,~Y,Z

+x+1/2,+y+1/2,-z+1/2

-X,+y+1/2,+z+1/2
+X+1/2,-y,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 53 {'Hall': ' -P 2ac 2', 'HM':
Crystal system: Orthorhombic

+X,+Yy,+Z

-x+1/2,-y,+z+1/2

+X,-Y,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Yy,+2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokokokokskskokokokokokokskskskokkskokokok

space group: 53:ba-c {'Hall': ' -P 2bc 2bc',

Crystal system: Orthorhombic

Setting: ba-c
+X,+Y,+2Z
-X,=-y+1/2,+z+1/2
+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.5)} | —-x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +y,~Z |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —-x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |

skokokokokkoRksk kR kKK Rk ok kok ok
space group: 53:cab {'Hall':

' —=P 2ab 2ab',

Crystal system: Orthorhombic

Setting: cab

"HM' :

"HM' :

'Pmna'}

"Pnmb'}

'P bmn'}



+X,+y,+z
-X+1/2,-y+1/2,+z
+X+1/2,-y+1/2,-z

| Seitz | Jones
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.0,0.0,0.0)} | —X,ty,-2Z I
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
skekskokokokokokokokokokokokokokokokokokokok
space group: 53:-cba {'Hall': ' -P 2 2ac', 'HM':
Crystal system: Orthorhombic
Setting: -cba
+X,+Y,+2
—X,=Y,tz
+X+1/2,-y,-z+1/2
| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 53:bca {'Hall': ' -P 2 2bc', 'HM':
Crystal system: Orthorhombic
Setting: bca
+X,+y,+2
=X, 7Y,z
+X,-y+1/2,-z+1/2
| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

"Pcnm}

'"Pncm'}



| {2_0y0|(0.0,0.5,0.5)}
| {-1|(0.0,0.0,0.0)}

| {m_xy0|(0.0,0.0,0.0)}
| {m_0yz|(0.0,0.5,0.5)}
| {m_x0z|(0.0,0.5,0.5)}

| —x,+y+1/2,-z+1/2
| —X,=Y,~Z
| +X,+Y,-Z
| =x,+y+1/2,+z+1/2
| +x,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 53:a-cb {'Hall': ' -P 2ab 2', 'HM': ' Pman'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

-X+1/2,-y+1/2,+z

+X, =Y, =2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Yy,+2Z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
skokokokokokokokskkkokkokKokk sk kR ok

space group: 54 {'Hall': ' -P 2a 2ac', 'HM': 'P c c a'}
Crystal system: Orthorhombic

+X,+Yy,+2

-X+1/2,-y,+z

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1](0.0,0.0,0.0)} | -X,-Yy,-Z |
| {m_xy0|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
skokokokokkoRk Rk ok kKKK Rk ok kok ok

space group: 54:ba-c {'Hall': ' -P 2b 2c', 'HM': ' P c c b'}

Crystal system: Orthorhombic



Setting: ba-c
+X,+Yy,+Z

-X,-y+1/2,+z
+X,-y,-z+1/2

| Seitz Jones

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | -x,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.5)} | -Xx,+y,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

"HM' :

space group: 54:cab {'Hall': ' -P 2a 2b',
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

-X+1/2,-y,+z

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
|  {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {m_xy@|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokokskokokokskkokokokskkokokokskokokok
space group: 54:-cba {'Hall':

' —P 2ac 2c',

Crystal system: Orthorhombic

Setting: -cba
+X,+Yy,+2
-X+1/2,-y,+z+1/2
+X,-y,-z+1/2

Jones

+X,+Yy,+2
-X+1/2,-y,+z+1/2

4
T
4
T

"HM' :

'P baa'}

'"Pcaa'l



| +X,-y,-z+1/2
| -x+1/2,+y,-2z
| —X,=Y,~Z

| +x+1/2,+y,-z+1/2
| -X,+y,+z+1/2
| +X+1/2,-y,+z

sokskokskokskokskkokkokkokkokkokkokk

space group: 54:bca {'Hall': ' -P 2bc 2b', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+Yy,+Z

-X,=y+1/2,+z+1/2

+X,-y+1/2,-z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |

| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-z |

| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |

| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |

| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |

| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
skokokokokskskokokokokokokskskskokkskokokok

space group: 54:a-cb {'Hall': ' -P 2b 2ab', 'HM':

Crystal system: Orthorhombic

Setting: a-cb
+X,+Yy,+2
-X,-y+1/2,+z
+x+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.0,0.0)} | -X+1/2,+y,-2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |

skokokskokokokskokokskokokokkokokkkokkk

'P bcb'}

"Pbab'}



space group: 55 {'Hall':

' -P 2 2ab', 'HM':

Crystal system: Orthorhombic

+X,+y,+z
—-X,~Y,tz
+X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
|  {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokskokskokskokskkokkokkokskokkokkokk

'P bam'}

space group: 55:cab {'Hall': ' -P 2bc 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+y,+2

-X,-y+1/2,+z+1/2

+X,-Y,~Z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I

| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |

| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 55:bca {'Hall': ' -P 2ac 2ac', 'HM':

Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+2
-X+1/2,-y,+z+1/2
+X+1/2,-y,-z+1/2

Seitz

{11(0.0,0.0,0.0)}

—+— 4+

'Pmcb'}

'P cma'}



| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {-1](0.0,0.0,0.0)} | -X,-Yy,-Z |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y,+Z |
skokokskokKoKR KRk oK KKK oK

space group: 56 {'Hall': ' -P 2ab 2ac', 'HM':
Crystal system: Orthorhombic

+X,+Y, +2

-X+1/2,-y+1/2,+z

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskkokskokokokkokokkkokkk

space group: 56:cab {'Hall': ' -P 2ac 2bc',
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+Z

-x+1/2,-y,+z+1/2

+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskkokokkokokkkokkk

'P ccn'}

'P naa'}



space group: 56:bca {'Hall': ' -P 2bc 2ab',
Crystal system: Orthorhombic

Setting: bca

+X,+Y, +2Z

-X,=-y+1/2,+z+1/2

+X+1/2,-y+1/2,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokskokskokokokskskokokokskkokokokskokokok
space group: 57 {'Hall':

" -P 2c 2b', 'HM':

Crystal system: Orthorhombic

+X,+Yy,+Z
-X,-y,+z+1/2
+X,-y+1/2,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskokokkokokokkokokkkokkk

space group: 57:ba-c {'Hall':

' —P 2c 2ac',

Crystal system: Orthorhombic

Setting: ba-c
+X,+Yy,+2
-X,-Yy,+z+1/2
+X+1/2,-y,-z+1/2

Seitz

{11(0.0,0.0,0.0)}

41
41
T

'"HM':

"HM' :

'P bnb'}

'P bcm'}

"Pcam'}



| {2_00z|(0.0,0.0,0.5)} | -X,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.0)} | —x+1/2,+y,-z |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +Xx,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skkskskokokokskskokokskskokokokskk ok ok ok ok

space group: 57:cab {'Hall': ' -P 2ac 2a', 'HM': 'Pmc a'}

Crystal system: Orthorhombic

Setting: cab

+X,+y, +Z

-x+1/2,-y,+z+1/2

+X+1/2,-y,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_0y0|(0.0,0.0,0.5)} | -Xx,+y,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
skokokokokokokokskkkokokokkokk kR kok ok

space group: 57:-cba {'Hall': ' -P 2b 2a', 'HM': ' Pmab'}
Crystal system: Orthorhombic

Setting: -cba

+X,+y, +Z

-X,-y+1/2,+z

+X+1/2,-y,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X, Y, +2Z I
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {-1/(0.0,0.0,0.0)} | -X,-Y,~Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |



skokskokskokskokskkokkokkokkokkokkokk

space group: 57:bca {'Hall': ' -P 2a 2ab', 'HM': 'P bma'}
Crystal system: Orthorhombic

Setting: bca

+X,+Y,+2

-X+1/2,-y,+z

+X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.5,0.0,0.0)} | —-x+1/2,-y,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy0](0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 57:a-cb {'Hall': ' -P 2bc 2c', 'HM': ' P cmb'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+Yy,+2

-X,=y+1/2,+z+1/2

+X,-y,-2z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
|  {-11(0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | —X,+y,+z+1/2 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 58 {'Hall': ' -P 2 2n', 'HM': 'P nnm'}
Crystal system: Orthorhombic

+X,+y,+2

—X,"Y,*tZ

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones




| {1/(0.0,0.0,0.0)} | X, ty,+Z
| {2_002|(0.0,0.0,0.0)} | —X, =Y, +2
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2
| {-1/(0.0,0.0,0.0)} | —X,=Y,~Z
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y,—Z
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 58:cab {'Hall': ' -P 2n 2', 'HM': 'P mnn'}
Crystal system: Orthorhombic

Setting: cab

+X,+Y,+Z

-x+1/2,-y+1/2,+z+1/2

+X, =Y, ~Z

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |

| {2_x00](0.0,0.0,0.0)} | +X, =Y, —2 |

| {2_0y0|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,-z+1/2 |

| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |

| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |

| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokskokskokokokoskskokskokskkokokok sk okokok

space group: 58:bca {'Hall': ' =P 2n 2n', 'HM': 'P nmn'}

Crystal system: Orthorhombic
Setting: bca

+X,+Yy,+2
-x+1/2,-y+1/2,+z+1/2
+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +y, -2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,-2Z |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |




skokokokskskskskskkokskskskskokokkskokokok
space group: 59:1 {'Hall':
Crystal system: Orthorhombic
Setting: 1

+X,+Yy,+Z

—X,=Y,+z

+X+1/2,-y+1/2,-z
-X+1/2,-y+1/2,-z

'P 2 2ab -lab’,

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {-1|(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,-z |

skokskokskokskokskkokkokkokkokkkkokk

space group: 59:2 {'Hall': ' -P 2ab 2a', 'HM':
Crystal system: Orthorhombic

Setting: 2

+X,+y,+2

-X+1/2,-y+1/2,+z

+X+1/2,-y,-2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
|  {-11(0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.0,0.0)} | -X+1/2,+y,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |

skokokskokokokskokokskokokokkokokkkokkk

space group: 59:1cab {'Hall':

Crystal system: Orthorhombic
Setting: 1cab

+X,+Yy,+Z

-X,-y+1/2,+z+1/2

X, =Y, =2

-X,-y+1/2,-2+1/2

'P 2bc 2 -1bc’,

Jones

'"HM':

'"Pmmn:l'}

'Pmmn:2'}

"HM' :

"Pnmm:1'}



|  {1|(0.0,0.0,0.0)} |
| {2_002|(0.0,0.5,0.5)} |
| {2_x00](0.0,0.0,0.0)} |
|  {-1](0.0,0.5,0.5)} |

+X,+Yy,+Z

-X,=y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

I
I
+X,-Y, -2 I
I

-X,-y+1/2,-z+1/2

space group: 59:2cab {'Hall': ' -P 2c 2bc', 'HM':
Crystal system: Orthorhombic

Setting: 2cab

+X,+Yy,+Z

-X,=Yy,+z+1/2

+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+y, +Z |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
|  {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |

skokskokokokokokokokokokokokokokokokokokok ok
space group: 59:1bca {'Hall':
Crystal system: Orthorhombic
Setting: 1bca

+X,+Y,+2

-x+1/2,-y,+z+1/2
+X+1/2,-y,-z+1/2
-X+1/2,-y,-z+1/2

'"P 2ac 2ac -lac',

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
|  {-1/(0.5,0.0,0.5)} |

-x+1/2,-y,-z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 59:2bca {'Hall':

Crystal system: Orthorhombic
Setting: 2bca

+X,+Y,+2

-X,-Yy,+z+1/2

' =P 2c 2a', 'HM':

"Pnmm:2'}

'"HM': " P mnm:1'}

"Pmnm:2'}



+X+1/2,-y,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-y,+z+1/2 |
| {2_x00](0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, -2 I
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z|(0.5,0.0,0.5)} | |

+x+1/2,-y,+z+1/2

skokokokskokskokskkokkokkokkokkokkokk

space group: 60 {'Hall': ' -P 2n 2ab', 'HM':
Crystal system: Orthorhombic

+X,+Y, +2Z

-x+1/2,-y+1/2,+z+1/2

+X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 60:ba-c {'Hall': ' -P 2n 2c', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y,+2

-x+1/2,-y+1/2,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |

'P bcn'}

"Pcan'}



-X,+y,+z+1/2 |
+X+1/2,-y+1/2,+z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 60:cab {'Hall': ' -P 2a 2n', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+Z

-X+1/2,-y,+z

+x+1/2,-y+1/2,-z+1/2

| Seitz Jones |
|  {1](0.0,0.0,0.0)} +X,+Y,+2Z I
| {2_00z|(0.5,0.0,0.0)} -x+1/2,-y,+z |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} -X,+y+1/2,-2+1/2 |
| {-1|(0.0,0.0,0.0)} -X,-Y,-Z |
| {m_xy@|(0.5,0.0,0.0)} +X+1/2,+y,-2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} +X,-y+1/2,+z+1/2 |

skokskokskokokokskskokokokskokokokokskokokok
space group: 60:-cba {'Hall':

' =P 2bc 2n',

Crystal system: Orthorhombic

Setting: -cba
+X,+Yy,+Z
-X,=-y+1/2,+z+1/2
+x+1/2,-y+1/2,-2+1/2

| Seitz Jones |
| {1/(0.0,0.0,0.0)} +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.5)} -X,-y+1/2,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.0,0.0)} —x+1/2,+y, -7 |
| {-1/(0.0,0.0,0.0)} “X,-Y,~Z |
| {m_xy0|(0.0,0.5,0.5)} +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.0,0.0)} +X+1/2,-y,+2 |

skokokokkkokoksk kR kKK kR kok ok
space group: 60:bca {'Hall':

' =P 2ac 2b', 'HM':

Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+Z

"HM' :

'Pnca'}

"Pnab'}

'P bna'}



-x+1/2,-y,+z+1/2
+X,-y+1/2,-z

| Seitz | Jones

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {2_x00[(0.0,0.5,0.0)} | +X,-y+1/2, -7 |
| {2_0y0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 60:a-cb {'Hall': ' -P 2b 2ac', 'HM': ' P cnb'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+y,+2

-X,-y+1/2,+z

+X+1/2,-y,-z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2_x00|(0.5,0.0,0.5)} | +X+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.5,0.0,0.5)} | —X+1/2,+y,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokokokokkokokskkokokokokKokk kR kR oK

space group: 61 {'Hall': ' -P 2ac 2ab', 'HM': 'P b c a'}
Crystal system: Orthorhombic

+X,+y,+2

-X+1/2,-y,+z+1/2

+x+1/2,-y+1/2,-2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X, Y, +2Z I

| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {2_0y0|(0.0,0.5,0.5)} | —-x,+y+1/2,-z+1/2 |

| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |



| +x

| +x+1/2,+y,-z+1/2 |
| —x+1/2,+y+1/2,+z |

,—Yy+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 6l:ba-c {'Hall': ' -P 2bc 2ac', 'HM': ' P cab'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y, +Z

-X,=y+1/2,+z+1/2

+X+1/2,-y,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z2|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |

| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |

| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |

| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
skokokokokkokoksk kR koKKok sk sk kok ok

space group: 62 {'Hall': ' -P 2ac 2n', 'HM': 'P nma'}
Crystal system: Orthorhombic

+X,+y, +Z

-x+1/2,-y,+z+1/2

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
skokokokkkokoksk kR kKK kR kok ok

space group: 62:ba-c {'Hall': ' -P 2bc 2a', 'HM': ' Pmn b'}

Crystal system: Orthorhombic
Setting: ba-c
+X,+Yy,+Z



-X,=y+1/2,+z+1/2
+X+1/2,-y,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.5)} | —-X,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y, -2 |
| {2_0y0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 62:cab {'Hall':
Crystal system: Orthorhombic
Setting: cab

+X,+Yy,+2

-X,-y,+z+1/2
+X+1/2,-y+1/2,-z

' =P 2c 2ab', 'HM':

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | —-X,-Yy,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z]|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 62:-cba {'Hall': ' -P 2n 2ac', 'HM':
Crystal system: Orthorhombic

Setting: -cba

+X,+Yy,+2

-x+1/2,-y+1/2,+z+1/2

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +X+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |

'P bnm'}

"Pcmn'}



|  {-1](0.0,0.0,0.0)}

| {m_xy0|(0.5,0.5,0.5)}
| {m_0yz|(0.5,0.0,0.5)}
| {m_x0z|(0.0,0.5,0.0)}

+x+1/2,+y+1/2,-z+1/2

—-X,~Y,Z

-x+1/2,+y,+z+1/2
+X,-y+1/2,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 62:bca {'Hall': ' -P 2n 2a', 'HM': 'Pmc n'}

Crystal system: Orthorhombic

Setting: bca
+X,+Y,+Z
-x+1/2,-y+1/2,+z+1/2
+X+1/2,-y,-2

| Seitz Jones
{1/(0.0,0.0,0.0) +X,+Y, +2
{2_00z|(0.5,0.5,0. -x+1/2,-y+1/2,+z+1/2
{2_x00|(0.5,0.0,0. +x+1/2,-y,-z
{2_0oy0|(0.0,0.5,0. -X,+y+1/2,-z+1/2

+—_— ¢+

=-X,-Y,~Z
+x+1/2,+y+1/2,-z+1/2
-X+1/2,+y,+z
+X,-y+1/2,+z+1/2

+—_—

skokokskokokokskkokskkokokkokokkkokkk

space group: 62:a-cb {'Hall': ' -P 2c 2n', 'HM': ' Pnam'}

Crystal system: Orthorhombic

Setting: a-cb
+X,+Yy,+Z
-X,-y,+z+1/2
+Xx+1/2,-y+1/2,-2+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | -X+1/2,+y+1/2,-z |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-2+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+z |

skokokokokkokoksk kR okokKoRk kR kok ok
space group: 63 {'Hall':

' -C2c 2', 'HM': 'Cmcm'}

Crystal system: Orthorhombic



+X,+Yy,+Z
-X,-y,+z+1/2

+X, =Y, -2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —X,ty,+Z I
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,-z+1/2 |
| {-1|(e0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 63:ba-c {'Hall': ' -C 2c 2c', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y, +2Z

-X,-y,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | —-X,-Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~Z |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y,+Z |
| {1](0.5,0.5,0.0)} |  +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1|(e0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+2 |

"Ccmm'}



skokskokskokskokskkokkokkokkokkokkokk

space group: 63:cab {'Hall': ' -A 2a 2a', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2Z

-X+1/2,-y,+z

+X+1/2,-y,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-2Z I
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
| {m_0yz|(0.5,0.0,0.0)} | ~-x+1/2,+y,+z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {-1)(e.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 63:-cba {'Hall': ' -A 2 2a', 'HM':
Crystal system: Orthorhombic

Setting: -cba

+X,+y,+2

—X,=Y,t2Z

+X+1/2,-y,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2Z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.5,0.0,0.0)} | —-x+1/2,+y,-2 I
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+2z I
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+2+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -X,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |

'Amma'}

"Amanm'}



e e s

-x+1/2,+y+1/2,-z+1/2
-X,-y+1/2,-z+1/2
+X,+y+1/2,-z+1/2

-x+1/2,+y+1/2,+z+1/2

+X+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 63:bca {'Hall': ' -B 2 2b', 'HM': 'B b mm'}
Crystal system: Orthorhombic

Setting: bca

+X,+y, +Z

—X,=Y,tz

+X,-y+1/2,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2, -2 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {1/(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokokokkokokokskkkokkokkokk kR kokok

space group: 63:a-cb {'Hall': ' -B 2b 2', 'HM': ' Bmmb'}
Crystal system: Orthorhombic

Setting: a-cb

+X,+y,+Z

-X,-y+1/2,+z

+X, =Y, -2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 |
| {2_0y0|(0.0,0.5,0.0)} | —x,+y+1/2,-7 |
|  {-11(0.0,0.0,0.0)} | —X, =Y, ~Z |
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+X,+y+1/2,-z
=X, ty,+z
+X,-y+1/2,+z
+x+1/2,+y,+z+1/2
-x+1/2,-y+1/2,+z+1/2
+X+1/2,-y,-z+1/2
-x+1/2,+y+1/2,-z+1/2
-X+1/2,-y,-z+1/2
+x+1/2,+y+1/2,-z+1/2
-X+1/2,+y,+z+1/2
+X+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 64 {'Hall': ' -C 2bc 2', 'HM': 'Cmc a'}
Crystal system: Orthorhombic

+X,+Yy, +Z

-X,=y+1/2,+z+1/2

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,~2Z I
| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1)(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
skokokokokkokok Rk ok kokKoR sk sk kR oK

space group: 64:ba-c {'Hall': ' -C 2bc 2bc', 'HM': ' Ccmb'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+y, +Z

-X,-y+1/2,+z+1/2

+X,-y+1/2,-2+1/2

| Seitz Jones




|  {1/(0.0,0.0,0.0)}

| {2_002|(0.0,0.5,0.5)
| {2_x00|(0.0,0.5,0.5)
| {2_0y0|(0.0,0.0,0.0)
|  {-1](0.0,0.0,0.0)}
| {m_xy0|(0.0,0.5,0.5)
| {m_0yz|(0.0,0.5,0.5)
| {m_x0z|(0.0,0.0,0.0)
| {1](0.5,0.5,0.0)}

| {2_00z|(0.5,0.0,0.5)
| {2_x00|(0.5,0.0,0.5)
| {2_ey@|(0.5,0.5,0.0)
| {-1|(0.5,0.5,0.0)}
| {m_xy0|(0.5,0.0,0.5)
| {m_0yz|(0.5,0.0,0.5)
| {m_x0z]|(0.5,0.5,0.0)

B e e s e e el e e e

—_—

+X,+Yy,+Z
-X,-y+1/2,+z+1/2
+X,-y+1/2,-z+1/2
—X,ty,-Z
=-X,-Y,~Z
+X,+y+1/2,-z+1/2
-X,+y+1/2,+z+1/2
X, -y, +z
+X+1/2,+y+1/2,+2
-x+1/2,-y,+z+1/2
+X+1/2,-y,-z+1/2
-x+1/2,+y+1/2,-2z
-X+1/2,-y+1/2,-z
+x+1/2,+y,-z+1/2
-x+1/2,+y,+z+1/2
+X+1/2,-y+1/2,+z

4
T

skkokskokokokskkokskkokokkokokkkokkk

space group: 64:cab {'Hall': ' -A 2ac 2ac', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2

-x+1/2,-y,+z+1/2

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~Z |
|  {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {-1/(0.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
sokokokskokokokskkokokokskkokokok sk okokok

space group: 64:-cba {'Hall': ' -A 2 2ac', 'HM':

Crystal system: Orthorhombic

Setting: -cba
+X,+Yy,+Z

'Abma'}

'"Acam'}



—X,~Y,tz
+X+1/2,-y,-z+1/2

| Seitz Jones

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002((0.0,0.0,0.0)} | X, =Y, +2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, -2 I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0]|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskkokskkokokkokokkkokkk

"HM' :

space group: 64:bca {'Hall': ' -B 2 2bc',
Crystal system: Orthorhombic

Setting: bca

+X, 4y, +2Z

—X,-Yy,*z

+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | =X,=Y,~2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1/(0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

'Bbcm'}



skokokokskokskokskokokkokkokkokkkkokk

space group: 64:a-cb {'Hall': ' -B 2bc 2', 'HM': ' Bmab'}
Crystal system: Orthorhombic

Setting: a-cb

+X, 4y, +2Z

-X,-y+1/2,+z+1/2

+X, =Y, -2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00[(0.0,0.0,0.0)} | X, -y, -2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1)(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
sorokskoroksokokskokokskokokskokokskokokok

space group: 65 {'Hall': ' -C 2 2', 'HM': 'Cmmm'}
Crystal system: Orthorhombic

+X, 4y, +2Z

—X,=Y,t2Z

+X, =Y, -2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,~2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~Z |
|  {-1|(0.0,0.0,0.0)} | “X, =Y, -2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y,-Z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {-11(0.5,0.5,0.0)} | -x+1/2,-y+1/2,-Z |



| +x+1/2,+y+1/2,-z |
| —x+1/2,+y+1/2,+z |
| +x+1/2,-y+1/2,+z |

kokskokskokskokskkokkokkokkokkokkokk

space group: 65:cab {'Hall': ' -A 2 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X, 4y, +2Z

—X,=Y,tz

+X, =Y, -2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00](0.0,0.0,0.0)} | X, =Y, ~Z |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~Z |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y,-2Z I
| {m_0yz|(0.0,0.0,0.0)} | —X,+Yy,+2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 65:bca {'Hall': ' -B 2 2', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X,+y,+2

—X,=Y,t2Z

+X, =Y, ~Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+y,+Z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |

'"Ammm'}

'Bmmm'}



po,
N
111 11 |
S
<
S

+X, =Y, +2 |
+X+1/2,+y,+z+1/2 |
-x+1/2,-y,+z+1/2 |
+x+1/2,-y,-z+1/2 |
-x+1/2,+y,-z+1/2 |
-x+1/2,-y,-z+1/2 |
+X+1/2,+y,-z+1/2 |
-X+1/2,+y,+z+1/2 |
+x+1/2,-y,+z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

'Cccm'}

space group: 66 {'Hall': ' -C 2 2c', 'HM':
Crystal system: Orthorhombic

+X, 4y, +2Z

—X,=Y,tz

+X,-y,-2z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.5)} | —-X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1|(e0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |
| {m_xy@|(0.5,0.5,0.0)} | +X+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 66:cab {'Hall':

' -A 2a 2', 'HM':

Crystal system: Orthorhombic

Setting: cab
+X,+Y,+Z
-X+1/2,-y,+z
X, =y, 72

'Amaa'}

Jones

+X,+Yy,+2
-X+1/2,-y,+z



| {2_x00](0.0,0.0,0.0)} | +X,-Y,~Z |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 I
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Y, +2 |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+z |
| {1)(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {-1|(e.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 66:bca {'Hall': ' -B 2b 2b', 'HM': 'B b mb'}
Crystal system: Orthorhombic

Setting: bca

+X,+Y,+Z

-X,-y+1/2,+z

+X,-y+1/2,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-7 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-Z |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y, +2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0oy0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
sorokskoroksorokskokokskokokskokokkokokok

space group: 67 {'Hall': ' -C 2b 2', 'HM': 'Cmma'}

Crystal system: Orthorhombic

+X,+Yy,+2
-X,-y+1/2,+z
X, =Y, —2Z



| Seitz Jones

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002|(0.0,0.5,0.0)} | -x,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 |
| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
| {-1|(0.0,0.0,0.0)} | -X,-Yy,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +x,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |
| {m_x0z|(0.0,0.5,0.0)} | +x,-y+1/2,+z |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.0,0.0)} | —-x+1/2,-y,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_oy0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {-1|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

kokskokskokskokskkokkokkokkokkokkokk

space group: 67:ba-c {'Hall': ' -C 2b 2b', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y,+Z

-X,-y+1/2,+z

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-z |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-Z |
|  {-1](0.0,0.0,0.0)} | =X,=Y,-2Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |
| {m_xy0|(0.5,0.0,0.0)} | +x+1/2,+y,-z |
| {m_0yz|(0.5,0.0,0.0)} | -X+1/2,+y,+2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
sorokskoroksorokskokokskokokskokokskokokok

space group: 67:cab {'Hall': ' -A 2c 2c', 'HM':

"Cmmb'}

'Abmm'}



Crystal system: Orthorhombic
Setting: cab

+X,+Yy,+Z

-X,-y,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, -2 I
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -Xx,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.0)} | -x,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1|(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skokokskokokokskkokskokokokkokokkkokkk

"HM' :

space group: 67:-cba {'Hall': ' -A 2 2c',
Crystal system: Orthorhombic

Setting: -cba

+X,+Y, +2Z

—X,=Y,tz

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -x,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | +Xx,-y+1/2,-z |
| {2_0y0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
| {-1/(0.0,0.5,0.5)} | -x,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |

"Acmm'}



| {m_x0z|(0.0,0.5,0.0)} |

+X,-y+1/2,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 67:bca {'Hall': ' -B 2 2c', 'HM':
Crystal system: Orthorhombic

Setting: bca

+X, 4y, +2Z

—X,=Y,tz

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -x,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | =X, =Y, -2 I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.5)} | -Xx,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_oy0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {-1|(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |
| {m_xy0]|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 67:a-cb {'Hall': ' -B 2c 2', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X,+Y,+2

-X,-y,+z+1/2

+X,-Y,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {2_00z|(0.0,0.0,0.5)} | -X,=Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | -X,=Y,~Z I
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-2+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

'Bmcm'}

"Bmam'}
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0)} |

5)} |
)} |
5)} |
0)} |

-x+1/2,-y,+z |
+x+1/2,-y,-z+1/2 |
-x+1/2,+y,-2z |
-x+1/2,-y,-z+1/2 |
+x+1/2,+y,-2 |
-X+1/2,+y,+z+1/2 |
+x+1/2,-y,+z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 68:1 {'Hall': 'C 2 2 -1bc', 'HM': 'C c c a:1'}
Crystal system: Orthorhombic

Setting: 1

+X,+y, +Z

—X,=Y,tz

+X, =Y, -2

-X,=y+1/2,-z+1/2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 |

| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |

| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_00z|(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,+z |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {-1)(0.5,0.0,0.5)} | —x+1/2,-y,-z+1/2 |
skokokokokkokokskkokokkokKokk Rk kok ok

space group: 68:2 {'Hall': ' -C 2b 2bc', 'HM': 'C c c a:2'}
Crystal system: Orthorhombic

Setting: 2

+X,+y, +Z

-X,-y+1/2,+z

+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy, +Z |
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.5)} | +X,-y+1/2,-2+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1](0.0,0.0,0.0)} | -X,=Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.5)} | —Xx,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.5,0.0)} |  +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |



+X+1/2,-y,-z+1/2
-x+1/2,+y+1/2,-z+1/2
-X+1/2,-y+1/2,-z
+X+1/2,+y,-2
-x+1/2,+y,+z+1/2
+X+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 68:1ba-c {'Hall': 'C 2 2 -1bc', 'HM':
Crystal system: Orthorhombic

Setting: 1lba-c

+X,+Y, +2

—X,7Y,tZ

+X,-Y,-Z

-X,-y+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |

|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |

| {2_00z|(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,+z |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {-1)(0.5,0.0,0.5)} | —x+1/2,-y,-z+1/2 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 68:2ba-c {'Hall': ' -C 2b 2c', 'HM':
Crystal system: Orthorhombic

Setting: 2ba-c

+X,+Y, +2

-X,-y+1/2,+z

+X,-y,-z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —-Xx,+y+1/2,-z+1/2 |
| {-1](0.0,0.0,0.0)} | -X,-Y,-2Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
| {1](0.5,0.5,0.0)} |  +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |

'Cccb:1'}

'Ccc b:2'}



-x+1/2,+y,-z+1/2
-X+1/2,-y+1/2,-z
+X+1/2,+y,-2

-x+1/2,+y+1/2,+z+1/2

+x+1/2,-y,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 68:1cab {'Hall': 'A 2 2 -lac', 'HM':
Crystal system: Orthorhombic

Setting: 1lcab

+X,+Yy,+Z

—X,=Y,tz

+X,-Y,-Z

-X+1/2,-y,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {-1)(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |

| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

| {-1)(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,-z |
skokokokoskskskokokokokokokskskskokokskokokok

space group: 68:2cab {'Hall': ' -A 2a 2c', 'HM':
Crystal system: Orthorhombic

Setting: 2cab

+X,+Yy,+Z

-X+1/2,-y,+z

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0oy0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy@|(0.5,0.0,0.0)} | +X+1/2,+y,-2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+2+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | +Xx,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

'"Abaa:l'}

'"Abaa:2'}



-X,-y+1/2,-z+1/2
+x+1/2,+y+1/2,-z+1/2
-X,+y+1/2,+z
+X+1/2,-y+1/2,+z

|  {-1](0.0,0.5,0.5)}
| {m_xy0|(0.5,0.5,0.5)
| {m_0yz|(0.0,0.5,0.0)
| {m_x0z|(0.5,0.5,0.0)

skokskokskokskokskkokkokkokkokkokkokk

'"HM':

space group: 68:1-cba {'Hall': 'A 2 2 -lac',
Crystal system: Orthorhombic

Setting: 1-cba

+X,+Yy,+Z

—X,=Y,tz

+X,-Y,-Z

-X+1/2,-y,-z+1/2

| Seitz | Jones |

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-2Z |

| {-1)(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |

| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |

| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |

| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |

| {-1)(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
skokokokokskskokokkokokokokskskokokskokokok

space group: 68:2-cba {'Hall': ' -A 2ac 2c', 'HM':
Crystal system: Orthorhombic

Setting: 2-cba

+X,+Yy,+Z

-x+1/2,-y,+z+1/2

+X,-y,-2z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {-1](0.0,0.0,0.0)} | -X,-Y,-2Z |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+2+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.0)} | +Xx,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1](0.0,0.5,0.5)} | -X,-y+1/2,-z+1/2 |

'A caa:l'}

'A caa:2'}



+x+1/2,+y+1/2,-2
-X,+y+1/2,+z

| +x+1/2,-y+1/2,+z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 68:1bca {'Hall': 'B 2 2 -1lbc', 'HM':
Crystal system: Orthorhombic

Setting: 1lbca

+X,+Yy,+Z

—X,7Y,tZ

+X,-Y,-Z

-X,-y+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {-1|(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |

|  {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {-1)(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,-z |
skokokokokskskokokokokokokskskskokkskokokok

space group: 68:2bca {'Hall': ' -B 2bc 2b', 'HM':
Crystal system: Orthorhombic

Setting: 2bca

+X,+Yy,+Z

-X,-y+1/2,+z+1/2

+X,-y+1/2,-z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.5)} | -X,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | +X,-y+1/2,-z |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1](0.0,0.0,0.0)} | -X,-Y,-2Z |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} |  +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-2 |

'"Bbocb:1'}

"B b cb:2'}



| —x+1/2,+y+1/2,+z+1/2 |

+X+1/2,-y,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 68:1la-cb {'Hall': 'B 2 2 -1bc', 'HM':
Crystal system: Orthorhombic

Setting: la-cb

+X,+Y, +2

—X,=Y,tz

+X,-Y,-Z

-X,-y+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |

| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |

| {-1|(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |

| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |

| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |

| {-1)(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
skokskokokokokokokokokokokokokokokokokokokok

space group: 68:2a-cb {'Hall': ' -B 2b 2bc', 'HM':
Crystal system: Orthorhombic

Setting: 2a-cb

+X,+Y, +2

-X,-y+1/2,+z

+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.5)} | +X,-y+1/2,-2+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | —X,=Y,~Z I
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.5)} | —-Xx,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-2 |
| {2_0y0|(0.5,0.0,0.0)} | -X+1/2,+y,-2 |
| {-1|(e0.5,0.0,0.5)} | -x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |

'Bbab:l1'}

'Bba b:2'}



| {m_x0z|(0.5,0.0,0.0)} |

+X+1/2,-y,+z

skokskokskokskokskkokkokkokkokkokkokk

space group: 69 {'Hall': ' -F 2 2', 'HM': 'Fmmm'}
Crystal system: Orthorhombic

+X, 4y, +2Z

—X,=Y,+z

+X,=Y,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2-x00|(0.0,0.0,0.0)} | X, -y, -2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.0,0.0,0.0)} | +X,+y, -2 I
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z |
| {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | —x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {-1)(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy@|(0.0,0.5,0.5)} | +x,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
|  {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1)(0.5,0.0,0.5)} | —-x+1/2,-y,-z+1/2 |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | -x+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
|  {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1)(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
sorokskoroksorokskokokskokokskokokskokokok

space group: 70:1 {'Hall': 'F 2 2 -1d', 'HM': 'F d d d:1'}

Crystal system: Orthorhombic

Setting: 1
+X,+Y,+Z



—X,Y,*tZ
X, -Yy,—Z
-x+1/4,-y+1/4,-z+1/4

Jones |

| Seitz

|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {-1|(0.25,0.25,0.25)} | -x+1/4,-y+1/4,-z+1/4 |
|  {1](0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {-1|(0.25,0.75,0.75)} | -x+1/4,-y+3/4,-z+3/4 |
|  {1](0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {-1|(0.75,0.25,0.75)} | -x+3/4,-y+1/4,-z+3/4 |
|  {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | —-x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {-11(0.75,0.75,0.25)} | -x+3/4,-y+3/4,-z+1/4 |

skokokskokokokskokokskkokokkokokkkokkk

space group:

70:2 {'Hall':

" —F 2uv 2vw', 'HM':

Crystal system: Orthorhombic

Setting: 2
+X,+y,+Z

-x+1/4,-y+1/4,+z
+X,-y+1/4,-z+1/4

'Fddd:2'}

Seitz

Jones

{1](0.0,0.0,0.0)}

{2_00z| (0.
{2_x00] (0.
{2_oyo| (0.

{-1]|(@.
{m_xy0| (0.
{m_oyz| (0.
{m_xoz] (0.

{2_00z| (0.
{2_x00]| (0.
{2_oyo| (0.

{=1| (0.
{m_xyo| (0.
{m_oyz| (0.
{m_xoz| (0.

{1](0.9,0.5,0.5)}

25,0.25,0.0)
0,0.25,0.25)
25,0.0,0.25)
0,0.0,0.0)}

25,0.25,0.0)
0,0.25,0.25)
25,0.0,0.25)

25,0.75,0.5)
0,0.75,0.75)
25,0.5,0.75)}
0,0.5,0.5)}

25,0.75,0.5)}
0,0.75,0.75)}
25,0.5,0.75)}

}
}
by
Iy
}
}
}
}

{1](0.5,0.0,0.5)}

4
T
41
T

+X,+Y,+Z
-x+1/4,-y+1/4,+z
+X,-y+1/4,-z+1/4
-X+1/4,+y,-z+1/4
—X,~Y,~Z
+x+1/4,+y+1/4,-z
-X,+y+1/4,+z+1/4
+x+1/4,-y,+z+1/4
+X,+y+1/2,+z+1/2
-x+1/4,-y+3/4,+z+1/2
+X,-y+3/4,-z+3/4
-x+1/4,+y+1/2,-z+3/4
-X,-y+1/2,-2+1/2
+x+1/4,+y+3/4,-z+1/2
-X,+y+3/4,+z+3/4
+x+1/4,-y+1/2,+z+3/4
+x+1/2,+y,+z+1/2



{2_00z| (0.
{2_x00] (0.
{2_oyo| (0.
{-1| (0.
{m_xy@| (0.
{m_0oyz| (0.
{m_x@z|( .7
{1](0.5
{2_00z| (0.
{2_x00| (0.
{2_oyo| (0.
{=1|(o.
{m_xy0| (0.
{m_0oyz| (0.
{m_x0z| (0.

75,0.25,0.5
5,0.25,0.75
75,0.0,0.75
5,0.0,0.5)}
75,0 25,0 5)

}
}
}
}
}
}
}
}
by
}
Iy
}

-X+3/4,-y+1/4,+z+1/2
+x+1/2,-y+1/4,-z+3/4
-X+3/4,+y,-z+3/4
-X+1/2,-y,-z+1/2
+x+3/4,+y+1/4,-z+1/2
-x+1/2,+y+1/4,+z+3/4
+x+3/4,-y,+z+3/4
+X+1/2,+y+1/2,+2
-X+3/4,-y+3/4,+z
+X+1/2,-y+3/4,-z+1/4
-x+3/4,+y+1/2,-z+1/4
-X+1/2,-y+1/2,-z
+x+3/4,+y+3/4,-2
-x+1/2,+y+3/4,+z+1/4
+X+3/4,-y+1/2,+z+1/4

skokskokskokskokskkokkokkokkokkokkokk

space group: 71 {'Hall': -I 22', 'HM':
Crystal system: Orthorhombic

+X, 4y, +2Z

—X,=Y,+z

+X, =Y, -2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2-x00|(0.0,0.0,0.0)} | +X, -y, -2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.0)} | —X,+Y,+2 |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y, +2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {2_x00](0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 72 {'Hall':
Orthorhombic

Crystal system:
+X,+Yy,+2

=X, 7Y, tZ
+X,-y,-z+1/2

' -1 2 2c',

"HM' :

'Tmmm'}

'Tbam'}



| Seitz Jones

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_002|(0.0,0.0,0.0)} | X, =Y, +2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
|  {-1](0.0,0.0,0.0)} | —X,=Y,~2Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.5)} | —-X,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_oy0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

skokokskokokokskokokskokokokkokokkkokkk

'ITmcb'}

space group: 72:cab {'Hall': ' -I 2a 2', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Y, +2Z

-X+1/2,-y,+z

+X, =Y, —Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_002|(0.5,0.0,0.0)} | -x+1/2,-y,+2 I
| {2_x00](0.0,0.0,0.0)} | X, =Y, -2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 |
|  {-11(0.0,0.0,0.0)} | =X, =Y,~2Z I
| {m_xy@|(0.5,0.0,0.0)} | +Xx+1/2,+y,-2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -X,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | —-Xx,+y+1/2,-z+1/2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 72:bca {'Hall':

" -I 2b 2b',

"HM' :

'Tcma'}



Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+Z

-X,-y+1/2,+z
+X,-y+1/2,-z

| Seitz Jones

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2°x00]|(0.0,0.5,0.0)} | X, —y+1/2,-2 |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
|  {-1](0.0,0.0,0.0)} | =X, =Y,-2Z I
| {m_xy0]|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 I
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —-x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —-x+1/2,+y,+z+1/2 |
| {m_x0z](0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskkokskokokokkokokkkokkk

space group: 73 {'Hall': ' -I 2b 2c', 'HM': 'I b
Crystal system: Orthorhombic

+X,+Y, +2Z

-X,-y+1/2,+z

+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.5,0.0)} | —-X,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -X,+y+1/2,-2+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 I
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy@|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+2 |

ca'l}



skokskokskokskokskkokkokkokkkkokkokk

space group: 73:ba-c {'Hall': ' -I 2a 2b', 'HM': ' I cab'}
Crystal system: Orthorhombic

Setting: ba-c

+X,+Y, +2Z

-X+1/2,-y,+z

+X,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {2_x00|(0.0,0.5,0.0)} | +x,-y+1/2,-7 |
| {2_oy0|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,-z |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 I
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -x,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy@|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —X+1/2,+y,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
skokskokskokokokskkokokokskkokokokskokokok

space group: 74 {'Hall': -I 2b 2', 'HM': 'Imma'}
Crystal system: Orthorhombic

+X,+Y, +2Z

-X,-y+1/2,+z

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {2_0y0|(0.0,0.5,0.0)} | —x,+y+1/2,-7 |
|  {-1/(0.0,0.0,0.0)} | “X,=Y,~Z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+Z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |



-x+1/2,+y,-z+1/2
-x+1/2,-y+1/2,-z+1/2
+x+1/2,+y,-z+1/2
-x+1/2,+y+1/2,+z+1/2
+x+1/2,-y,+z+1/2

skokskokskokskokskkokkokkokkokkokkokk

space group: 74:ba-c {'Hall': ' -I 2a 2a', 'HM':
Crystal system: Orthorhombic

Setting: ba-c

+X, 4y, +2

-X+1/2,-y,+z

+X+1/2,-y,-z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.0,0.0)} | -x+1/2,-y,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y, -2 I
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0]|(0.5,0.0,0.0)} | +x+1/2,+y,-2 |
| {m_0yz|(0.5,0.0,0.0)} | —-x+1/2,+y,+z I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | -X,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +X,-y+1/2,-2+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0|(0.0,0.5,0.5)} | +X,+y+1/2,-2+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -X,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 74:cab {'Hall': ' -I 2c 2c', 'HM':
Crystal system: Orthorhombic

Setting: cab

+X,+Yy,+2

-X,-Yy,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,=Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Y, -2 |
| {-1](0.0,0.0,0.0)} | -X,-Y,-Z |

"Immb'}

'Tbmm'}
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+X,+y,-z+1/2
-X,+y,+z+1/2
X, -y, +z
+x+1/2,+y+1/2,+z+1/2
-X+1/2,-y+1/2,+z
+X+1/2,-y+1/2,-z
-x+1/2,+y+1/2,-z+1/2
-x+1/2,-y+1/2,-z+1/2
+x+1/2,+y+1/2,-2
-X+1/2,+y+1/2,+z
+X+1/2,-y+1/2,+z+1/2

skokskokskokskokskkokkokkokkokkkkokk

space group: 74:-cba {'Hall': ' -I 2 2b', 'HM':
Crystal system: Orthorhombic

Setting: -cba

+X, 4y, +2Z

—X,=Y,tz

+X,-y+1/2,-z

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z2|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_x00](0.0,0.5,0.0)} | +X,-y+1/2, -7 |
| {2_0y0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {-1|(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +X+1/2,-y,-z+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {-1|(e0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —X+1/2,+y,+z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 74:bca {'Hall':

' I 2 2a', 'HM':

Crystal system: Orthorhombic

Setting: bca
+X,+Yy,+2
—X,"Y,*tZ
+X+1/2,-y,-z2

"I cmm'}

'"Tmcm'}

Jones



|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_002|(0.0,0.0,0.0)} | X, =Y, +2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y, -2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 I
| {-1/(0.0,0.0,0.0)} | -X,-Y,~Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.5,0.0,0.0)} | ~-x+1/2,+y,+2z I
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+2 |
|  {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | -x,+y+1/2,+z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |

skkokskokokokskokokskokokkkokokkkokkk

space group: 74:a-cb {'Hall': ' -I 2c 2', 'HM':
Crystal system: Orthorhombic

Setting: a-cb

+X, 4y, +2Z

-X,-y,+z+1/2

+X, =Y, ~Z

| Seitz | Jones |
|  {1](0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.0,0.0,0.5)} | -X,-Yy,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | X, -y, ~Z |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {-1)(0.90,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.0,0.0,0.5)} | +X,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {m_xy@|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 75 {'Hall':

'P 4', 'HM': 'P 4'}

Crystal system: Tetragonal

+X,+Y, +2

"Imam'}



| Seitz | Jones |

| {11(0.0,0.0,0.0)} | +x,+y,+z
| {4~+_002|(0.0,0.0,0.0)} | -y,+X,+z
| {2_002](0.0,0.0,0.0)} | -x,-y,+z
| {4~-_002|(0.0,0.0,0.0)} | +y,-X,+z

skokskokskokskokskkokkokkokkokkkkokk

space group: 76 {'Hall': ' P 4w', 'HM': 'P 41'}
Crystal system: Tetragonal
tX,ty,+z

-y, +X,+z+1/4

Seitz Jones |

+X,+Yy,+2 |

{4~+_00z|(0.0,0.0,0.25)} | -y,+x,+z+1/4 |
I

{2_00z|(0.0,0.0,0.5)}
{4~~_002|(0.0,0.0,0.75)}

-X,-y,+z+1/2

I
| {1(0.0,0.0,0.0)}
I
I
| +y,—X,+z+3/4 |

—+— +

skokokskokokokskkokskokokokkokokkkokkk

space group: 77 {'Hall': ' P 4c', 'HM': 'P 42'}
Crystal system: Tetragonal

+X,+Y,+2

-y, +X,+z+1/2

Seitz Jones

4~+_00z|(0.0,0.0,0.5)} | -y,+x,+z+1/2
{2_00z|(0.0,0.0,0.0)} -X,-Y,+Z
4~-_00z](0.0,0.0,0.5)} | +y,-x,+z+1/2

P
+————+—+

| |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z
| |
| |
| |

skokokskokokokskkokskokokokkokokkkokkk

space group: 78 {'Hall': ' P 4cw', 'HM': 'P 43'}
Crystal system: Tetragonal
+X,+Y,+2
-y, +X,+z+3/4
Seitz Jones

—+— 4+

{1](0.0,0.0,0.0)} X, +Y, +2



| {4°+_002|(0.0,0.0,0.75)} | -y,+Xx,+z+3/4 |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {4"-_002|(0.0,0.0,0.25)} | +y,-x,+z+1/4 |

skekskokokokokokokokokokokokokokokok ok ok ok ok
space group: 79 {'Hall': 'I 4', 'HM': 'I 4'}
Crystal system: Tetragonal

+X,+Y, +2

-y, tX,+2z

4~+_00z](0.5,0.5,0.5)}
{2_00z|(0.5,0.5,0.5)}
4~~_00z|(0.5,0.5,0.5)}

-y+1/2,+x+1/2,+z+1/2
-x+1/2,-y+1/2,+z+1/2
+y+1/2,-x+1/2,+z+1/2

P S s U Wy

| Seitz Jones

{1/(0.0,0.0,0.0)} +X,+Y, +2Z |
4~+_00z|(0.0,0.0,0.0)} -y, +X,+2 |
{2_00z|(0.0,0.0,0.0)} -X,-Y,+z |
4~-_00z|(0.0,0.0,0.0)} +y, =X, +Z |
{1](0.5,0.5,0.5)} +Xx+1/2,+y+1/2,+z+1/2 |

|

|

|

4+ 4
+—_— ¢

skokskokskokokokokokokokokskokokokokokokokok
space group: 80 {'Hall': ' I 4bw', 'HM': 'I 41'}
Crystal system: Tetragonal

+X,+Yy,+2

-y, +x+1/2,+z+1/4

Seitz Jones

{1/(0.0,0.0,0.0)}
4~+_00z|(0.0,0.5,0.25)}
{2_002|(0.5,0.5,0.5)}
4~~_00z|(0.5,0.0,0.75)}

{1|(0.5,0.5,0.5)}
4~+_00z|(0.5,0.0,0.75)}
{2_002|(0.0,0.0,0.0)}
4~~_00z|(0.0,0.5,0.25)}

I
+X,+Yy,+2 |
-y, +x+1/2,+z+1/4 |
-x+1/2,-y+1/2,+z+1/2 |
+y+1/2,-Xx,+z+3/4 |
+X+1/2,+y+1/2,+z+1/2 |
-y+1/2,+X,+z+3/4 |
X, =Y, +2Z I
+y,-x+1/2,+z+1/4 |

P e U
-+ — +

skokskokokokokokokokokokokokokokokokokokok ok
space group: 81 {'Hall': ' P -4', 'HM': 'P -4'}
Crystal system: Tetragonal

+X,+y,+2

+y,-X,-2Z

| Seitz | Jones |



| {1|(0.0,0.0,0.0)} | +X,+y,+Z |

| {-47+_002](0.0,0.0,0.0)} | +y,-x,-z |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {-4~-_002](0.0,0.0,0.0)} | -y,+x,-z |
skkokskokokskskkokskokokokkokokkkokkk

space group: 82 {'Hall': ' I -4', 'HM': 'I -4'}
Crystal system: Tetragonal

+X,+y,+2

+y,—X,-2Z

| Seitz | Jones I
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4"+_002|(0.0,0.0,0.0)} | +y,—X,-2Z I
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I
| {-4~-_002|(0.0,0.0,0.0)} | -y, X, -2 I
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4~+_002|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {-47-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |

skokokskokokokskkokskokokokkokokkkokkk

space group: 83 {'Hall': ' -P 4', 'HM':
Crystal system: Tetragonal

+X,+Y, +2

-y, X, +2Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+y,+Z |
| {47+_002|(0.0,0.0,0.0)} | -y,+x,+z |
| {2_00z|(0.0,0.0,0.0)} | —x,-y,+z |
| {4~-_00z|(0.0,0.0,0.0)} | +y,—Xx,+z |
| {-1/(0.0,0.0,0.0)} | =X,-y,-z |
| {-4"+_002|(0.0,0.0,0.0)} | +y,—Xx,-z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {-4~-_002|(0.0,0.0,0.0)} | -y,+x,-z |
skokokokokokokoksk kR kokKoRk kR kR ok

space group: 84 {'Hall': '-P 4c', 'HM':

Crystal system: Tetragonal
+X,+Yy,+Z
-y, +X,+z+1/2

'P 4/m'}

'P 42/m'}



| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +Xx,+y,+z |
| {4°+_002|(0.0,0.0,0.5)} | -y,+x,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {4"-_00z|(0.0,0.0,0.5)} | +y,-x,+z+1/2 |
| {-1/(0.0,0.0,0.0)} | —x,-y,-z |
| {-4~+_002|(0.0,0.0,0.5)} | +y,—-Xx,-z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {-4~-_002|(0.0,0.0,0.5)} | -y,+x,-z+1/2 |

skkskskokokokskskokskskskokokokskskkok ok ok
space group: 85:1 {'Hall': 'P 4ab -lab', 'HM': 'P 4/n:1'}
Crystal system: Tetragonal

Setting: 1
X, ty,+Z
-y+1/2,+x+1/2,+z
-X+1/2,-y+1/2,-z
| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {4~+_00z|(0.5,0.5,0.0)} | -y+1/2,+x+1/2,+z |
| {-1|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
skokskokskokokokokokokokokokokokokokokokok ok
space group: 85:2 {'Hall': ' -P 4a', 'HM': 'P 4/n:2'}
Crystal system: Tetragonal
Setting: 2
X, ty,+Z
-y+1/2,+X,+z
Seitz Jones
{1/(0.0,0.0,0.0)} +X,+Y, +2

{4~+_00z|(0.5,0.0,0.0)} -y+1/2,+X,+2
{2_00z| (0. 5,0 5 0. 0)} -x+1/2,-y+1/2,+z
{4~-_00z|(0.0,0 , .0)} +y,-x+1/2,+z
£-11(0.0,0.0,0.0)} -X,-Y,-Z
{-4~+_00z|(0.5,0. 0,0 0)} +y+1/2,-X,-2
{m_xy0]|(0.5,0.5,0.0)} +X+1/2,+y+1/2,-z
{-4~-_00z|(0.0,0.5,0.0) } —y,+x+1/2,-z

—r — +
—t — +

skokokskokokokskokokskokokokkokokkkokkk



space group: 86:1 {'Hall': ' P 4n -1n', 'HM': 'P 42/n:1'}
Crystal system: Tetragonal

Setting: 1

+X,+Y, +2Z

-y+1/2,+x+1/2,+z+1/2

-x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_002|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {-1|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I

skokokokskokskokskkokkokkokkokkokkokk

space group: 86:2 {'Hall': '-P 4bc', 'HM': 'P 42/n:2'}
Crystal system: Tetragonal
Setting: 2
+X,+y,+2
-y, +X+1/2,+z+1/2
Seitz Jones
{1/(0.0,0.0,0.0)} +X,+Y, +2Z
4~+_00z|(0.0,0.5,0.5)} -y, +x+1/2,+z+1/2

{2_00z|(0.5,0.5,0.0)}
4~-_00z|(0.5,0.0,0.5)}

-X+1/2,-y+1/2,+z
+y+1/2,-X,+z+1/2

P U U

{-1|(0.0,0.0,0.0)} —X,=Y,~Z
-4"+_00z|(0.0,0.5,0.5)} | +y,—x+1/2,-z+1/2
{m_xy0](0.5,0.5,0.0)} +X+1/2,+y+1/2,-z
-4~-_00z|(0.5,0.0,0.5)} | -y+1/2,+x,-z+1/2

- —
- —

skokokskokokokskokokskokokokkokokkkokkk

space group: 87 {'Hall': ' -I 4', 'HM': 'I 4/m'}
Crystal system: Tetragonal

+X,+y,+Z

-y, tX,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_002|(0.0,0.0,0.0)} | =YX, +2Z I
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +Z I
| {4~-_002|(0.0,0.0,0.0)} | +Y =X, +2Z I
| {-1/(0.0,0.0,0.0)} | —X, =Y, =2 |
| {-4~+_002|(0.0,0.0,0.0)} | +Y, =X, -2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |



| {-4~-_002|(0.0,0.0,0.0)} | ~y,+X, -2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4"+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | =x+1/2,-y+1/2,+z+1/2 |
| {4~~_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {-1|(0.5,0.5,0.5)} | =x+1/2,-y+1/2,-z+1/2 |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_xy0|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
skokskokskokokokkkokskokskkokokokkokokok

space group: 88:1 {'Hall': ' I 4bw -1lbw', 'HM': 'I 41/a:1'}
Crystal system: Tetragonal

Setting: 1

+X,+Yy, +Z

-y, +x+1/2,+z+1/4

-X,-y+1/2,-z+1/4

Seitz Jones

{1(0.0,0.0,0.0)}
{4~+_00z|(0.0,0.5,0.25)}
{-1/(0.0,0.5,0.25)}

I

| +X,+Yy,+2
| ,

| 0.5,0

| {2_00z|(0.5,0.5,0.5)}

| 0.5,0

|

|

I

I

I
-y, +x+1/2,+z+1/4 |
-X,-y+1/2,-z+1/4 |
-x+1/2,-y+1/2,+z+1/2 |
+X+1/2,+y+1/2,+z+1/2 |
-y+1/2,+Xx,+z+3/4 |
-x+1/2,-y,-z+3/4 |
=X, =Y, +2Z |

{1/(0.5,0.5,0.5)}
{4~+_00z|(0.5,0.0,0.75)}
{-1/(0.5,0.0,0.75)}
{2_00z|(0.0,0.0,0.0)}

- — +

skokskokokokokokokokokokokokokokokokokokokok
space group: 88:2 {'Hall': '-I 4ad', 'HM': 'I 41/a:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Yy,+2

-y+3/4,+x+1/4,+z+1/4

Seitz Jones

| |

| {1/(0.90,0.0,0.0)} | +X,+Y, +2

| {47+_00z|(0.75,0.25,0.25)} | -y+3/4,+x+1/4,+z+1/4
| {2_00z|(0.5,0.0,0.5)} |  —x+1/2,-y,+z+1/2

| {4~-_00z|(0.75,0.75,0.75)} | +y+3/4,-x+3/4,+z+3/4
| {-1/(0.0,0.0,0.0)} | —X,=Y, -2

| {-4~+_00z|(0.75,0.25,0.25)} | +y+3/4,-x+1/4,-z+1/4
| {m_xy0|(0.5,0.0,0.5)} | +X+1/2,+y,-2z+1/2

| {-4"-_00z|(0.75,0.75,0.75)} | -y+3/4,+x+3/4,-z+3/4
| {1/(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2
| {47+_00z|(0.25,0.75,0.75)} | —-y+1/4,+x+3/4,+z+3/4

—_——— e — + — 4



{2_00z|(0.0,0.5,0.0) } -X,-y+1/2,+z

I I I
| {47-_00z|(0.25,0.25,0.25)} | +y+1/4,-x+1/4,+z+1/4 |
| {-1|(0.5,0 ,0 5)} | =x+1/2,-y+1/2,-z+1/2 |
| {-4"+_00z|(0.25,0.75,0.75)} | +y+1/4,-x+3/4,-z+3/4 |
| {m_xy0|(0.0,0 5,0 0)} | +X,+y+1/2,-2 |
| {-4~-_00z|(0.25,0.25,0.25)} | -y+1/4,+x+1/4,-z+1/4 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 89 {'Hall': 'P 4 2', 'HM': 'P 4 2 2'}
Crystal system: Tetragonal

+X,+Y, +2

-y, X, +z

+X,-Y,-Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+y,+z |

| {47+_002|(0.0,0.0,0.0)} | -y,+x,+z |

| {2_x00|(0.0,0.0,0.0)} | +x,-y,-z |

| {2_00z|(0.0,0.0,0.0)} | -X,-y,+z |

| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-z |

| {4*-_002|(0.0,0.0,0.0)} | +y,-Xx,+z |

| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-z |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-Xx,-z |
skkokokskokKoKk kKRR KKKk KoK

space group: 90 {'Hall': ' P 4ab 2ab', 'HM': 'P 42 1 2'}
Crystal system: Tetragonal

+X,+Yy,+2

-y+1/2,+x+1/2,+z

+x+1/2,-y+1/2,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_00z|(0.5,0.5,0.0)} | -y+1/2,+x+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {4~-_00z|(0.5,0.5,0.0)} | +y+1/2,-x+1/2,+z |
| {2_oy0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {2_x-x0|(0.0,0.0,0.0)} | -y, =X,~Z |

skokskokokokokokokokokokokokokokokokokok ok ok
space group: 91 {'Hall': ' P 4w 2c', 'HM': 'P 41 2 2'}
Crystal system: Tetragonal



+X,+Y, +2Z
-y, +X,+z+1/4
+X,-y,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {4~+ 002|(0 0,0.0,0.25)} | -y,+x,+z+1/4 |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_00z|(0.0,0.0,0.5)} | —x,-y,+z+1/2 |
| {2_xx0|(0.0,0.0,0.75)} | +y,+x,-z+3/4 |
| {4~ 002|(0 0,0.0,0.75)} | +y,—-x,+z+3/4 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y,-z |
| {2_x-x0](0.0,0.0,0.25)} | |

-y,—X,-z+1/4

skkskskokokokskskokskskskokokokskkkok ok ok
space group: 92 {'Hall': 'P 4abw 2nw', 'HM': 'P 41 21 2'}
Crystal system: Tetragonal

+X,+y,+2

-y+1/2,+x+1/2,+z+1/4

+x+1/2,-y+1/2,-z+3/4

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.5,0.25)} | -y+1/2,+x+1/2,+z+1/4 |
| {2_x00|(0.5,0. 5,0 75)} | +x+1/2,-y+1/2,-z+3/4 |
| {2_00z|(0.0,0.0,0.5)} | -X,-y,+z+1/2 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~-_002|(0.5,0.5,0.75)} | +y+1/2,-x+1/2,+z+3/4 |
| {2_oyo|(0.5,0.5,0.25)} | -x+1/2,+y+1/2,-z+1/4 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,-X,-2+1/2 |
skorokskorokskokokskokokskokokskokokskokokok

space group: 93 {'Hall': ' P 4c 2', 'HM': 'P 42 2 2'}
Crystal system: Tetragonal

+X, 4y, +2Z

-y, +X,+z+1/2

+X, =Y, -2

| Seitz | Jones |

| {1](0.0,0.0,0.0)} | +x,+y,+z |

| {4~+_002|(0.0,0.0,0.5)} | -y,+x,+z+1/2 |

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,~-Z |

| {2_002|(0.0,0.0,0.0)} | -x,-y,+z |

| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |



| {4"- 002|(0 0,0.0,0.5)} | +y,-x,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |
| {2_x-x0|(0.0,0.0,0.5)} | -y,-x,-z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok

space group: 94 {'Hall': 'P 4n 2n', 'HM': 'P 42 21 2'}
Crystal system: Tetragonal

+X,+Y, +2

-y+1/2,+x+1/2,+z+1/2

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | —X,=Y,+zZ I
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,—-x+1/2,+z+1/2 |
| {2_oyo|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.0)} | -Y,—X,-Z |
skkokokskskokokk kKRR KoKk kKoK

space group: 95 {'Hall': ' P 4cw 2c', 'HM': 'P 43 2 2'}
Crystal system: Tetragonal

+X,+Yy,+2

-y, +X,+z+3/4

+X,-y,-z+1/2

Seitz Jones

{1|(0 0,0.0,0.0)} +X,+y, +Z
-y, +X,+z+3/4

I
I
I
+X,-y,-z+1/2 |
I
I
I
I
I

0,0 0,0 5)}
{2_002|(0.0,0.0,0.5)} X, -y, +2+1/2
{2_xx0|(0.0,0.0,0.25) } +y,+Xx,-z+1/4

{4~-_00z|(0.0,0.0,0.25)} | +y,—x,+z+1/4
{2_0y0|(0.0,0.0,0.0)} X, +Y, -2
{2_x-x0|(0.0,0.0,0.75)} -y,-X,-z+3/4

—r — +

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 96 {'Hall': 'P 4nw 2abw', 'HM': 'P 43 21 2'}
Crystal system: Tetragonal

+X,+Y, +2

-y+1/2,+x+1/2,+z+3/4

+x+1/2,-y+1/2,-z+1/4



| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4™+ 002|(0 5,0.5,0.75)} | -y+1/2,+x+1/2,+z+3/4 |
| {2_x00|(0.5,0. 5,0 25)} | +x+1/2,-y+1/2,-z+1/4 |
| {2_00z|(0.0,0.0,0.5)} | -X,-y,+z+1/2 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~-_002|(0.5,0.5,0.25)} | +y+1/2,-x+1/2,+z+1/4 |
| {2_oyo|(0.5,0.5,0.75)} | -x+1/2,+y+1/2,-z+3/4 |
| {2_x—x0|(0.0,0.0,0.5)} | -y,-X,-2+1/2 |

sokskokokokokokokokokokokokokokokokokokokok
space group: 97 {'Hall': 'I 4 2', 'HM': 'I 4 2 2'}
Crystal system: Tetragonal

+X,+Y,+2

-y, tX,+z

tX,-Y,-Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_00z|(0.0,0.0,0.0)} | -y, +X,+2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Yy,~Z |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {4~-_002|(0.0,0.0,0.0)} | +y, =X, +Z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-Z |
| {2_x-x0|(0.0,0.0,0.0)} | -y, =X,-Z |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4™+ 002|(0 5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {2_oyo0|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | —y+1/2,-x+1/2,-z+1/2 |
soroksorokokok oKk oKk kKoK k ok ok

space group: 98 {'Hall': ' I 4bw 2bw', 'HM': 'I 41 2 2'}
Crystal system: Tetragonal

+X,+Y, +2

-y, +x+1/2,+z+1/4

+X,-y+1/2,-z+1/4

| Seitz Jones




{1](0.0,0.0,0.0)}
{4"~+_002|(0.0,0.5,0.25)}

X, +y,+z
-y,+x+1/2,+z+1/4

| | |
| {2_x00|(0.0,0.5,0.25)} | +X,-y+1/2,-z+1/4 |
| {2_00z|(0.5,0.5,0.5)} | =x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~~_00z|(0.5,0.0,0.75)} | +y+1/2,-x,+z+3/4 |
| {2_0y0|(0.5,0.0,0.75)} | -x+1/2,+y,-z+3/4 |
| {2_x—x0|(0.0,0 ,0.0)} | =Y,=X,-Z I
|  {1/(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+2+1/2 |
| {4~+ 002|(0 5,0.0,0.75)} | —-y+1/2,+x,+z+3/4 |
| {2_x00|(0.5,0.0,0.75)} | +x+1/2,-y,-z+3/4 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+2 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {4~~_00z|(0.0,0.5,0.25)} | +y,—x+1/2,+z+1/4 |
| {2_0y0|(0.0,0.5,0.25)} | -X,+y+1/2,-z2+1/4 |
| {2_x-x0|(0.5,0.5,0.5)} | |

-y+1/2,-x+1/2,-z+1/2

skokokokskskskokskokokskskskskokokkkokokok
space group: 99 {'Hall': 'P 4 -2', 'HM': 'P 4 mm'}
Crystal system: Tetragonal

+X,+Yy,+Z

-y, X, +z

=X, ty,+z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+y,+Z |
| {4™+ 002|(0 0,0.0,0.0)} | -y,+x,+z |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+y,+z |
| {2_00z|(0.0,0.0,0.0)} | -X,-y,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,-Xx,+z |
| {4~-_002|(0.0,0.0,0.0)} | +y,-Xx,+z |
| {m_x0z|(0.0,0.0,0.0)} | +X,-y,+z |
| {m_xxz|(0.0,0.0,0.0)} | +y,+X,+z |

skokskokokokokokokokokokokokokokokokokokokok
space group: 100 {'Hall': 'P 4 -2ab', 'HM': 'P 4 b m'}
Crystal system: Tetragonal

+X,+y,+Z

-y, X, +z

-X+1/2,+y+1/2,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {47+ 002|(0 0,0.0,0.0)} | —Y,*+X,+2Z I
| {m_0yz|(0.5,0.5,0.0)} | —-x+1/2,+y+1/2,+z |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+2z I



| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |
skokkokskokokokskkokkokskkokokokk ok okok

space group: 101 {'Hall': ' P 4c -2c', 'HM': 'P 42 c m'}
Crystal system: Tetragonal

+X,+Y, +Z

-y, +X,+z+1/2

-X,+y,+z+1/2

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,ty,+z |

| {4~+ 002|(0 0,0.0,0.5)} | -y,+x,+z+1/2 |

| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +2 |

| {4~-_002|(0.0,0.0,0.5)} | +y,-X,+z+1/2 |

| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |

skekskokokokokokokokokokokokokokokokokokokok
space group: 102 {'Hall':
Crystal system: Tetragonal

P 4n -2n', 'HM': 'P 42 n m'}

+X, 4y, +2Z
-y+1/2,+x+1/2,+z+1/2

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,—-x+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +Z |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 103 {'Hall': 'P 4 -2c', 'HM': 'P 4 c c'}
Crystal system: Tetragonal

+X,+Y,+2

-y, +X,+Z



-X,+y,+z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,ty,+z |
| {4~+ 002|(0 0,0.0,0.0)} | -y,+x,+z |
| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |
| {4~-_002|(0.0,0.0,0.0)} | +y,-x,+z |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+Xx,+z+1/2 |

skekskokokokokokokokokokokokokokokokokokokok
space group: 104 {'Hall': 'P 4 -2n', 'HM': 'P 4 n c'}
Crystal system: Tetragonal

+X,+y, +Z
-y, X, +2z

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |
| {m_0yz|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
skpokokskskkoksk kKRR Kok k ok

space group: 105 {'Hall': ' P 4c -2', 'HM': 'P 42 m c'}
Crystal system: Tetragonal

+X,+y, +Z

-y, +X,+z+1/2

-X,+y,+Z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,ty,+z |

| {4+ 002|(0 0,0.0,0.5)} | -y,+x,+z+1/2 |

| {m_0yz|(0.0,0.0,0.0)} | -x,+y,+z |

| {2_00z|(0.0,0.0,0.0)} | X, =Y, +2Z |

| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |

| {4~~_00z|(0.0,0.0,0.5)} | +y,-Xx,+z+1/2 |

| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |



| {m_xxz|(0.0,0.0,0.5)} | +y,+X,+z+1/2 |

4 4 4
T T T

skokokskokokokskkokskkokokkokokkkokkk

space group: 106 {'Hall': ' P 4c -2ab', 'HM': 'P 42 b c'}
Crystal system: Tetragonal

+X,+Yy,+2

-y, +X,+z+1/2

-X+1/2,+y+1/2,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4™+ 002|(0 0,0.0,0.5)} | -y, +X,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,+z |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {4~-_00z|(0.0,0.0,0.5)} | +y,-X,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 107 {'Hall': 'I 4 -2', 'HM': 'T 4 m m'}
Crystal system: Tetragonal

+X,+Y,+Z

-y, +X,+2

—-X,+Yy,+2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {4™+ OOZ|(0 0,0.0,0.0)} | -y, +X,+2 |
| {m_0yz|(0.0,0.0,0.0)} | X, +Y,+2Z |
| {2_00z|(0.0,0.0,0.0)} | X, -y, +2 |
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +zZ |
| {4~-_002|(0.0,0.0,0.0)} | +y, =X, +2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {m_xxz|(0.0,0.0,0.0)} | +y,+X, +Z |
| {1/(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_002|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {4~-_002|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |



skokskokskokskokskkokkokkkkkkokkokk

space group: 108 {'Hall': 'I 4 -2c¢', 'HM': 'T 4 cm'}
Crystal system: Tetragonal

+X,+Y, +2Z

-y, X, +z

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2 I
| {4™+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X, -y, +Z |
| {m_x-xz|(0.0,0.0,0.5)} | -y, —X,+z+1/2 |
| {4~-_002|(0.0,0.0,0.0)} | +y, =X, +Z |
| {m_x0z|(0.0,0.0,0.5)} | +X,-Yy,+z+1/2 |
| {m xxz|(@ 0,0.0,0.5)} | +y, +X,+z+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4"+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {4~~_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |
soroksokkoKok Kok Kok sk Kok sk Kok

space group: 109 {'Hall': ' I 4bw -2', 'HM': 'I 41 m d'}
Crystal system: Tetragonal

+X,+Y, +2Z

-y, +x+1/2,+z+1/4

—X,ty,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {47+_002|(0.0,0.5,0.25)} | -y,+x+1/2,+z+1/4 |
| {m_0yz|(0.0,0.0,0.0)} | =X, +y,+2Z I
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.0,0.5,0.25)} | -y,—x+1/2,+z+1/4 |
| {4~-_00z|(0.5,0.0,0.75)} | +y+1/2,-x,+z+3/4 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.5,0.0,0.75)} | +y+1/2,+x,+z+3/4 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_00z|(0.5,0.0,0.75)} | —y+1/2,+x,+z+3/4 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {m_x-xz|(0.5,0.0,0.75)} | -y+1/2,-x,+z+3/4 |
| {4~-_00z|(0.0,0.5,0.25)} | +y,-x+1/2,+z+1/4 |
I I I

{m_x0z|(0.0,0.0,0.0) }

+X, =Y, +2



| {m_xxz|(0.0,0.5,0.25)} | +y,+x+1/2,+z+1/4 |

skekskokokokokokokokokokokokokokokok ok ok ok ok

space group: 110 {'Hall': ' I 4bw -2c', 'HM': 'I 41 c d'}
Crystal system: Tetragonal

+X,+Y, +2Z

-y, +x+1/2,+z+1/4

-X,+y,+z+1/2

| Seitz | Jones

|
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 0,0.5,0.25)} | -y,+x+1/2,+z+1/4 |
| {m_0yz|(0.0,0. 0,0.5)} | -X,+y,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.0,0.5,0.75)} | -y,—x+1/2,+z+3/4 |
| {4~-_00z|(0.5,0.0,0.75)} | +y+1/2,-x,+z+3/4 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
| {m_xxz|(0.5,0.0,0.25)} | +y+1/2,+x,+z+1/4 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_002|(0.5,0.0,0.75)} | -y+1/2,+x,+z+3/4 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I
| {m_x-xz|(0.5,0.0,0.25)} | -y+1/2,-x,+z+1/4 |
| {4~-_00z|(0.0,0.5,0.25)} | +y,-x+1/2,+z+1/4 |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
| {m_xxz|(0.0,0.5,0.75)} | +y,+x+1/2,+z+3/4 |
soksokok ok oKk Kok Rk kKR ok oKk
space group: 111 {'Hall': ' P -4 2', 'HM': 'P -4 2 m'}
Crystal system: Tetragonal
+X, 4y, +2Z
+y,—X,-2
+X, =Y, -2
| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+2Z |
| {-4~+_002|(0.0,0.0,0.0)} | +y,-x,-z |
| {2_x00|(0.0,0.0,0.0)} | +Xx,-y,-z |
| {2_002[(0.0,0.0,0.0)} | -x,-y,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,-Xx,+z |
| {-4~-_002|(0.0,0.0,0.0)} | -y,+x,-z |
| {2_0y0|(0.0,0.0,0.0)} | —x,+y,-z |
| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |




skokokokskokskokskkokkokkokkokkokkokk

space group: 112 {'Hall': ' P -4 2c', 'HM': 'P -4 2 c'}
Crystal system: Tetragonal

+X,+Y, +2

ty,—X,-Z

+X,-y,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,ty,+z |
| {-4"+_002|(0.0,0.0,0.0)} | +y,-X,-z |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-y,+z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | —y,+X, -2 |
| {2_0y0|(0.0,0.0,0.5)} | —x,+y,—z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+x,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 113 {'Hall': 'P -4 2ab', 'HM': 'P -4 21 m'}
Crystal system: Tetragonal

+X,+Yy,+2

+y,—X,-2

+X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, 2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +2 |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {-4~-_002|(0.0,0.0,0.0)} | -y, +X,-2 |
| {2_0yo0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |

skokskokokokokokokokokokokokokokokokok ok ok ok
space group: 114 {'Hall': 'P -4 2n', 'HM': 'P -4 21 c'}
Crystal system: Tetragonal

+X,+Yy,+Z

+y,-X,-Z

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {-4~+_002](0.0,0.0,0.0)} | +Y =X, =2 |



| {2_x00|(0.5 . .5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | —X,=Y,+2Z |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | -y, +X, -2 |
| {2_oyo0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
skokokokskekokokskkskokokskkokokokkkokok

space group: 115 {'Hall': ' P -4 -2', 'HM': 'P -4 m 2'}
Crystal system: Tetragonal

+X,+Y,+2

ty,—X,-z

=X, ty,+z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+y,+Z |

| {-4"+_002|(0.0,0.0,0.0)} | +y,-x,-z |

| {m_0yz|(0.0,0.0,0.0)} | =x,+y,+z |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {2_xx0[(0.0,0.0,0.0)} | +y,+x,-z |

| {-4~-_002|(0.0,0.0,0.0)} | -y,+x,-z |

| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-Xx,-z |
skokskokskokokokskkokskokskkokokokkkokok

space group: 116 {'Hall': ' P -4 -2c¢', 'HM': 'P -4 c 2'}
Crystal system: Tetragonal

+X,+Y,+2

ty,—X,-z

-X,+y,+z+1/2

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,ty,+z |

| {-4"+_002|(0.0,0.0,0.0)} | +y,-X,-z |

| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |

| {2_00z|(0.0,0.0,0.0)} | -X,-y,+z |

| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |

| {-4"-_002|(0.0,0.0,0.0)} | -y,+x,-z |

| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |

| {2_x-x0|(0.0,0.0,0.5)} | -y,—x,-z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 117 {'Hall': ' P -4 -2ab', 'HM': 'P -4 b 2'}
Crystal system: Tetragonal



+X,+Yy,+Z

ty,—X,-z

—x+1/2,+y+1/2,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, -2 |
| {m_0yz|(0.5,0.5,0.0)} | =x+1/2,+y+1/2,+z |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +Z |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |
| {-4~-_002|(0.0,0.0,0.0)} | —y,+X, -2 |
| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |
| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-z |

skokskokskokskokskkokkokkokkokkokkokk

space group: 118 {'Hall': ' P -4 -2n', 'HM': 'P -4 n 2'}
Crystal system: Tetragonal

+X,+Yy,+2

+y,—X,-2

-x+1/2,+y+1/2,+z+1/2

| Seitz | Jones I
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4"+_002|(0.0,0.0,0.0)} | +y,—X, -2 I
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I
| {2_xx0](0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | -y, X, -2 I
| {m_x0z]|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |

skkokskokokokskokokskokokokkokokkkokkk

space group: 119 {'Hall': ' I -4 -2', 'HM': 'I -4 m 2'}
Crystal system: Tetragonal

+X,+y,+2

+y,—X,-2

—X,ty,+z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, 2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Yy,+2 |
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +2 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |



| {-4~-_002|(0.0,0.0,0.0)} | -y, X, -2 I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 I
| {2_x-x0|(0.0,0.0,0.0)} | -Y,—X,-Z |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-47+_002](0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 120 {'Hall': ' I -4 -2c', 'HM': 'I -4 c 2'}
Crystal system: Tetragonal

+X,+Yy,+2

ty,—X,-Z

-X,+y,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, ~Z |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+X,-z+1/2 |
| {-4~—_002|(0.0,0.0,0.0)} | 2y, +X, -2 |
| {m_x0z|(0.0,0.0,0.5)} | +X,-y,+z+1/2 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,—X,-2+1/2 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-2 |
| {-4~-_00z]|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+2 |
| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-z |

skkokskokokokskokokskkokokkokokkkokkk

space group: 121 {'Hall': ' I -4 2', 'HM': 'I -4 2 m'}
Crystal system: Tetragonal
+X,+Y, +2
+y,—X,-Z
X,-y,-Z
Seitz Jones

—+— 4+

{1](0.0,0.0,0.0)} +X,+Y, +2



| {-4"+_002|(0.0,0.0,0.0)} | +y, =X, -2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
| {-4~-_002|(0.0,0.0,0.0)} | -y, X, -2 I
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +Z |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {2_oyo|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |

skokokskokokokskokokskokokokkokokkkokkk

space group: 122 {'Hall': ' I -4 2bw', 'HM': 'I -4 2 d'}
Crystal system: Tetragonal

+X,+Yy,+2

Ty, =X,=Z

+X,-y+1/2,-z+1/4

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, -2 |
| {2_x00|(0.0,0.5,0.25)} | +X,-y+1/2,-z+1/4 |
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +2Z |
| {m_x-xz|(0.5,0.0,0.75)} | -y+1/2,-x,+z+3/4 |
| {-4~-_002|(0.0,0.0,0.0)} | -y, +X,-2 |
| {2_0y0|(0.0,0.5,0.25)} | —x,+y+1/2,-z+1/4 |
| {m_xxz|(0.5,0.0,0.75)} | +y+1/2,4x,+z+3/4 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4"+_00z]|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {2_x00|(0.5,0.0,0.75)} | +x+1/2,-y,-z+3/4 |
| {2_00z|(0.5,0.5,0.5)} | =x+1/2,-y+1/2,+z+1/2 |
| {m_x-xz|(0.0,0.5,0.25)} | -y,—X+1/2,+z+1/4 |
| {-4~-_00z](0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {2_0y0|(0.5,0.0,0.75)} | -x+1/2,+y,-z+3/4 |
| {m_xxz|(0.0,0.5,0.25)} | +y,+x+1/2,+z+1/4 |
sokskskokorokokskokokokokskkokokskkokokok

space group: 123 {'Hall': ' -P 4 2', 'HM': 'P 4/m m m'}
Crystal system: Tetragonal

+X,+y, +2Z

-y, +X,+Z

X,y =2



| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {4~+_002((0.0,0.0,0.0)} | -y, +x,+z |

| {2_x00((0.0,0.0,0.0)} | +x,-y,-z |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-2 |

| {4~-_002|(0.0,0.0,0.0)} | +y,—x,+z |

| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-Xx,-z |

| {-1|(0.0,0.0,0.0)} | —x,-y,-z |

| {-4~+_002|(0.0,0.0,0.0)} | +y,-x,-z |

| {m_0yz|(0.0,0.0,0.0)} | =x,+y,+z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-2 |

| {m_x-xz|(0.0,0.0,0.0)} | -y,-Xx,+z |

| {-4~-_002|(0.0,0.0,0.0)} | -y,+x,-z |

| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |

| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |
soroksokokokokkokk Kok kKR sk Kokok

space group: 124 {'Hall': ' -P 4 2c¢', 'HM': 'P 4/m c c'}
Crystal system: Tetragonal

+X,+Y, +2Z

-y, X, +z

+X,-y,-2z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +Xx,+y,+z |
| {4™+ 002|(0 0,0.0,0.0)y | -y,+x,+z |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-y,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |
| {4~-_00z|(0.0,0.0,0.0)} | +y,-X,+z |
| {2_0y0|(0.0,0.0,0.5)} | -x,+y,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,—x,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | —Xs-y,-z |
| {-4"+_002|(0.0,0.0,0.0)} | +y,-X,-z |
| {m_0yz|(0.0,0.0,0.5)} | —x,+y,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y,-z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,—x,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | —y,+X, -2 |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+x,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 125:1 {'Hall': 'P 4 2 -lab', 'HM': 'P 4/n b m:1'}
Crystal system: Tetragonal



Setting: 1
+X,+Yy,+Z

-y, X, +z

X, =Y,—Z
-X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4™+ 002| 0.0,0.0,0.0)} | -y, +X,+2 |
| {2 x00| 0.0,0.0,0.0)} | +X,-Y,-Z |
| {-1/(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.0,0.0)} | -X,-y,+2Z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {-4"+_00z|(0.5,0.5,0.0)} | +y+1/2,-x+1/2,-z |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |
skkorokskokoKokk kKRR KoKk kKoK

space group: 125:2 {'Hall': ' -P 4a 2b', 'HM': 'P 4/n b m:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Y,+Z

-y+1/2,+X,+z

+X,-y+1/2,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.0,0.0)} | -y+1/2,+x,+z |
| {2_x00](0.0,0.5,0.0)} | +x,-y+1/2,-z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~~_00z|(0.0,0.5,0.0)} | +y,—X+1/2,+z |
| {2_oy0|(0.5,0.0,0.0)} | -x+1/2,+y,-z |
| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-z |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-47+_002|(0.5,0.0,0.0)} | +y+1/2,-x,-z |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
| {-4~-_002|(0.0,0.5,0.0)} | —y,+x+1/2,-z |
| {m_x0z|(0.5,0.0,0.0)} | +X+1/2,-y,+2 |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |

skokskokokokokokokokokokokokokokokokok ok ok ok

space group: 126:1 {'Hall': 'P 4 2 -1n', 'HM': 'P 4/n n c:1'}
Crystal system: Tetragonal

Setting: 1



+X,+Yy, +Z
-y, X, +z
+X, =Y, —Z
-x+1/2,-y+1/2,-z+1/2

Seitz Jones

I I I
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_002|(0.0,0.0,0.0)} | =Y, X, +2Z I
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {-1/(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0 | =X, =Y, +zZ I
| {2_xx0|(0.0,0.0,0.0 | +y,+X,-2Z I
| {-4"~+_00z|(0.5,0.5,0 | +y+1/2,-x+1/2,-z+1/2 |
| {4~-_00z|(0 | I

.0,0.0,0.0 +y,—X,+2

skokokskokokokskokokskkokkkokokkkokkk

space group: 126:2 {'Hall': ' -P 4a 2bc', 'HM': 'P 4/n n c:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Yy,+2

-y+1/2,+X,+z
+X,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y, +Z |
| {4™+ 002|(0 5,0.0,0.0)} | —y+1/2,+X,+2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+Xx,-z+1/2 |
| {4~~_00z|(0.0,0.5,0.0)} | +y,-x+1/2,+z |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | “X,-Y,-2Z |
| {-4~+_00z|(0.5,0.0,0.0)} | +y+1/2,-X,-2 |
| {m_0yz|(0.0,0.5,0.5)} | =x,+y+1/2,+z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-2 |
| {m_x-xz|(0.0,0.0,0.5)} | -y, —X,+z+1/2 |
| {-4~-_002|(0.0,0.5,0.0)} | -y, +x+1/2,-z |
| {m_x0z|(0.5,0.0,0.5)} | +Xx+1/2,-y,+z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
sokokokskokokokskkokokoksk ook ok sk okokok

space group: 127 {'Hall': ' -P 4 2ab', 'HM': 'P 4/m b m'}
Crystal system: Tetragonal

+X,+Y, +2
-y, +X,+Z



+X+1/2,-y+1/2,-z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I

| {4~+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |

| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |

| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |

| {2_oyo0|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |

| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-z |

| {-1/(0.0,0.0,0.0)} | —X,=Y,~2Z I

| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, ~Z |

| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |

| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |

| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |

| {-4~-_002|(0.0,0.0,0.0)} | -y, +X,-2 |

| {m_x0z|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,+z |

| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |
sokskskskrokokskskokokskskkokokskkokokok

space group: 128 {'Hall': ' -P 4 2n', 'HM': 'P 4/m n c'}
Crystal system: Tetragonal

+X,+Y,+Z

-y, +X,+Z

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {4™+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +Z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~~_002|(0.0,0.0,0.0)} | +y, =X, +2 |
| {2_oyo0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0](0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
|  {-1/(0.0,0.0,0.0)} | “X,=Y,-2Z |
| {-4~+_002|(0.0,0.0,0.0)} | +y, =X, 2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Yy, -2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | ~y,+X, -2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |

sokokskokokokskokokkkokokkokokkkokkk



space group: 129:1 {'Hall': 'P 4ab 2ab -lab', 'HM': 'P 4/n m m:1'}
Crystal system: Tetragonal

Setting: 1

+X,+Yy,+2

-y+1/2,+x+1/2,+z

+X+1/2,-y+1/2,-z

-x+1/2,-y+1/2,-z

| Seitz | Jones |

{1|(0.0,0.0,0.0)} +X,+Y, +2
{4~+_00z|(0.5,0.5,0.0) } -y+1/2,+x+1/2,+z

{2_x00|(0.5,0.5,0.0)}
{-1|(0.5,0.5,0.0)

I

I

| +X+1/2,-y+1/2,-z
I

| {2_00z|(

I

I

I

I I
I I
I I
| —x+1/2,-y+1/2,-z |
I -X,=Y,+z I
I I
I I
I I

’ ’ }
0.0,0.0,0.0)}
{2_xx0|(0.0,0.0,0.0) } +y,+X,-Z
{-4"+_00z|(0.0,0.0,0.0) } +y,=X,-2Z
(0.5,0.5,0.0)} +y+1/2,-x+1/2,+z

{4~~_00z|

skokskokskokskokskkokkokkokkokkokkokk

space group: 129:2 {'Hall': ' -P 4a 2a', 'HM': 'P 4/n m m:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Y, +2

-y+1/2,+X,+z
+X+1/2,-y,-2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.0,0.0)} | -y+1/2,+x,+z |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-z |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |
| {4~-_00z|(0.0,0.5,0.0)} | +y,-x+1/2,+z |
| {2_oyo0|(0.0,0.5,0.0)} | -x,+y+1/2,-z |
| {2_x-x0|(0.0,0.0,0.0)} | -Y,—X,-Z |
| {-1|(0.0,0.0,0.0)} | —X,=Y,~Z I
| {-4~+_00z|(0.5,0.0,0.0)} | +y+1/2,-X,-2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {-4~-_002](0.0,0.5,0.0)} | -y,+x+1/2,-z |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X,+Z |

skokskokskokokokskkokokokskkokokokskokokok
space group: 130:1 {'Hall': 'P 4ab 2n -lab', 'HM': 'P 4/n c c:1'}



Crystal system: Tetragonal
Setting: 1

+X,+Yy,+Z

-y+1/2,+x+1/2,+z
+x+1/2,-y+1/2,-z+1/2
-x+1/2,-y+1/2,-z

| Seitz | Jones |
{1/(0.0,0.0,0.0)} +X,+Y, +2Z
{4~+_00z|(0.5,0.5,0.0)} —y+1/2,+x+1/2,+z

{2_x00|(0.5,0.5,0.5)}
{-1/(0.5,0.5,0.0)}

|

| +x+1/2,-y+1/2,-z+1/2
I

| {2_00z|(

I

I

I

I I
I I
I I
| -X+1/2,-y+1/2,-z |
I -X,=Y,+z I
I I
I I
I I

0.0,0.0,0.0)}

{2_xx0|(0.0,0.0,0.5)} +y,+X,-z+1/2
{-4~+_00z|(0.0,0.0,0.0) } +y,-X,-Z
{4~-_00z|(0.5,0.5,0.0) } +y+1/2,-x+1/2,+z

skokskokskokokokskskokokokskkokokokskokokok

space group: 130:2 {'Hall': ' -P 4a 2ac', 'HM': 'P 4/n c c:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Y, +2Z

-y+1/2,+X,+z

+X+1/2,-y,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.0,0.0)} | —y+1/2,+X,+2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~-_00z|(0.0,0.5,0.0)} | +y,—x+1/2,+z |
| {2_0y0|(0.0,0.5,0.5)} | -X,+y+1/2,-2+1/2 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,—X,-z+1/2 |
| {-1/(0.0,0.0,0.0)} | —X, =Y, =2 I
| {-4~+_00z|(0.5,0.0,0.0)} | +y+1/2,-X,-2 |
| {m_0yz|(0.5,0.0,0.5)} |  —x+1/2,+y,+2z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +Xx+1/2,+y+1/2,-2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.0,0.5,0.0)} | -y, +x+1/2,-z |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+X,+2+1/2 |

skokskokokokokokokokokokokokokokokok ok ok ok ok
space group: 131 {'Hall': '-P 4c 2', 'HM': 'P 42/m m c'}
Crystal system: Tetragonal



+X,+Yy,+Z
-y, +X,+z+1/2

+X, =Y, ~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {47+_00z|(0.0,0.0,0.5)} | -y,+x,+z+1/2 |
| {2.x00((0.0,0.0,0.0)} | +x,-y,-z |
| {2_00z|(0.0,0.0,0.0)} | -Xx,-y,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |
| {4°-_00z|(0.0,0.0,0.5)} | +y,—-x,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |
| {2_x-x0|(0.0,0.0,0.5)} | -y,-x,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | =x,=y,-z |
| {-4"+_00z|(0.0,0.0,0.5)} | +y,—-x,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Y,+2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.5)} | -y,+x,-z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+x,+z+1/2 |
skokkokskokokokskkokokokskkokokokkokokok

space group: 132 {'Hall': '-P 4c 2c', 'HM': 'P 42/m c m'}
Crystal system: Tetragonal

+X,+Y, +2Z

-y, +X,+z+1/2

+X,-y,-z+1/2

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y, 4z |
| {4~+_00z|(0.0,0.0,0.5)} | -y,+x,+z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +x,-y,-z+1/2 |
| {2_002|(0.0,0.0,0.0)} | -X,-y,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~~_00z|(0.0,0.0,0.5)} | +y,-Xx,+z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | -x,+y,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |
| {-1/(0.0,0.0,0.0)} | x,=y,-z |
| {-4~+_00z|(0.0,0.0,0.5)} | +y,-x,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | -x,+y,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 |
| {m_x-xz|(0.0,0.0,0.0)} | -y,—-X,+z |
| {-4~-_002|(0.0,0.0,0.5)} | -y,+x,-z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x,-y,+z+1/2 |
| {m_xxz|(0.0,0.0,0.0)} | +y,+X, +2 |




skokskokskokskokskkokkokkokkkkokkokk

space group: 133:1 {'Hall':

Crystal system: Tetragonal
Setting: 1

+X,+Y,+Z
-y+1/2,+x+1/2,+z+1/2
+X,-y,-z+1/2
-x+1/2,-y+1/2,-z+1/2

"P 4n 2c¢ -1n', 'HM':

'P 42/n b c:1'}

{2_x00|(0.0,0.0,0.5)}
{-1](0.5,0.5,0.5)}

{2_002|(0.0,0.0,0.0)}
{2_xx0](0.5,0.5,0.0) }
{-4~+_002|(0.0,0.0,0.0)}
{4A _00z](0.5,0.5,0.5) }

Seitz | Jones
{11(0.0,0.0,0.0)} X, +Y,+2
{4~+_00z|(0.5,0.5,0.5)} —y+1/2,+x+1/2,+z+1/2

I

I

| +X,-y,-z+1/2

| -x+1/2,-y+1/2,-2z+1/2
| X, =Y, +Z

| +y+1/2,+x+1/2,-2

| +Y, =X, =2

I

+ —_—— e —— .I__ .I_

kokskokskokskokskokokkokkokkokkokkokk

space group: 133:2 {'Hall':

Crystal system: Tetragonal
Setting: 2

+X,+Yy,+Z

-y+1/2,+Xx,+z+1/2
+X,-y+1/2,-z

+y+1/2,-x+1/2,+z+1/2

'-P 4ac 2b', 'HM': 'P 42/n b c:2'}

| Seitz

| Jones

I
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4™+ 002|(0 5,0.0,0.5)} | -y+1/2,+x,+z+1/2 |
| {2_x00|(0.0,0.5,0.0)} | X, —y+1/2, -2 |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+X,-z+1/2 |
| {4~-_00z|(0.0,0.5,0.5)} | +y,-x+1/2,+z+1/2 |
| {2_oy0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {-1](0.0,0.0,0.0)} | —X,=Y,-2 I
| {-4"+_00z|(0.5,0.0,0.5)} | +y+1/2,-x,-z+1/2 |
| {m_0yz|(0.0,0.5,0.0)} | -X,+y+1/2,+z |
| {m_xy0|(0.5,0.5,0.0)} | +X+1/2,+y+1/2,-z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,=-X,+z+1/2 |
| {-4~-_00z|(0.0,0.5,0.5)} | -y, +X+1/2,-2+1/2 |
| {m_x0z|(0.5,0.0,0.0)} | +x+1/2,-y,+2 I
| {m_xxz|(0.5,0.5,0.5)} | |

+y+1/2,+x+1/2,+z+1/2



skokskokskokskokskokokkokkokkkkokkokk

space group: 134:1 {'Hall': ' P 4n 2 -1n', 'HM': 'P 42/n n m:1'}
Crystal system: Tetragonal

Setting: 1

+X,+Y, +2Z

-y+1/2,+x+1/2,+z+1/2

+X, =Y, -2

-x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4"+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, -2 |
| {-1|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {-4"+_002|(0.0,0.0,0.0)} | +y, =X, —Z |
| _00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |

{4~

skokskokskokskokskkokkokkokkokkokkokk

space group: 134:2 {'Hall': '-P 4ac 2bc', 'HM': 'P 42/n n m:2'}
Crystal system: Tetragonal

Setting: 2

+X,+Y, +2Z

-y+1/2,+x,+z+1/2

+X,-y+1/2,-z2+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.0,0.5)} | -y+1/2,+x,+z+1/2 |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {4~~_00z|(0.0,0.5,0.5)} | +y,-x+1/2,+z+1/2 |
| {2_0yo0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-z |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-4~+_002|(0.5,0.0,0.5)} | +y+1/2,-x,-z+1/2 |
| {m_0yz|(0.0,0.5,0.5)} | —x,+y+1/2,+z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +2 |
| {-4~-_002|(0.0,0.5,0.5)} | -y,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |

skokokskokokokskokokskkokokkokokkkokkk



space group: 135 {'Hall': '-P 4c 2ab', 'HM': 'P 42/m b c'}
Crystal system: Tetragonal

+X,+Y, +2

-y, +X,+z+1/2

+X+1/2,-y+1/2,-z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y, +Z |
| {4~+ 002|(0 0,0.0,0.5)} | -y, +X,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~-_00z|(0.0,0.0,0.5)} | +y, =X, +z+1/2 |
| {2_oyo0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-4"+_002|(0.0,0.0,0.5)} | +y,-X,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.5)} | -y, +X,-z+1/2 I
| {m_x0z|(0.5,0.5,0.0)} | +Xx+1/2,-y+1/2,+z |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
skokskokskokokokskkokokokskkokokokskokokok

space group: 136 {'Hall': '-P 4n 2n', 'HM': 'P 42/m n m'}
Crystal system: Tetragonal

+X,+Y, +2

-y+1/2,+x+1/2,+z+1/2

+x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4™+ 002|(0 5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+2Z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {4~~_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {2_oyo0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.0)} | -y, —X,~2Z |
| {-1/(0.0,0.0,0.0)} | —X, =Y, =2 |
| {-4"+_00z](0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_@yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_x-xz|(0.0,0.0,0.0)} | -y, —X,+Z |
| {-4~-_00z](0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +2 |



skokokskokokokskkokskkokkkokokkkokkk

space group: 137:1 {'Hall':

Crystal system: Tetragonal
Setting: 1

+X,+Yy,+2
-y+1/2,+x+1/2,+z+1/2
+x+1/2,-y+1/2,-z+1/2
-x+1/2,-y+1/2,-z+1/2

"P 4n 2n -1n', 'HM':

'P 42/n m c:1'}

Seitz Jones
{1/(0.0,0.0,0.0)} +X,+Y, +2
{4~+_00z|(0.5,0.5,0.5)} —y+1/2,+x+1/2,+z+1/2

{-1](0.5,0.5,0. 5)}
{2_00z|(0.0,0.0
{2_xx0](0.0,0.0

{-4~+_00z|(0.0,0.
(0

I

|

| {2_x00|(0.5,0.5,0.5)}
I

I

I

I

| {4~-_00z|

41
T
41
T
41
T

+x+1/2,-y+1/2,-z+1/2
-x+1/2,-y+1/2,-z+1/2
=X, =Y, tZ
Ty, X, =2
+y,-X,—-Z
+y+1/2,-x+1/2,+z+1/2

—t — +

skokokskokokokskokokskkokokkokokkkokkk

space group: 137:2 {'Hall':

Crystal system: Tetragonal

'-P 4ac 2a', 'HM': 'P

42/n m c:2'}

Setting: 2

+X,+Y, +2

-y+1/2,+Xx,+z+1/2

+X+1/2,-y,-z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {4+ 002|(0 5,0.0,0.5)} | -y+1/2,+x,+z+1/2 |
| {2_x00|(0.5,0.0,0.0)} | +x+1/2,-y,-2 |
| {2_00z|(0.5,0.5,0.0)} |  —x+1/2,-y+1/2,+z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~-_00z|(0.0,0.5,0.5)} | +y,-X+1/2,+2+1/2 |
| {2_0y0|(0.0,0.5,0.0)} | —X,+y+1/2,-2 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,—X,-z+1/2 |
| {-1](0.0,0.0,0.0)} | “X,=Y,-Z |
| {-4"+_002|(0.5,0.0,0.5)} | +y+1/2,-x,-2+1/2 |
| {m_0yz|(0.5,0.0,0.0)} | -x+1/2,+y,+z |
| {m_xy0|(0.5,0.5,0.0)} |  +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.0,0.5,0.5)} | -y, +X+1/2,-2+1/2 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {m_xxz|(0.0,0.0,0.5)} | +y,+X,+z+1/2 |




skokokokokskskokokokokokokokkkokkokokokok
space group: 138:1 {'Hall':
Crystal system: Tetragonal
Setting: 1

+X,+Yy,+2
-y+1/2,+x+1/2,+z+1/2
+X+1/2,-y+1/2,-z
-x+1/2,-y+1/2,-z+1/2

" P 4n 2ab -1n',

'"HM': 'P 42/n c m:1'}

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4™+ 002| 0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} |  +x+1/2,-y+1/2,-z |
| {-1|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | —X,-y,+Z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+X,-z+1/2 |
| {-4~+_002|(0.0,0.0,0.0)} | +Y, =X, -2 I
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |

skokokokskskskokskokskskskskskokokkskokokok
space group: 138:2 {'Hall':
Crystal system: Tetragonal
Setting: 2

+X,+Yy,+Z

-y+1/2,+x,+z+1/2
+X+1/2,-y,-z+1/2

'-P 4ac 2ac', 'HM':

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 5,0.0,0.5)} | -y+1/2,+x,+z+1/2 |
| {2_x00|(0.5,0.0,0.5)} | +x+1/2,-y,-z+1/2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |
| {4~~_00z|(0.0,0.5,0.5)} | +y,-x+1/2,+z+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.0)} | -y,—X,-Z |
| {-1|(0.0,0.0,0.0)} | —X,=Y,~2Z I
| {-4~+_00z|(0.5,0.0,0.5)} | +y+1/2,-x,-z+1/2 |
| {m_0yz|(0.5,0.0,0.5)} | —x+1/2,+y,+z+1/2 |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {-4~-_002|(0.0,0.5,0.5)} | -y,+x+1/2,-z+1/2 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +Z |

'P 42/n c m:2'}



skokokokskokskokskokokkokkokkokkkkokk

space group: 139 {'Hall': ' -I 4 2', 'HM': 'T 4/m m m'}
Crystal system: Tetragonal

+X, 4y, +2Z

-y, X, +z

+X, =Y, -2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y, -2 |
| {2_x-x0|(0.0,0.0,0.0)} | -Y,—X,-Z |
| {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {-4"+_002|(0.0,0.0,0.0)} | +y, =X, -2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2Z |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 I
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
| {-4~-_002|(0.0,0.0,0.0)} | Y, X, ~Z |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z I
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +Z |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_002|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {4~~_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {2_oyo|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_@yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {-4~-_002|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
sorokskoroksorokskokokskokokskokokskokokok

space group: 140 {'Hall': ' -I 4 2c', 'HM':

Crystal system: Tetragonal

+X,+Yy,+2
-y, +X,+2
+X,-y,-z+1/2

'T 4/m c m'}




| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+ 002|(0 0,0.0,0.0)} | -y, +X,+2 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+X,-z+1/2 |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |
| {2_0y0|(0.0,0.0,0.5)} | -X,+y,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.5)} | -y,=-X,-2+1/2 |
| {-1](0.0,0.0,0.0)} | —X,=Y,-2Z I
| {-4"+_002|(0.0,0.0,0.0)} | +y,—X, -2 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 I
| {m_x-xz|(0.0,0.0,0.5)} | -y,-X,+z+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | Sy, X, ~Z |
| {m_x0z|(0.0,0.0,0.5)} | +X, -y, +z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | +y,+X,+z+1/2 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |
| {4~~_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
| {2_oyo0|(0.5,0.5,0.0)} | -X+1/2,+y+1/2,-z |
| {2_x-x0|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,-2 |
| {-1|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,-z+1/2 |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —X+1/2,+y+1/2,+z |
| {m_xy0|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.0)} | +X+1/2,-y+1/2,+2 |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,4x+1/2,+z |
sorokskoroksorokskokokskokokskokokkokokok

space group: 141:1 {'Hall': ' I 4bw 2bw -1lbw', 'HM':
Crystal system: Tetragonal

Setting: 1

+X, 4y, +2Z

-y, +x+1/2,+z+1/4

+X,-y+1/2,-z+1/4
-X,-y+1/2,-z+1/4

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4~+_00z|(0.0,0.5,0.25)} | -y, +x+1/2,+z+1/4 |
| {2_x00|(0.0,0.5,0.25)} | +x,-y+1/2,-z+1/4 |
| {-1|(0.0,0.5,0.25)} | -—x,-y+1/2,-z+1/4 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |

'T 41/a m d:1'}



| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |

| {-4"+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |

| {4~-_00z] (0. 5, .0,0.75)} | +y+1/2,-X,+z+3/4 |

|  {1/(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+2+1/2 |

| {4™+ 002|(0 5,0.0,0.75)} | -y+1/2,+x,+z+3/4 |

| {2_x00|(0.5,0.0,0.75)} | +x+1/2,-y,-z+3/4 |

|  {-1/(0.5,0.0,0.75)} | —x+1/2,-y,-z+3/4 |

| {2_002|(0.0,0.0,0.0)} | X, =Y, +Z |

| {2_xx0|(0.0,0.0,0.0)} | 1Y, X, ~Z |

| {-4~+_00z|(0.0,0.0,0.0)} | +Y, =X, =2 |

| {4~-_002|(0.0,0.5,0.25)} | +y,—x+1/2,+z+1/4 |
sorsokoksfokokkoRok koK ok oKk

space group: 141:2 {'Hall': '-I 4bd 2', 'HM': 'I 41/a m d:2'}
Crystal system: Tetragonal

Setting: 2

+X, 4y, +2Z

-y+1/4,+x+3/4,+z+1/4

+X, =Y, =2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4"+_00z|(0.25,0.75,0.25)} | -y+1/4,+x+3/4,+z+1/4 |
|  {2.x00|(0.0,0.0,0.0)} | +X,-Y,~Z |
| {2_00z|(0.5,0.0,0.5) } |  —x+1/2,-y,+z+1/2 |
| {2_xx0](0.25,0.75,0.25)} | +y+1/4,+x+3/4,-z+1/4 |
| {4"=_002|(0.25,0.25,0.75)} | +y+1/4,-x+1/4,+z+3/4 |
| {2_0y0|(0.5,0.0,0.5)} |  —x+1/2,+y,-z+1/2 |
| {2_x-x0|(0.25,0.25,0.75)} | -y+1/4,-x+1/4,-z+3/4 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-4"+_00z|(0.25,0.75,0.25)} | +y+1/4,-x+3/4,-z+1/4 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+Yy,+2Z |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_x-xz|(0.25,0.75,0.25)} | -y+1/4,-x+3/4,+z+1/4 |
| {-4"-_00z2|(0.25,0.25,0.75)} | -y+1/4,+x+1/4,-z+3/4 |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
|  {m_xxz|(0.25,0.25,0.75)} | +y+1/4,+x+1/4,+z+3/4 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {47+_00z|(0.75,0.25,0.75)} | -y+3/4,+x+1/4,+z+3/4 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_xx0](0.75,0.25,0.75)} | +y+3/4,+x+1/4,-z+3/4 |
| {47-_00z|(0.75,0.75,0.25)} | +y+3/4,-x+3/4,+z+1/4 |
| {2_oy0|(0.0,0.5,0.0)} | -X,+y+1/2,-z |
| {2_x-x0|(0.75,0.75,0.25)} | -y+3/4,-x+3/4,-z+1/4 |
| {-1|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,-z+1/2 |
| {-4"+_00z|(0.75,0.25,0.75)} | +y+3/4,-x+1/4,-z+3/4 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {m_x-xz|(0.75,0.25,0.75)} | -y+3/4,-x+1/4,+z+3/4 |



| {-4~-_00z|(0.75,0.75,0.25)} | -y+3/4,+x+3/4,-z+1/4 |
| {m_x0z|(0.0,0.5,0.0)} | +X,-y+1/2,+z |
| {m_xxz|(0.75,0.75,0.25)} | +y+3/4,+x+3/4,+z+1/4 |

skokokokskskskskskokokokskskskokokkskkokok

space group: 142:1 {'Hall': ' I 4bw 2aw -lbw', 'HM': 'I 41/a c d:1'}
Crystal system: Tetragonal

Setting: 1

+X,+Yy,+Z

-y, +x+1/2,+z+1/4

+x+1/2,-y,-z+1/4

-X,-y+1/2,-z+1/4

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Yy,+2Z I
| {4~+_00z|(0.0,0.5,0.25)} | -y,+x+1/2,+z+1/4 |
| {2_x00|(0.5,0.0,0.25)} | +x+1/2,-y,-z+1/4 |
| {-1](0.0,0.5,0.25)} | —x,-y+1/2,-z+1/4 |
| {2_00z|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,+z+1/2 |
| {2_xx0|(0.0,0.0,0.5)} | +y,+X,-z+1/2 |
| {-4"+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {4~-_002|(0.5,0.0,0.75)} | +y+1/2,-x,+z+3/4 |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {4~+_002|(0.5,0.0,0.75)} | -y+1/2,+x,+z+3/4 |
| {2_x00|(0.0,0.5,0.75)} | +x,-y+1/2,-z+3/4 |
| {-1/(0.5,0.0,0.75)} | -x+1/2,-y,-z+3/4 |
| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+z |
| {2_xx0|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,-z |
| {-4"+_002|(0.0,0.0,0.0)} | +y,—X, -2 |
| {4~-_002|(0.0,0.5,0.25)} | +y,-x+1/2,+z+1/4 |
soksokok ok ok kKR ok kKR Kok Kok

space group: 142:2 {'Hall': '-I 4bd 2c', 'HM': 'I 41/a c d:2'}
Crystal system: Tetragonal

Setting: 2

+X, 4y, +2Z

-y+1/4,+x+3/4,+z+1/4

+X,-y,-z+1/2

Seitz Jones

| | |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4A+_002|(0.25,0 75,0.25)} | -y+1/4,+x+3/4,+z+1/4 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2+1/2 |
| {2_00z|(0.5,0.0,0.5)} |  —-x+1/2,-y,+z+1/2 |
| {2_xx0|(0.25,0.75,0.75)} | +y+1/4,+x+3/4,-z+3/4 |
| {47-_00z|(0.25,0.25,0.75)} | +y+1/4,-x+1/4,+z+3/4 |



| {2 0y0|(0 5,0.0,0.0) | ~x+1/2,+y, -2 |
| {2_x-x0|(0.25,0.25,0.25)} | -y+1/4,-x+1/4,-z+1/4 |
| {-1|(0.0,0.0,0.0)} | -X,=Y,~Z |
| {-4"+_00z|(0.25,0.75,0.25)} | +y+1/4,-x+3/4,-z+1/4 |
| {m_0yz|(0.0,0.0,0.5)} | -X,+y,+z+1/2 |
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_x-xz|(0.25,0.75,0.75)} | -y+1/4,-x+3/4,+z+3/4 |
| {-4"-_00z|(0.25,0.25,0.75)} | -y+1/4,+x+1/4,-z+3/4 |
| {m_x0z|(0.5,0.0,0.0)} | +Xx+1/2,-y,+z |
|  {m_xxz|(0.25,0.25,0.25)} | +y+1/4,+x+1/4,+z+1/4 |
| {1/(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {47+_00z|(0.75,0.25,0.75)} | -y+3/4,+x+1/4,+z+3/4 |
| {2_x00|(0.5,0.5,0.0)} |  +x+1/2,-y+1/2,-z |
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_xx0|(0.75,0.25,0.25)} | +y+3/4,+x+1/4,-z+1/4 |
| {47-_00z|(0.75,0.75,0.25)} | +y+3/4,-x+3/4,+z+1/4 |
| {2_oy0|(0.0,0.5,0.5)} | —x,+y+1/2,-z+1/2 |
| {2_x-x0|(0.75,0.75,0.75)} | -y+3/4,-x+3/4,-z+3/4 |
| {-1|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,-z+1/2 |
| {-4"+_00z|(0.75,0.25,0.75)} | +y+3/4,-x+1/4,-z+3/4 |
| {m_0yz|(0.5,0.5,0.0)} | -X+1/2,+y+1/2,+z |
| {m_xy0|(0.0,0.5,0.0)} | +X,+y+1/2,-z |
| {m_x-xz|(0.75,0.25,0.25)} | -y+3/4,-x+1/4,+z+1/4 |
| {-4~-_00z|(0.75,0.75,0.25)} | -y+3/4,+x+3/4,-z+1/4 |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
|  {m_xxz|(0.75,0.75,0.75)} | +y+3/4,+x+3/4,+z+3/4 |
soksokok ok oKk oKk ok kKR Kok oKk

space group: 143 {'Hall': 'P 3', 'HM': 'P 3'}

Crystal system: Trigonal

+X,+Y, +2Z

—Y,+X=Y, 42

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {3°+_002](0.0,0.0,0.0)} | -y,+x-y,+z |

| {37~_00z|(0.0,0.0,0.0)} | +y—-x,-X,+z |

soksokk koK kKR KRRk kKoK

space group: 144 {'Hall': ' P 31', 'HM': 'P 31'}
Crystal system: Trigonal

+X, 4y, +2

-y, +x-y,+z+1/3

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |



{3~+_00z|(0.0,0
{3~—_00z|(0.0,0

.333333333333) } | -y,+x-y,+z+1/3 |
.666666666667)} | +y-x,—x,+z+2/3 |

_I. ——

skokskokskokskokskkokkokskokkokkkkokk

space group: 145 {'Hall': ' P 32', 'HM': 'P 32'}
Crystal system: Trigonal
+X,ty,+z

-y, +Xx-y,+z+2/3

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z I
| {3°+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {37-_00z|(0.0,0.0,0.333333333333)} | +y-Xx,-Xx,+z+1/3 |

skokskokokokokokokokokokokokokokokokokok ok ok
space group: 146:H {'Hall': 'R 3', 'HM': 'R 3:H'}
Crystal system: Trigonal

Setting: H

+X,+Yy,+2

-y, tX-y,+z

I Seitz

Jones

| {1(0.0,0.0,0.0)}
+X,+Yy,+2 |

| {3~+_00z|(0.0,0.0,0.0) }
Y, +X-y,+Z

I
| {3~-_00z|(0.0,0.0,0.0)}
+y—X, =X, +Z |
| {1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y+2/3,+z+2/3 |
| {37+_00z](0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x-y+2/3,+z+2/3 |
| {37-_00z](0.333333333333,0.666666666667,0.666666666667) }
+1/3,-x+2/3,+z+2/3 |
| {1](0.666666666667,0.333333333333,0.333333333333) }
+2/3,+y+1/3,+z+1/3 |
| {3°+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+x-y+1/3,+z+1/3 |
| {37-_00z|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,-x+1/3,+z+1/3 |

+X

+y—X

+X

+y—X



sokskskokskskokokskokokokskokokokokokokokok
space group: 146:R {'Hall': 'P 3x', 'HM': 'R 3:R'}
Crystal system: Trigonal

Setting: R

+X,+y, +Z

+Z,+X,+y

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+y,+Z |

| {3"+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |

| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+X |
skokokokskskokokskkokokokskkokokokkokokok

space group: 147 {'Hall': '-P 3', 'HM': 'P -3'}
Crystal system: Trigonal

+X,+Yy, +Z

—Y, +X=Y, +2Z

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +x,+y,+z |
| {3°+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {3~-_00z|(0.0,0.0,0.0)} | +y-X,-X,+z |
| {-1|(0.0,0.0,0.0)} | -x,-y,-z |
| {-37+_002|(0.0,0.0,0.0)} | +y,+y-Xx,-z |
| {-37-_002|(0.0,0.0,0.0)} | +x-y,+X,-z |

skekskokokokokokokokokokokokokokokokokokokok
space group: 148:H {'Hall': '-R 3', 'HM': 'R -3:H'}
Crystal system: Trigonal

Setting: H

+X,+Yy,+2

Y, tX-y, 4z

| Seitz

| {1(0.0,0.0,0.0)}
+X,+Yy,+2 |

| {3~+_00z|(0.0,0.0,0.0) }
=Y, Xy, +2Z I

| {3~-_00z|(0.0,0.0,0.0) }
+y—=X, =X, +Z |




| {-1|(0.0,0.0,0.0)}

=X, =Y, =2 |

| {-3”+_00z|(0.0,0.0,0.0) }

+y, +y-X, -2 I

| {-3~-_00z|(0.0,0.0,0.0) }

+X-Y,+X,-Z |

| {1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y+2/3,+z+2/3 |

| {37"+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x-y+2/3,+z+2/3

| {3"-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,-x+2/3,+z+2/3 |

| {-1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,-y+2/3,-2+2/3 |

| {-37+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y-x+2/3,-z+2/3 |

| {-37~-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x+2/3,-2+2/3 |

| {1](0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y+1/3,+z+1/3 |

| {3"+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+x-y+1/3,+z+1/3 |

| {3"-_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,-x+1/3,+z+1/3 |

| {-1](0.666666666667,0.333333333333,0.333333333333)}
+2/3,-y+1/3,-z+1/3 |

| {-3"+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y-x+1/3,-z+1/3 |

| {-37"-_00z|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,+x+1/3,-z+1/3 |

skokokskokokokskkokskokokokkkokkkokkk

space group: 148:R {'Hall': '-P 3x', 'HM': 'R -3:R'}
Crystal system: Trigonal

Setting: R

+X,+y,+2

+Z,+X,+y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+z |
| {3"+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {-1/(0.0,0.0,0.0)} | =X,-y,-z |
| {-3"+_xxx|(0.0,0.0,0.0)} | -z,-Xx,-y |
| {-3"-_xxx|(0.0,0.0,0.0)} | -y,-z,-X |

skokokskokokokskokokskokokokkokokkkokkk

ty
+X-y

+X

ty

+X=y



space group: 149 {'Hall': 'P 3 2', 'HM': 'P 3 1 2'}
Crystal system: Trigonal

+X,+Yy,+Z
=Y, +X=Y, +2

-y, X,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {3+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_x-x0|(0.0,0.0,0.0)} | -y,—x,-z |
| {3~-_00z|(0.0,0.0,0.0)} | +y-x,—-x,+z |
| {m_2xx0|(0.0,0.0,0.0)} | +X,+x-y,-z |
| {2_x2x0|(0.0,0.0,0.0)} | +y-x,+y,-z |

sokskokokokokokokokokokokokokokokokokokokok
space group: 150 {'Hall': 'P 3 2"', 'HM': 'P 3 2 1'}
Crystal system: Trigonal

+X,+Y, +2
-y, tX-Y, +2

+y,+X,-2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+y,+z |
| {3+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_xx0]|(0.0,0.0,0.0)} | +y,+x,-z |
| {37-_002](0.0,0.0,0.0)} | +y-x,-Xx,+z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y-X,-z |
| {2_x00]|(0.0,0.0,0.0)} | +x-y,-y,-z |

skokokskokokokskokokskkokokkokokkkokkk

space group: 151 {'Hall': ' P 31 2c (0,0,1)', 'HM': 'P 31 1 2'}
Crystal system: Trigonal
+X,+Y, +2
-y, +Xx-y,+z+1/3
-y,—X,-z+2/3
Seitz Jones
+X,+Y, +2
{3~+_00z| (0

{2_x-x0| (0. 0, .0,0.666666666667) } -y,=X,-z+2/3
{3~-_00z|(0.0,0.0,0.666666666667) } +y—-X,=X,+z+2/3
{m_2xx0](0.0,0.0,0.0)} +X, +X-Y, -2
0,0.3

I

| {1 |( ,0 0,0.0)}
| 0.0

I

| X

| {2_x2x0|(0.0,0.0,0.333333333333)} | +y-x,+y,-z+1/3

I I
I I
0.333333333333)} | -y, +x-y,+z+1/3 |
I I
I I
I I
I I




skokokskokokokskkokskkokokkokokkkokkk

space group: 152 {'Hall': ' P 31 2"', 'HM': 'P 31 2 1'}
Crystal system: Trigonal

+X,+Y,+2

-y, +x-y,+z+1/3

ty,+X,-2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z I
| {3+_00z|(0.0,0.0,0.333333333333)} | -y,+x-y,+z+1/3 |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {3~-_00z|(0.0,0.0,0. 666666666667) Y| oAy-Xx,—x,+z+2/3 |
| {2_0y0|(0.0,0.0,0.333333333333)} | —-x,+y-X,-z+1/3 |
| {2_x00|(0.0,0.0,0.666666666667) } | +X-y,-y,-z+2/3 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 153 {'Hall': ' P 32 2c (0,0,-1)', 'HM': 'P 32 1 2'}
Crystal system: Trigonal

+X,+Y,+2

-y, +Xx-y,+z+2/3

-y,—X,-z+1/3

| Seitz | Jones |
| {1 |( ,0 0,0.0)} | +X,+Y, +2 |
| {3°+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {2_x-x0] (0. 0, .0,0.333333333333)} | -y,-Xx,-z+1/3 |
| {37-_00z|(0.0,0.0,0.333333333333)} | +y-Xx,—-Xx,+z+1/3 |
| {m_2xx0|(0.0,0.0,0.0) } | +X,+x-y,-2 |
| {2_x2x0|(0.0,0.0,0.666666666667)} | +y-Xx,+y,—-z+2/3 |

sokokskokokokskokokskokokokkokokkkokkk

space group: 154 {'Hall': ' P 32 2"', 'HM': 'P 32 2 1'}
Crystal system: Trigonal

+X,+Y, +2

-y, +X-y,+z+2/3

+y,+X,-Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {3~+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {2_xx0](0.0,0.0,0.0) } | +y,+X, -2 |
| {37-_00z|(0.0,0.0,0. 333333333333) | +y-X,-x,+z+1/3 |



.0,0.666666666667)} | —x,+y-x,-z+2/3 |
0,0.333333333333)} | +x-y,-y,-z+1/3 |

skokokokskskskskskokkokskskskokokkskokokok

space group: 155:H {'Hall': ' R 3 2"', 'HM': 'R 32:H'}
Crystal system: Trigonal

Setting: H

+X,+Yy,+Z

—Y, Xy, +2z

1y, +X,-2z

| Seitz

| {1](0.0,0.0,0.0)} |

+X,+Yy,+2 |

| {3~+_00z|(0.0,0.0,0.0) } |
Y, +X=y, +z I

| {2_xx0|(0.0,0.0,0.0) } |
+y;+X,—Z

I
| {3~-_00z|(0.0,0.0,0.0) } |
+y—X, =X, +Z |
| {2_0y0|(0.0,0.0,0.0) } |
X,+y—-X,-Z |
| {2_x00|(0.0,0.0,0.0) } |
TX=Y,—Y,—2Z |
| {1](0.333333333333,0.666666666667,0.666666666667) } |  +x
+1/3,+y+2/3,+z+2/3 |
| {3”+_00z|(0.333333333333,0.666666666667,0.666666666667)} | -y
+1/3,+x-y+2/3,+z+2/3 |
| {2_xx0|(0.333333333333,0.666666666667,0.666666666667)} | +Yy
+1/3,+x+2/3,-2+2/3 |
| {3~-_00z]|(0.333333333333,0.666666666667,0.666666666667)} | +y—-X
+1/3,-x+2/3,+z+2/3 |
| {2_0y0|(0.333333333333,0.666666666667,0.666666666667)} | -X
+1/3,+y-x+2/3,-z+2/3 |
| {2_x00]|(0.333333333333,0.666666666667,0.666666666667)} | +x-y
+1/3,-y+2/3,-2+2/3 |
| {1](0.666666666667,0.333333333333,0.333333333333)} |  +x
+2/3,+y+1/3,+z+1/3 |
| {3”+_00z|(0.666666666667,0.333333333333,0.333333333333)} | -vy
+2/3,+x-y+1/3,+z+1/3 |
| {2_xx0|(0.666666666667,0.333333333333,0.333333333333)} | +y
+2/3,+x+1/3,-z+1/3 |
| {3”-_00z|(0.666666666667,0.333333333333,0.333333333333)} | +y-X
+2/3,-x+1/3,+z+1/3 |
| {2_0y0|(0.666666666667,0.333333333333,0.333333333333)} | -x
+2/3,+y-x+1/3,-z+1/3 |
| {2_x00|(0.666666666667,0.333333333333,0.333333333333)} | +x-y



+2/3,-y+1/3,-z+1/3 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 155:R {'Hall': ' P 3% 2', 'HM': 'R 32:R'}
Crystal system: Trigonal

Setting: R

+X,+Y,+2

+Z,+X,+y

-y, X,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+z |
| {3"4_xxx|(0.0,0.0,0.0)} | +z,+X,+y |
| {2_x-x0|(0.0,0.0,0.0)} | -y,-Xx,-z |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {2_-x0x|(0.0,0.0,0.0)} | -z,-y,-Xx |
| {2_0y-y|(0.0,0.0,0.0)} | -Xx,-z,-y |

sokskokokokokokokokokokokokokokokokokokokok
space group: 156 {'Hall': 'P 3 -2"', 'HM': 'P 3 m 1'}
Crystal system: Trigonal

+X,+Yy,+Z
=Y, +X=Y, +2

-y, X,+z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {37+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,-Xx,+z |
| {3~-_00z|(0.0,0.0,0.0)} | +y-x,-x,+z |
| {m_2xxz|(0.0,0.0,0.0)} | +X,+Xx-y,+z |
| {m_x2xz|(0.0,0.0,0.0)} | +y-x,+y,+z |

skkskskskokokskskokokskokokokokskskkokok ok
space group: 157 {'Hall': 'P 3 -2', 'HM': 'P 3 1 m'}
Crystal system: Trigonal

+X,+Y,+2

Y, Xy, +2Z

+y, +X,+Z




{1/(0.0,0.0,0.0)} +X,+Y, +2Z
{37+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z
{m_xxz|(0.0,0.0,0.0)} +y, +X, +Z

{m_0yz|(0.0,0.0,0.0)} —X, +y—X, +2Z

I I I
I I I
I I I
| {37-_002](0.0,0.0,0.0)} | +y-x,-Xx,+z |
I I I
| {m_x0z|(0.0,0.0,0.0)} | +x-y,-y,+z |

skokskokokokokokokokokokokokokokokokokokokok
space group: 158 {'Hall': 'P 3 -2"c¢', 'HM': 'P 3 c 1'}
Crystal system: Trigonal

+X,+Yy,+2

Y, tX-y, 4z

-y,—X,+z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {3°+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,—x,+z+1/2 |
| {3~-_00z|(0.0,0.0,0.0)} | +y-Xx,—Xx,+z |
| {m_2xxz|(0.0,0.0,0.5)} | +X,+x-y,+z+1/2 |
| {m_x2xz|(0.0,0.0,0.5)} | +y-x,+y,+z+1/2 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 159 {'Hall': 'P 3 -2c¢', 'HM': 'P 3 1 c'}
Crystal system: Trigonal

+X,+Y,+2

Y, tX-y,+2

+y,+X,+z+1/2

Seitz Jones
{1(0.0,0.0,0.0)} +X,+Y, +2
{3~+_00z|(0.0,0.0,0.0) } -y, +X=y,+Z

{m_xxz|(0.0,0.0,0.5)}
{3~ OOzl(O 0,0.0,0.0)}
{m_0yz|(0.0,0.0,0.5)}
{m_x0z|(0.0,0.0,0.5)}

+y,+X,+z+1/2
+y—X, =X, +Z

-X,+y—=X,+z+1/2

+X=y,-y,+z+1/2

e e i
e e e
+—t— 4+

skokskokskokokskskokokokokskokokskskkkokok
space group: 160:H {'Hall': 'R 3 -2"', 'HM': 'R 3 m:H'}
Crystal system: Trigonal

Setting: H

+X,+Y, +2

—Y,tX-y, +z

—-y,—X,+Z



Seitz

|

Jones

| {1/(0.90,0.0,0.0)}
+X,+Yy,+2

| {3~+_00z|(0.0,0.0,0.0)}
Yy, +X=y,+z

| {m_x-xz|(0.0,0.0,0.0) }
-y, X,%z |

| {3~-_00z|(0.0,0.0,0.0) }
+y—-X, =X, +Z |

| {m_2xxz|(0.0,0.0,0.0) }
+X, +X-Y,+Z |

| {m_x2xz|(0.0,0.0,0.0) }
+y—X,+Yy,+2

I
| {1](@.333333333333,0.666666666667,0.666666666667 ) }

+1/3,+y+2/3,+z+2/3 |

| {37+_00z](0.333333333333,0.666666666667,0.666666666667) }

+1/3,+x-y+2/3,+z+2/3 |

| {m_x-xz|(@.333333333333,0.666666666667,0.666666666667) }

+1/3,-x+2/3,+z+2/3 |

| {37-_00z](0.333333333333,0.666666666667,0.666666666667) }

+1/3,-x+2/3,+z+2/3 |

| {m_2xxz|(@.333333333333,0.666666666667,0.666666666667) }

+1/3,+x-y+2/3,+z+2/3 |

| {m_x2xz|(@.333333333333,0.666666666667,0.666666666667) }

+1/3,+y+2/3,+z+2/3 |

| {1|(0.666666666667,0.333333333333,0.333333333333) }

+2/3,+y+1/3,+z+1/3 |

| {37+_00z|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,+x-y+1/3,+z+1/3 |

| {m_x-xz|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,-x+1/3,+z+1/3 |

| {37-_00z|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,-x+1/3,+z+1/3 |

| {m_2xxz|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,+x-y+1/3,+z+1/3 |

| {m_x2xz|(0.666666666667,0.333333333333,0.333333333333)}

+2/3,+y+1/3,+z+1/3 |

skokskokokokokokokokokokokokokokokokokokokok
space group: 160:R {'Hall': 'P 3% -2', 'HM':
Crystal system: Trigonal

Setting: R

+X,+Y,+2

+Z,+X,+y

+y, +X,+2Z

'R 3 m:R'}

+y—X

+X

+y—X

+X

+y—X
+X

+y—X



Seitz | Jones

{1|(0.0,0.0,0.0)} +X,+Yy, +Z
+Z,+X, +y
{m_xxz|(0.0,0.0,0.0) } +y, +X,+Z

I
I
| {3~+_xxx|(0.0,0.0,0.0)}
I
I
I
I

I

|
{37—_xxx|(0.0,0.0,0.0)} | +y,+z,+X
{m_xyx|(0.0,0. | +z,+y,+X
{m_xyy|(0.0,0 | +x,+z,+y

+ —— e —— .4_ —

skokskokskokskokskkokkokkokkokkokkokk

space group: 161:H {'Hall': 'R 3 -2"c', 'HM':

Crystal system: Trigonal
Setting: H

+X,+Yy,+Z

-y, Xy, +z

-y,—X,+z+1/2

'R 3 c:H'}

| Seitz

Jones

| {1)(0.0,0.0,0.0)}
+X,+Yy,+2 |

| {3~+_00z|(0.0,0.0,0.0) }
Y, +X=y, +z I

| {m_x-xz|(0.0,0.0,0.5)}
y,—X,+z+1/2 |

| {3~-_00z|(0.0,0.0,0.0) }
+y—X, =X, +Z |

| {m_2xxz|(0.0,0.0,0.5)}
+X-y,+z+1/2 |

| {m_x2xz|(0.0,0.0,0.5)}
X,+y,+z+1/2

| {1](@.333333333333,0.666666666667,0.666666666667 ) }

+1/3,+y+2/3,+z+2/3 |

| {37+_00z](0.333333333333,0.666666666667,0.666666666667) }

+1/3,+x-y+2/3,+z+2/3 |

| {m_x-xz|(@.333333333333,0.666666666667,0.166666666667) }

+1/3,-x+2/3,+z+1/6 |

| {37-_00z](0.333333333333,0.666666666667,0.666666666667) }

+1/3,-x+2/3,+z+2/3 |

| {m_2xxz|(0.333333333333,0.666666666667,0.166666666667) }

+1/3,+x-y+2/3,+z+1/6 |

| {m_x2xz|(0.333333333333,0.666666666667,0.166666666667) }

+1/3,+y+2/3,+z+1/6 |

| {1](0.666666666667,0.333333333333,0.333333333333)}

+2/3,+y+1/3,+z+1/3 |

| {37+_00z|(0.666666666667,0.333333333333,0.333333333333)} |

+X,

+y—

+X

+y—X

+X

+y—X

+X

|
<



+2/3,+x-y+1/3,+z+1/3 |

| {m_x-xz|(0.666666666667,0.333333333333,0.833333333333)} | -y
+2/3,-x+1/3,+z+5/6 |

| {3”-_00z|(0.666666666667,0.333333333333,0.333333333333)} | +y-X
+2/3,-x+1/3,+z+1/3 |

| {m_2xxz|(0.666666666667,0.333333333333,0.833333333333)} | +x
+2/3,+x-y+1/3,+z+5/6 |

| {m_x2xz|(0.666666666667,0.333333333333,0.833333333333)} | +y-X
+2/3,+y+1/3,+z+5/6 |

skkskskokokokskskokokskskokokokskskk ok ok ok
space group: 161:R {'Hall': 'P 3% -2n', 'HM': 'R 3 c:R'}
Crystal system: Trigonal

Setting: R

+X,+y, +Z

+Z,+X,+y

+y+1/2,+x+1/2,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+Z |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X, +y |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {37-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {m_xyx|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
skkokokskskokokk kKRR KoKk kKoK

space group: 162 {'Hall': '-P 3 2', 'HM': 'P -3 1 m'}
Crystal system: Trigonal

+X,+Y, +2

Y, tX-y, +Z

—Y,=X,—2Z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+y,+z |

| {3”+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |

| {3~-_00z|(0.0,0.0,0.0)} | +y—x,-X,+z |

| {m_2xx0|(0.0,0.0,0.0)} | +x,+x-y,-z |

| {2_x2x0|(0.0,0.0,0.0)} | +y-Xx,+y,-z |

| {-1/(0.0,0.0,0.0)} | —x,-y,-z |

| {-37+_00z2|(0.0,0.0,0.0)} | +y,+y-Xx,-z |

| {m_xxz|(0.0,0.0,0.0)} | 4y, +x,+z2 |

| {-37-_00z2|(0.0,0.0,0.0)} | +x-y,+x,-z |

| {m_0yz|(0.0,0.0,0.0)} | =X,+y-Xx,+z |



{m_x0z|(0.0,0.0,0.0)}

+X-y,-y,tz |

skokokskokokokskkokskkokokkokokkkokkk

4
T

space group: 163 {'Hall': '-P 3 2c¢', 'HM': 'P
Crystal system: Trigonal

+X,+Yy,+Z

—Y, XY, +2Z

-y,—X,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {3~+_00z|(0.0,0.0,0.0)} | -y, +X-y,+z |
| {2_x-x0|(0.0,0.0,0.5)} | -y,—x,-z+1/2 |
| {3~~_00z|(0.0,0.0,0.0)} | +y—X, =X, +Z |
| {m_2xx0|(0.0,0.0,0.5)} | +x,+x-y,-z+1/2 |
| {2_x2x0|(0.0,0.0,0.5)} | +y-X,+y,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-3°+_002|(0.0,0.0,0.0)} | +y,+y-x,-z |
| {m_xxz|(0.0,0.0,0.5)} | +y,+Xx,+2+1/2 |
| {-37-_00z|(0.0,0.0,0.0)} | +x-y,+X,-Z |
| {m_0yz|(0.0,0.0,0.5)} | =Xx,+y—-Xx,+z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x-y,-y,+z+1/2 |
sorokskoroksorokskokokskokokskokokskokokok

space group: 164 {'Hall': '-P 3 2"', 'HM': 'P

Crystal system: Trigonal
+X,+Yy,+Z
-y, +X-Y,+Z
+y,+X,-Z

Seitz

Jones

{11(0.0,0.0,0.0)}
{3~+_002|(0.0,0.0,0.0)}
{2_xx0|(0.0,0. 0 0.0)}
0,0. 0)}

{37~
{2_oyo| (0.0
{2_x00| (0.0

{-1|(0.0,

002|(0 0,0

0.

0.
0.

{-3~+_002|(0.0,0
{m_x-xz|(0.0,0. @,@ 0

0,

0
0

0.
.0

{-3~-_00z|(0.0,0.0
{m_2xxz|(0.0,0.0,
{m_x2xz|(0.0,0.0,

’

41
41

I
+X,+y,+z |
-y, tX=-y,+z |

+y,+X,-z2 |
+y—=X, =X, +Z |
-X,+y-X,-z |
+X-Y,-Y,-Z |

=-X,-Y,—Z I
ty,+ty—X, -z I

-y,=X,+z |
+X=Y,+X,-Z |
+X,+X-Y,+Z |
+y=X,+y,+Z |

—_—— +— ¢+

-31¢c'}

-3m1'}



skokskokskokskokskkokkokkkkkkokkokk

space group: 165 {'Hall': '-P 3 2"c', 'HM': 'P -3 c 1'}
Crystal system: Trigonal

+X,+Yy,+2

-y, tX-y, +z

+y,+x,-z+1/2

| Seitz | Jones |
| {1/(0.90,0.0,0.0)} | +X,+y, +Z I
| {37+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |
| {3~-_00z|(0.0,0.0,0.0)} | +y-Xx,-X,+z |
| {2_0y0|(0.0,0.0,0.5)} | —x,+y-x,-z+1/2 |
| {2_x00|(0.0,0.0,0.5)} | +x-y,-y,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-37+_002|(0.0,0.0,0.0)} | +y,+y-Xx,-z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-Xx,+z+1/2 |
| {-37-_002|(0.0,0.0,0.0)} | +x-y,+X,-Z |
| {m_2xxz|(0.0,0.0,0.5)} | +x,+x-y,+z+1/2 |
| {m_x2xz|(0.0,0.0,0.5)} | +y-x,+y,+z+1/2 |
skkskskokokokskskokokskskokokokkskkok ok ok

space group: 166:H {'Hall': '-R 3 2"', 'HM': 'R -3 m:H'}
Crystal system: Trigonal

Setting: H

+X,+y, +Z

—Y, +X=Y, +2Z

1y, +X,-2

| Seitz

Jones

| {1/(0.90,0.0,0.0)}
+X,+Yy,+2 |

| {37+_00z|(0.0,0.0,0.0) }
=Y, Xy, +2z I

| {2_xx0|(0.0,0.0,0.0)}
+y,+X,-2 |

| {3~-_00z|(0.0,0.0,0.0)}
+y—=X, =X, +Z |

| {2_oy0|(0.0,0.0,0.0)}
—X, +y=X, -2 |

| {2_x00|(0.0,0.0,0.0)}
TX=Y, -y, 2 |

| {-1|(0.0,0.0,0.0)}
-X,=Y,~2Z I

| {-3~+_00z|(0.0,0.0,0.0)}



+y, +y-X, -2 I

| {m_x-xz|(0.0,0.0,0.0) }

-y, X,+Z |

| {-3~-_00z|(0.0,0.0,0.0) }

+X-Y,+X,-Z |

| {m_2xxz|(0.0,0.0,0.0) }

+X,+X-Y,+Z |

| {m_x2xz|(0.0,0.0,0.0) }

+y—-X,+y,+2 |

| {1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y+2/3,+z+2/3 |

| {37+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x-y+2/3,+z+2/3 |

| {2_xx0|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x+2/3,-2+2/3 |

| {3"-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,-x+2/3,+z+2/3 |

| {2_0y0|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y-x+2/3,-z+2/3 |

| {2_x00|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,-y+2/3,-2+2/3 |

| {-1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,-y+2/3,-2+2/3 |

| {-37+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y-x+2/3,-z+2/3 |

| {m_x-xz|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,-x+2/3,+z+2/3 |

| {-3"-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x+2/3,-2+2/3 |

| {m_2xxz|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x-y+2/3,+z+2/3 |

| {m_x2xz|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y+2/3,+z+2/3 |

| {1](0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y+1/3,+z+1/3 |

| {3”"+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+x-y+1/3,+z+1/3 |

| {2_xx0|(0.666666666667,0.333333333333,0.333333333333) }
+2/3,+x+1/3,-z+1/3 |

| {3"-_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,-x+1/3,+z+1/3 |

| {2_0y0|(0.666666666667,0.333333333333,0.333333333333) }
+2/3,+y-x+1/3,-z+1/3 |

| {2_x00|(0.666666666667,0.333333333333,0.333333333333) }
+2/3,-y+1/3,-z+1/3 |

| {-1](0.666666666667,0.333333333333,0.333333333333)}
+2/3,-y+1/3,-z+1/3 |

| {-3"+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y-x+1/3,-z+1/3 |

| {m_x-xz|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,-x+1/3,+z+1/3 |

| {-37-_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+x+1/3,-z+1/3 |

| {m_2xxz|(0.666666666667,0.333333333333,0.333333333333)}

+X-y

+X

+y—X

+X

ty
-y
+X-Yy

+X



+2/3,+x-y+1/3,+z+1/3 |
| {m_x2xz|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y+1/3,+z+1/3 |

skokokokskokskokskkokkokkokkokkkkokk

space group: 166:R {'Hall': '-P 3% 2', 'HM': 'R -3 m:R'}
Crystal system: Trigonal

Setting: R

+X,+y,+2

+Z,+X,+y

-y, X,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+z |
| {3"+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |
| {2_x-x0|(0.0,0.0,0.0)} | -y,—x,-z |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {2_-x0x|(0.0,0.0,0.0)} | -z,-y,-x |
| {2_0y-y|(0.0,0.0,0.0)} | -x,-z,-y |
| {-1/(0.0,0.0,0.0)} | =X,-y,-z |
| {-3"+_xxx|(0.0,0.0,0.0)} | -z,-x,-y |
| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |
| {-3"-_xxx|(0.0,0.0,0.0)} | -y,-z,-x |
| {m_xyx|(0.0,0.0,0.0)} | +z,+y,+x |
| {m_xyy|(0.0,0.0,0.0)} | +X,+42Z,+y |
skokokokokkokoksk kR kokKoR sk sk kR ok

space group: 167:H {'Hall': '-R 3 2"c', 'HM': 'R -3 c:H'}
Crystal system: Trigonal

Setting: H

+X,+Y,+2

Y, tX-y, +z

+y,+X,-z+1/2

| Seitz

Jones

| {1(0.0,0.0,0.0)}
+X,+Y, +2

| {3~+_00z|(0.0,0.0,0.0) }
Y, tX=y, +Z

+y,+X,-z+1/2

{2_xx0](0.0,0.0,0.5)}

{3~

_00z|(0.0,0.0,0.0)}



+y—-X,=X,+2 |

| {2_0y0|(0.0,0.0,0.5)}

X,+y-X,-z+1/2 |

| {2_x00|(0.0,0.0,0.5)}

+X-y,-y,-z+1/2 |

| {-1/(0.0,0.0,0.0)}

—X, =Y, ~2Z |

| {-3*+_00z|(0.0,0.0,0.0) }

+y,+y-X,-Z |

| {m_x-xz|(0.0,0.0,0.5)}

y,—X,+z+1/2 |

| {-3~-_00z|(0.0,0.0,0.0) }

+X-Y,+X, -2 |

| {m_2xxz|(0.0,0.0,0.5)}

+X,+X-y,+z+1/2 |

| {m_x2xz|(0.0,0.0,0.5) }

+y—X,+Yy,+z+1/2

| {1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y+2/3,+z+2/3 |

| {37+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x-y+2/3,+z+2/3 |

| {2_xx0|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,+x+2/3,-z+1/6 |

| {3"-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,-x+2/3,+z+2/3 |

| {2_0y0|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,+y-x+2/3,-z+1/6 |

| {2_x00|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,-y+2/3,-z+1/6 |

| {-1](0.333333333333,0.666666666667,0.666666666667) }
+1/3,-y+2/3,-2+2/3 |

| {-37+_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+y-x+2/3,-z+2/3 |

| {m_x-xz|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,-x+2/3,+z+1/6 |

| {-37-_00z]|(0.333333333333,0.666666666667,0.666666666667) }
+1/3,+x+2/3,-2+2/3 |

| {m_2xxz|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,+x-y+2/3,+z+1/6 |

| {m_x2xz|(0.333333333333,0.666666666667,0.166666666667) }
+1/3,+y+2/3,+z+1/6 |

| {1](0.666666666667,0.333333333333,0.333333333333)}
+2/3,+y+1/3,+z+1/3 |

| {3"+_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,+x-y+1/3,+z+1/3 |

| {2_xx0|(0.666666666667,0.333333333333,0.833333333333) }
+2/3,+x+1/3,-z+5/6 |

| {3"-_00z|(0.666666666667,0.333333333333,0.333333333333)}
+2/3,-x+1/3,+z+1/3 |

| {2_0y0|(0.666666666667,0.333333333333,0.833333333333) }
+2/3,+y-x+1/3,-z+5/6 |

| {2_x00|(0.666666666667,0.333333333333,0.833333333333) }
+2/3,-y+1/3,-z+5/6 |

| {-1](0.666666666667,0.333333333333,0.333333333333)}

+X-y

+X

+y—X

+X



+2/3r _y+1/3r _Z+1/3 |

| {-3"+_00z|(0.666666666667,0.333333333333,0.333333333333)} |
+2/3,+y-x+1/3,-z+1/3 |

| {m_x-xz|(0.666666666667,0.333333333333,0.833333333333)} |
+2/3,-x+1/3,+z+5/6 |

| {-37~-_00z|(0.666666666667,0.333333333333,0.333333333333)} |
+2/3,+x+1/3,-z+1/3 |

| {m_2xxz|(0.666666666667,0.333333333333,0.833333333333)} |
+2/3,+x-y+1/3,+z+5/6 |

| {m_x2xz|(0.666666666667,0.333333333333,0.833333333333)} |
+2/3,+y+1/3,+z+5/6 |

skokokokskokskokskkokkokkokkokkokkokk

space group: 167:R {'Hall': '-P 3% 2n', 'HM': 'R -3 c:R'}
Crystal system: Trigonal

Setting: R

+X,+Y, +2

+Z,+X,+y

-y+1/2,-x+1/2,-z+1/2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {3*-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {2_-x0x]|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,-x+1/2 |
| {2_oy-y|(0.5,0.5,0.5)} | -x+1/2,-z+1/2,-y+1/2 |
| {-1|(0.0,0.0,0.0)} | —X,=Y,-2Z I
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-37—_xxx|(0.0,0.0,0.0)} | -y,=Z,-X |
| {m_xyx|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |

sokskokskokokokokokokokokokokokokokokokokok
space group: 168 {'Hall': 'P 6', 'HM': 'P 6'}
Crystal system: Hexagonal

+X,+Yy,+2

+X-Y, +X,+Z

Seitz Jones

{6"+_00z|(0.0,0.0,0.0)} | +Xx-y,+x,+z
{37+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z

| | |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| | |
| | |
| {2_002|(0.0,0.0,0.0)} | -x,-y,+z |



| {37-_002|(0.0,0.0,0.0)} | +y—x,-X,+z |

| {67-_00z|(0.0,0.0,0.0)} | +y,+y-Xx,+z |

skekskokokokokokokokokokokokokokokokokokokok

space group: 169 {'Hall': ' P 61', 'HM': 'P 61'}

Crystal system: Hexagonal

X, 1y, +z

+X-y,+X,+z+1/6

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z I
| {6"+_00z|(0.0,0.0,0.166666666667)} | +x-y,+X,+z+1/6 |
| {3”+_00z|(0.0,0.0,0.333333333333)} | -y,+x-y,+z+1/3 |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {3~-_00z|(0.0,0.0,0. 666666666667)} | +y-x,-X,+z+2/3 |
| {6"-_00z|(0.0,0.0,0.833333333333)} | +y,+y-X,+z+5/6 |
skokskokokokokokokokokokokokokokokokokokokok

space group: 170 {'Hall': ' P 65', 'HM': 'P 65'}
Crystal system: Hexagonal

+X,+y,+2

+X-y,+X,+z+5/6

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z I
| {6"+_00z|(0.0,0.0,0.833333333333)} | +x-y,+X,+z+5/6 |
| {3~+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {3~-_00z|(0.0,0.0,0. 333333333333)} | +y-Xx,-x,+z+1/3 |
| {6~-_00z|(0.0,0.0,0.166666666667)} | +y,+y-X,+z+1/6 |
skokskokokokokokokokokokokokokokokokokok ok ok

space group: 171 {'Hall': ' P 62', 'HM': 'P 62'}
Crystal system: Hexagonal

+X,+y,+Z

+X-y,+X,+z+1/3

| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+Y, +2 |
| {6"+_00z|(0.0,0.0,0.333333333333)} | +x- y,+x +z+1/3 |
| {3”+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {2_002|(0.0,0.0,0.0)} | =X, =Y,z |



| {3~-_00z|(0.0,0.0,0.333333333333)} | +y-x,-x,+z+1/3 |
| {6~-_00z|(0.0,0.0,0.666666666667)} | +Y,Hyx,4242/3 |

skokskokskokskokskkokkokskokkokkkkokk

space group: 172 {'Hall': ' P 64', 'HM': 'P 64'}
Crystal system: Hexagonal
+X,ty,+z

+X-y,+X,+z+2/3

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z I
| {6”+_00z|(0.0,0.0,0.666666666667)} | +x-y,+x,+z+2/3 |
| {3”+_00z|(0.0,0.0,0.333333333333)} | -y,+x-y,+z+1/3 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {3~-_00z|(0.0,0.0,0. 666666666667)} | +y-Xx,-x,+z+2/3 |
| {6"-_00z|(0.0,0.0,0.333333333333)} | +y,+y—-X,+z+1/3 |
skkokokskskkokk kKRR KoKk kKooK

space group: 173 {'Hall': ' P 6¢', 'HM': 'P 63'}
Crystal system: Hexagonal

+X,+Yy,+2
+X=y,+X,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {6"+_002|(0.0,0.0,0.5)} | +x-y,+x,+z+1/2 |
| {3~+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_002((0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {3~~_00z|(0.0,0.0,0.0)} | +y-X,-X,+Z |
| {6”~-_00z|(0.0,0.0,0.5)} | +y,+y—x,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

space group: 174 {'Hall': ' P -6', 'HM': 'P -6'}
Crystal system: Hexagonal
+X,+Yy,+2Z

+y—X, =X, -2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {-6"+_002|(0.0,0.0,0.0)} | +y-X,-X,-z |
| {37+_002](0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |



'P 6/m'}

63/m'}

| {3~~_00z|(0.0,0.0,0.0)} | +y-x,-X,+z |

| {-67—_002|(0.0,0.0,0.0)} | -y,+x-y,-z |
skokokokskokokokskkskokokskkokokokkkokok

space group: 175 {'Hall': ' -P 6', 'HM':
Crystal system: Hexagonal

+X,+Y, +Z

+X=Y, +X,+2

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +x,+y,+z |

| {6”+_002|(0.0,0.0,0.0)} | +x-y,+x,+z |

| {37+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |

| {2_002]|(0.0,0.0,0.0)} | -x,-y,+z |

| {37-_002|(0.0,0.0,0.0)} | +y-Xx,—Xx,+z |

| {6~-_002](0.0,0.0,0.0)} | +y,+y-x,+z |

| {-1|(0.0,0.0,0.0)} | —x,-y,-z |

| {-6"+_002|(0.0,0.0,0.0)} | +y-x,-x,-z |

| {-37+_002|(0.0,0.0,0.0)} | +y,+y—x,-z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |

| {-37-_002|(0.0,0.0,0.0)} | +x-y,+x,-z |

| {-6~-_002|(0.0,0.0,0.0)} | -y,+x-y,-z |
skokskokskokokokskkokskokskkokokokkokokok

space group: 176 {'Hall': '-P 6c¢', 'HM': 'P
Crystal system: Hexagonal

+X,+y, +Z

+X-y,+X,+z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {67+_002|(0.0,0.0,0.5)} | +x-y,+X,+z+1/2 |
| {3+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {3~-_002|(0.0,0.0,0.0)} | +y-x,-x,+z |
| {67-_002|(0.0,0.0,0.5)} | +y,+y-X,+z+1/2 |
| {-1/(0.0,0.0,0.0)} | —X,=Y, -2 I
| {-6"+_00z|(0.0,0.0,0.5)} | +y-Xx,-Xx,-z+1/2 |
| {-37+_002](0.0,0.0,0.0)} | +y,+y-x,-z |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {-3~-_002|(0.0,0.0,0.0)} | +X-Y,+X, -2 |
| {-6~-_00z|(0.0,0.0,0.5)} | -y,+x-y,-z+1/2 |

skokokskokokokskkokskkokokkokokkkokkk



'P 622"}

space group: 177 {'Hall': 'P 6 2', 'HM':
Crystal system: Hexagonal

+X,+Y, +2Z

+X=Y,+X,+Z

-y, X,~¢

| Seitz | Jones |
| {1](0.0,0.0,0.0)} | +x,+y,+z |
| {6”+_002|(0.0,0.0,0.0)} | +x-y,+X,+z |
| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |
| {3°+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_x00|(0.0,0.0,0.0)} | +x-y,-y,-z |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {m_2xx0|(0.0,0.0,0.0)} | +X,+x-y,-z |
| {3~-_00z|(0.0,0.0,0.0)} | +y-x,—-Xx,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+x,-z |
| {6"-_002|(0.0,0.0,0.0)} | +y,+y—-X,+z |
| {2_x2x0](0.0,0.0,0.0)} | +y-x,+y,-z |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y-X,-z |

skokskokskokskokskkokkokkokkokkokkokk

'P 61 2 2'}

{3»

{67~

space group: 178 {'Hall': ' P 61 2 (0,0,-1)', 'HM':
Crystal system: Hexagonal

+X,+y,+2

+X-y,+x,+z+1/6

-y,—X,-z+-1/6

| Seitz | Jones |
| {1 |( .0,0.0,0.0)} | +X,+y, +Z |
| {6”+_00z|(0.0,0.0,0.166666666667)} | +x-y,+x,+z+1/6 |
| {2_x-x0] (0. 0, .0,0.833333333333)} | -y,-Xx,-z+5/6 |
| {3”+_00z|(0.0,0.0,0.333333333333)} | -y,+x-y,+z+1/3 |
| {2_x00|(0.0,0.0,0.0) } | +x-y,-y,-Z |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {m_2xx0|(0.0,0.0,0.166666666667)} | +x,+x-y,-z+1/6 |
I I I
I I I
I I I
I I I
I I I

{2_x2x0| (0.0,
{2_0y0|(0.0,0.0,0.666666666667) }

—_002|(0.0,0 0,0.666666666667) }
{2_xx0|(0.0,0.0,0.333333333333)}
_002|(0.0,0.0,0.833333333333) }

0.0,0.5)}

+y—X,=X,+z+2/3
+y,+X,-z+1/3
+y,+y—-x,+z+5/6
+y—=X,+y,-z+1/2
=X, +y—-X,-z+2/3

sokokskokokokskokokskokokokkokokkkokkk

space group: 179 {'Hall':

Crystal system:
+X,+Y,+Z
+X-Yy,+X,+z+5/6

Hexagonal

‘P 652 (0,0,1)",

"HM' :

'P 65 2 2'}



Seitz | Jones
{1 |( ,0 0,0.0)} +X )+, +2

{6”~+_00z|(0.0,0.0,0.833333333333)} | +x-y,+x,+z+5/6
{2_x-x0| (0. 0, .0,0.166666666667) } -y,-X,-z+1/6
{3~+_00z|(0.0,0.0,0.666666666667) } -y, +x-y,+z+2/3

{2_x00|(0.0,0.0,0.0)} +X=y, =Y, -2

{2_00z|(0.0,0.0,0.5)} -X,-y,+z+1/2
{m_2xx0|(0.0,0.0,0.833333333333) } +X,+X-y,-2+5/6

{3~-

_002|(0.0,0 0,0.333333333333) }

{2_xx0|(0.0,0.0,0.666666666667)}

{6"-
{2_x2x0 |

{2_oy0|(0.0,0

(0.0,
.0,0

_002|(0.0,0.0,0.166666666667) }

0.0,0.5)}

.333333333333) }

4

+y—X,=X,+z+1/3
+y,+X,-2+2/3
+y,+y—-X,+z+1/6
+y—X,+y,-z+1/2
-X,+y-X,-z+1/3

skkokskokokokskokokskokokkkokokkkokkk

'P 62 2 2'}

{3*-

_002|(0.0,0 0,0.333333333333) }

{2_xx0|(0.0,0.0,0.666666666667)}

{67~
{2_x2x0|

{2_0y0|(0.0,0

(0.0,
.0,0

_002|(0.0,0.0,0.666666666667) }

0.0,1.0)}

.333333333333) }

+y-X,—-X,+z+1/3
+y,+X,-z+2/3
+y,+y-X,+z+2/3
+y-X,+y,-z+1/1
=X, +y-X,-z+1/3

space group: 180 {'Hall': ' P 62 2c (0,0,1)', 'HM':
Crystal system: Hexagonal

+X,+y,+2

+X-y,+X,+z+1/3

-y,—X,-z+2/3

| Seitz | Jones |
| {1 |( ,0 0,0.0)} | +X,+y, +Z |
| {6”+_00z|(0.0,0.0,0.333333333333)} | +x-y,+x,+z+1/3 |
| {2_x-x0]| (0. 0, .0,0.666666666667)} | -y,-Xx,-z+2/3 |
| {3”+_00z|(0.0,0.0,0.666666666667)} | -y,+x-y,+z+2/3 |
| {2_x00|(0.0,0.0,0.0) } | +X-Y,-Y,-Z |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {m_2xx0|(0.0,0.0,0.333333333333)} | +x,+x-y,-z+1/3 |
I I I
I I I
I I I
I I I
I I I

skokokskokokokskokokkokokokkokokkkokkk

'P 64 2 2'}

space group: 181 {'Hall': ' P 64 2c (0,0,-1)', 'HM':
Crystal system: Hexagonal

+X,+Yy,+Z

+X-Y,+X,+z+2/3

-y,—X,-z+1/3

| Seitz Jones



{1 |( ,@ 0,0.0)} X, HY,+2
{67+_00z| (0 0.0,0.666666666667) } +X-y,+X,+z+2/3
{2_x-x0] (0. 0, .0,0.333333333333) } -y,—X,-z+1/3
{3~+_00z|(0.0,0.0,0.333333333333) } -y,+x-y,+z+1/3

{2_x00|(0.0,0.0,0.0) } +X-y,-Y, -2
{2_00z|(0.0,0.0,0.0)} -X,-Y,+Z

{3"-
{2_xx0|(0.0,0
{6"-

{2_oyo0|(0.0,0

_002|(0.0,0.0,0.666666666667) }

.0,0.333333333333)}

_002|(0.0,0 0,0.333333333333)}
{2_x2x0|(0.0,0.0,1.0) }

|
|
|
|
|
| {m_2xx0|(0.0,0.0,0.666666666667)}
|
|
|
| .0,0.666666666667) }

+X,+x-y,-z+2/3
+y—-X,=X,+z+2/3
+y,+x,-z+1/3
+y,+y—-Xx,+z+1/3
+y—-X,+y,-z+1/1
=X, +y-X,-z+2/3

skokskokskokskokskokokkokkokkkkokkokk

{6”+_002|(0.0,0.0,0.0)}
{m_xxz|(0.0,0.0,0.0)}

space group: 182 {'Hall': ' P 6¢c 2c', 'HM': 'P 63 2 2'
Crystal system: Hexagonal

+X,+Y, +Z

+X-y,+X,+z+1/2

-y,—X,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {67+_00z|(0.0,0.0,0.5)} | +x-y,+x,+z+1/2 |
| {2.x-x0|(0.90,0.0,0.5)} | -y,-x,-z+1/2 |
| {37+_002|(0.0,0.0,0.0)} | -y,+X-y,+z |
| {2_x00|(0.0,0.0,0.0)} | +x-y,-y,-Z |
| {2_00z|(0.0,0.0,0.5)} | -Xx,-y,+z+1/2 |
| {m_2xx0|(0.0,0.0,0.5)} | +x,+x-y,-z+1/2 |
| {3~-_00z|(0.0,0.0,0.0)} | +y-Xx,—Xx,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |
| {6"-_00z|(0.0,0.0,0.5)} | +y,+y-x,+z+1/2 |
| {2_x2x0|(0.0,0.0,0.5)} | +y-x,+y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -X,+y-x,-z |
skokskokskokokokkkokskokskokokokokkokokok

space group: 183 {'Hall': 'P 6 -2', 'HM': 'P 6 m m'}
Crystal system: Hexagonal

+X,+y, +Z

+X-Y, +X,+2

+Y,+X, +2Z

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

I I I

I I I

+X—Y,+X, +Z
+y,+X, +2

}



'P 6 cc'}

| {3~+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |

| {m_x2xz|(0.0,0.0,0.0)} | +y—-x,+y,+z |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {m_0yz|(0.0,0.0,0.0)} | —-X,+y-X,+z |

| {3~~_00z|(0.0,0.0,0.0)} | +y-X,-X,+Z |

| {m_x-xz|(0.0,0.0,0.0)} | -y,-x,+z |

| {67-_002|(0.0,0.0,0.0)} | +y,+y—-x,+z |

| {m_x0z|(0.0,0.0,0.0)} | +x-y,-y,+z |

| {m_2xxz|(0.0,0.0,0.0)} | +X,+x-y,+z |

skokskokokokokokokokokokokokokokokokokokokk

space group: 184 {'Hall': 'P 6 -2c', 'HM':

Crystal system: Hexagonal

+X,+Y, +2Z

+X=Y, +X,+Z

+y,+X,+z+1/2

| Seitz | Jones |
{1|(0.0,0.0,0.0)} X, 1y, +z

{67+ 002|(0 0,0.0,0.0)}
{m_xxz|(0.0,0.0,0.5)}
{3~+_00z|(0.0,0.0,0.0)}
{m x2xz|( 0 .0,0 5)}

{m x@zl(@ 0 0. 0 0.
{m_2xxz| (0.0

+X—Y, +X, +Z

+y,+X,+z+1/2

Y, Xy, 2

+y—X,+y,+z+1/2

—X,=Y,tz

-X,+y—-X,+z+1/2

+y—=X, =X, +Z

-y,
+y,+y—-X, +2

+X=y,=y,+z+1/2
+X,+X-y,+z+1/2

-X,+z+1/2

4

skokokokskokskokskkokkokkokkokkkkokk

space group: 185 {'Hall': ' P 6¢c -2', 'HM':
Crystal system: Hexagonal

+X,+Yy,+2

+X=y,+X,+z+1/2

+y,+X, +2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {67+_002|(0.0,0.0,0.5)} | +x-y,+x,+z+1/2 |
| {m_xxz|(0.0,0.0,0.0)} | +y, +X, +Z |
| {3~+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_x2xz|(0.0,0.0,0.5)} | +y-x,+y,+z+1/2 |
| {2_00z|(0.0,0.0,0.5)} | -x,-y,+z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | -Xx,+y-Xx,+z |

'P 63 c m'}



| {3~-_00z|(0.0,0.0,0.0)}
| {m_x-xz|(0.0,0.0,0.5)}
| {6~-_00z|(0.0,0.0,0.5)}
| {m x02|(0.0,0.0,0 0)}

| {m_2xxz|(0.0,0.0,0.5)}

+y-X, =X, +Z
-y,—X,+z+1/2

+y,+y—-x,+z+1/2

X=Y, -y, tZ

+X,+X-y,+z+1/2

skokokokskokskokskkokkokkokkokkkkokk

space group: 186 {'Hall': ' P 6¢c -2c', 'HM':
Crystal system: Hexagonal
+X,+y,+z
+X-y,+X,+z+1/2
+y,+X,+z+1/2
Seitz Jones
{1/(0.0,0.0,0.0)} +X,+y, +Z

{6~+_002((0.0,0.0,0.5)}
{m_xxz|(0.0,0.0,0.5)}

I
I
I
I
|
| {m_x2xz|(0.0,0.0,0
|
|
|
|
|
I
I

{3~+_002|(0.0,0.0,0.0)}

,0.0,0.0)}
{2_002|(0.0,0.0,0.5)}
{m_0yz|(0.0,0.0,0.5)}
{3~-_00z|(0.0,0.0,0.0) }
{m_x-xz|(0.0,0.0,0.0)}
{6~-_00z|(0.0,0.0,0.5) }
{m_x0z|(0.0,0.0,0.5)}
{m_2xxz|(0.0,0.0,0.0)}

+X=y,+X,+z+1/2

+y,+X,+z+1/2
-y, tX-y,+z
+y—X,+y,+Z
-X,-y,+z+1/2

-X,+y—=X,+z+1/2

+y—X, =X, +Z
-y, X,+z

+y,+y—-x,+z+1/2
+X=y,=y,+z+1/2

+X, +X-y, +2Z

4
4
4

skokokskokokokskokokskkokokkokokkkokkk

- — +

space group: 187 {'Hall': ' P -6 2', 'HM':
Crystal system: Hexagonal

+X,+Y,+Z

+y=X, =X, -2

Y,=X,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +x,+y,+z |
| {-6"+_00z|(0.0,0.0,0.0)} | +y—x,-Xx,-z |
| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |
| {37+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_x2xz|(0.0,0.0,0.0)} | +y-Xx,+y,+z |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {m_2xx0|(0.0,0.0,0.0)} | +x,+x-y,-z |
| {3°-_002|(0.0,0.0,0.0)} | +y—-x,-x,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,-x,+z |
| {-6~-_00z|(0.0,0.0,0.0)} | -y,+x-y,-z |
| {2_x2x0|(0.0,0.0,0.0)} | +y-Xx,+y,-z |

'P 63 m c'}

'P 6m2'}



| {m_2xxz|(0.0,0.0,0.0)}

+X,+X=y,+Z |

kokokokskokskokskkokkokkokkokkokkokk

4
T

space group: 188 {'Hall': ' P -6¢c 2', 'HM': 'P -6 c 2'}
Crystal system: Hexagonal

+X,+Y, +2Z

+y—X,-X,-z+1/2

-y, X,~Z

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {-6"+_00z|(0.0,0.0,0.5)} | +y-Xx,-Xx,-z+1/2 |
| {2_x-x0|(0.0,0.0,0.0)} | -y,—X,-Z |
| {3~+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {m_x2xz|(0.0,0.0,0.5)} | +y-X,+y,+z+1/2 |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_2xx0|(0.0,0.0,0.0)} | +X,+x-y,-z |
| {3~-_002|(0.0,0.0,0.0)} | +y-x,-x,+z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |
| {-6"- 002|(0.0,0.0,0.5)} | -y,+x-y,-z+1/2 |
| {2_x2x0|(0.0,0.0,0.0)} | +y-x,+y,-zZ |
| {m_2xxz|(0.0,0.0,0.5)} | +x,+x-y,+z+1/2 |
soroksorokFoKkFoKk Rk ok kKoK

space group: 189 {'Hall': ' P -6 -2', 'HM': 'P -6 2 m'}
Crystal system: Hexagonal

+X,+Y, +2Z

+y=X, =X, -2

+y, +X, +2

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {-6~+_002](0.0,0.0,0.0)} | +y—x,-x,-z |

| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z2 |

| {37+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |

| {2_x00|(0.0,0.0,0.0)} | +x-y,-y,-z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z2 |

| {m_0yz|(0.0,0.0,0.0)} | =X,+y-Xx,+z |

| {3°-_002|(0.0,0.0,0.0)} | +y—x,-x,+z |

| {2_xx0|(0.0,0.0,0.0)} | +y,+x,-z |

| {-6"-_002|(0.0,0.0,0.0)} | -y,+x-y,-z |

| {m_x0z|(0.0,0.0,0.0)} | +x-y,-y,+z |

| {2_0y0|(0.0,0.0,0.0)} | —-Xx,+y-X,-z |



skokskokskokskokskokskkokkokkkkokkokk

space group: 190 {'Hall': ' P -6¢c -2c', 'HM': 'P -6 2 c'}
Crystal system: Hexagonal
+X,+y,+z

+y—-X,=X,-z+1/2
+y,+X,+z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 I
| {-6~+_002|(0.0,0.0,0.5)} | +y-x,-x,-z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | 4y, +x,+z+1/2 |
| {3°+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2.x00](0.0,0.0,0.0)} | +x-y,-y,-z |
| {m_xy0|(0.0,0.0,0.5)} | +x,+y,-z+1/2 |
| {m_0yz|(0.0,0.0,0.5)} | —x,+y-Xx,+z+1/2 |
| {3~~_00z|(0.0,0.0,0.0)} | +y-Xx,-X,+z |
| {2_xx0|(0.0,0.0,0.0)} | by, +X, 2 |
| {-6"-_00z|(0.0,0.0,0.5)} | -y,+x-y,-z+1/2 |
| {m_x0z|(0.0,0.0,0.5)} | +x-y,-y,+z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y-x,-z |
soroksokokokok koK k Kok sk Kok ok

space group: 191 {'Hall': ' -P 6 2', 'HM': 'P 6/m m m'}
Crystal system: Hexagonal

+X,+Y, +2Z

+X-Y, +X, +Z

-y, X, Z

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+y,+z |

| {67+_00z|(0.0,0.0,0.0)} | +x-y,+X,+z |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |

| {3°+_00z|(0.0,0.0,0.0)} | -y,+x-y,+z |

| {2_x00|(0.0,0.0,0.0)} | +x-y,-y,-z |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {m_2xx0|(0.0,0.0,0.0)} | +x,+x-y,-z |

| {3~-_00z|(0.0,0.0,0.0)} | +y-X,-X,+z |

| {2.xx0|(0.0,0.0,0.0)} | +y,+x,-z |

| {67-_00z|(0.0,0.0,0.0)} | +y,+y-X,+z |

| {2_x2x0|(0.0,0.0,0.0)} | +y-X,+y,-z |

| {2_0y0|(0.0,0.0,0.0)} | —Xx,+y-X,-z |

| {-1/(0.0,0.0,0.0)} | —x,-y,-z |

| {-6"+_002|(0.0,0.0,0.0)} | +y-X,-X,-z |

| {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |

| {-3~+_002](0.0,0.0,0.0)} | +y,+y-x,-z |

| {m_x2xz|(0.0,0.0,0.0)} | +y-X,+y,+z |

| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |

| {m_0yz|(0.0,0.0,0.0)} | =x,+y-x,+z |



| {-3~-_002|(0.0,0.0,0.0)}
| {m_x-xz|(0.0,0.0,0.0)}
| {-6"-_00z|(0.0,0.0,0.0)}
| {m_x0z]|(0.0,0.0 0.0)}

| {m_2xxz|(0.0,0.0,0.0)}

+X, +X-y, +2Z

+X-y,+X,-z
-y, X,+z
—Y,tX-y, -z
X=Y, -y, tZ

skokskokskokskokskkokkokkokkokkokkokk

space group: 192 {'Hall': ' -P 6 2c', 'HM': 'P 6/m c c'}
Crystal system: Hexagonal

+X, 4y, +2Z

+X=Y, +X, +Z

-y,—X,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {67+_002|(0.0,0.0,0.0)} | +x-y,+x,+z |
| {2_x-x0|(0.0,0.0,0.5)} | -y,-x,-z+1/2 |
| {3°+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_x00|(0.0,0.0,0.5)} | +x-y,-y,-z+1/2 |
| {2_00z|(0.0,0.0,0.0)} | -X,=Y,+Z |
| {m_2xx0|(0.0,0.0,0.5)} | +x,+x-y,-z+1/2 |
| {3~-_00z|(0.0,0.0,0.0)} | +y-x,-x,+z |
| {2_xx0|(0.0,0.0,0.5)} | +y,+x,-z+1/2 |
| {67-_00z|(0.0,0.0,0.0)} | +y,+y-x,+z |
| {2_x2x0|(0.0,0.0,0.5)} | +y-X,+y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.5)} | =x,+y-x,-z+1/2 |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-6"+_00z|(0.0,0.0,0.0)} | +y-x,-x,-z |
| {m_xxz|(0.0,0.0,0.5)} | +y,+x,+z+1/2 |
| {-3~+_002|(0.0,0.0,0.0)} | +y,+y-x,-z |
| {m_x2xz|(0.0,0.0,0.5)} | +y-X,+y,+z+1/2 |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 |
| {m_0yz|(0.0,0.0,0.5)} | =Xx,+y—-Xx,+z+1/2 |
| {-3~-_002|(0.0,0.0,0.0)} | +X-Y,+X, -2 |
| {m_x-xz|(0.0,0.0,0.5)} | -y,-x,+z+1/2 |
| {-6"-_00z|(0.0,0.0,0.0)} | -y,+x-y,-z |
| {m_x0z|(0.0,0.0,0.5)} | +x-y,-y,+z+1/2 |
| {m_2xxz|(0.0,0.0,0.5)} | +x,+x-y,+z+1/2 |
soksokk Rk oKk Kok KRRk kKoK

space group: 193 {'Hall': '-P 6¢c 2', 'HM': 'P 63/m c m'}
Crystal system: Hexagonal

+X, 4y, +2Z

+X=y,+X,+z+1/2

—Y,=X,~2Z

| Seitz Jones



{67+ 002|(0 0
{2_x-x0| (0.0
{3™+ 002|(0 0
{2_x00]| (0.0,
{2_00z| (0.0,
{m_2xx0| (0 0,
{3~-_00z|(0.0,0
{2_xx0| (0. 0,0
{6~-_00z|(0.0,0
{2_x2x0|(0.0,0

0

{2 0y0|(0.0,0.0,

+X,+Y,+Z
+X-y, +X,+z+1/2
-y, X,—Z
-y, tX-y,+z
+X-y,-y,-z+1/2
-X,-y,+z+1/2
X, +X-y, -2
+y—X, =X, +2
+y,+X,-z+1/2
+y,+y—-X,+z+1/2
ty-X,+ty,-Z
-X,+y—-X,-z+1/2

{-1|(0.0,0.0,0.0 -X,=Y,~Z
{-6"+_00z|(0.0,0. 5 +y—X,—-X,-z+1/2
{m_xxz|(0.0,0.0, } +y, +X, +2
{-37+_00z|(0.0,0. 0 +y,+y-X,-2
{m_x2xz|(0.0,0.0, ) +y—X,+y,+z+1/2
{m_xy0|(0.0,0.0,0.5)} +X,+y,-2+1/2
{m_0yz|(0.0,0.0,0.0)} X, +y—X,+2
{-3~-_00z|(0.0,0.0,0.0 +X-Y,+X, -2
{m_x-xz|(0.0,0.0,0.5) -y, -X,+z+1/2
{-6"-_00z|(0.0,0.0,0.5 -y, +x-y,-z+1/2
{m_x0z|(0.0,0.0,0.0)} +X-Y,-Yy,+2
{m_2xxz|(0.0,0.0,0.5)} +X,+X-y, +z+1/2

skokskokokokokokokokokokokokokokokokokokokok
space group: 194 {'Hall':
Crystal system: Hexagonal

'-P 6¢c 2c', 'HM': 'P 63/m m c'}

+X,+Y, +2
+X=y,+X,+z+1/2

-y,—X,-z+1/2

| Seitz | Jones |
| {1/(0.90,0.0,0.0)} | +X,+y, +Z |
| {6"+_00z|(0.0,0.0,0.5 | +x-y,+x,+z+1/2 |
| {2.x-x0|(0.0,0.0,0.5)} | -y,-x,-z+1/2 |
| {3°+_002|(0.0,0.0,0.0)} | -y,+x-y,+z |
| {2_x00|(0.0,0.0,0.0) | +x-y,-y,-z |
| {2_00z|(0.0,0.0,0.5) | —x,-y,+z+1/2 |
| {m_2xx0|(0.0,0.0,0.5 | +x,+x-y,-z+1/2 |
| {3~-_00z|(0.0,0.0,0.0 | +y-x,-x,+z |
| {2_xx0|(0.0,0.0, ) | +y,+X, -2 |
| {6~-_00z|(0.0,0.0,0.5 | +y,+y-x,+z+1/2 |
| {2_x2x0|(0.0,0.0,0.5 | +y—-Xx,+y,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0) | =x,+y-x,-z |
| {- 1|(O 2,0 010'0)} | —Xy=Y,—2Z I
| {-6"+_00z|(0.0,0.0,0.5)} | +y-x,-x,-z+1/2 |
| {m_xxz|(0.0,0.0,0.5)} | 4y, +x,+z+1/2 |
| {-37+_00z2|(0.0,0.0,0.0)} | +y,+y-X,-Z |



+y—X,+Yy,+Z

{m_xy@l(@ 0 0. 0,0 5) +X,+y,-z+1/2
{m_0yz|(0.0,0.0,0.5) —-X,+y—X,+z+1/2
{-3~-_00z|(0.0,0.0,0. +X-Y,+X, -2

{m_x-xz|(0.0,0.0,0.0
{-6~-_00z|(0.0,0.0,0.

{m_x0z|(0.0,0.0,0.5)

{m_2xxz|(0.0,0.0,0.0)}

-y, +X-y,-z+1/2
+X-y,-y,+z+1/2

I I
I I
I I
I I
I =Y, X,+z I
I I
I I
| +X,+X-Y,+Z |

——

skokokokokkokoksk kR okokKokk kR kok ok
space group: 195 {'Hall': 'P 2 2 3', 'HM': 'P 2 3'}
Crystal system: Cubic

+X,+Y, +2Z
X,-y,+z

+X, =Y, -2

+Z,+X, +y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y,+z |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-y,-2z |
| {3"+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |
| {2_0y0](0.0,0.0,0.0)} | -x,+y,-Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | -z,-x,+y |
| {3"+_-xx-x|(0.0,0.0,0.0)} | +z,-x,-y |
| {3"+_-x-xx|(0.0,0.0,0.0)} | -z,+x,-y |
| {3"—_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {3"—_-x-xx|(0.0,0.0,0.0)} | +y,-z,-x |
| {3"-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-x |
| {3~-_-xx-x|(0.0,0.0,0.0)} | -y,-z,+x |

skokskokokokokokokokokokokokokokokok ok ok ok ok
space group: 196 {'Hall': 'F 2 2 3', 'HM': 'F 2 3'}
Crystal system: Cubic

+X,+y,+Z
X,=y,tz
+X,-Yy,-Z
+Z,+X,+y
| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, =2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +2Z,+X, +y |
| {2_0y0|(0.0,0.0,0.0)} | X, +Y,~2Z |
| {3~+_x-x-x|(0.0,0.0,0.0)} | -Z,-X,+y |



| {3"+_-xx-x|(0.0,0.0,0.0)} | +Z,-X,-Y |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X,-Yy |
| {3~- _xxx| (0. 0,0.0,0.0)} | +y,+2,+X |
| {3"—_-x-xx|(0.0,0.0,0.0)} | +y,-2,-X |
| {3"~_x-x-x|(0.0,0.0,0.0)} | -y,+z,-X |
| {3"-_-xx-x|(0.0,0.0,0.0)} | -y, =Z,+X |
| {1|(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
| {2_00z|(0.0,0.5,0.5)} | =x,-y+1/2,+z+1/2 |
|  {2.x00]|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {3™+_xxx|(0.0,0.5,0.5)} | +z,+x+1/2,+y+1/2 |
| {2_0y0|(0.0,0.5,0.5)} | =x,+y+1/2,-z+1/2 |
| {3™+_x-x-x]|(0.0,0.5,0.5)} | -z,-x+1/2,+y+1/2 |
| {3™+_-xx-x|(0.0,0.5,0.5)} | +z,-x+1/2,-y+1/2 |
| {3°+_-x-xx|(0.0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |
| {3"-_xxx|(0.0,0.5,0.5)} | +y,+z+1/2,+x+1/2 |
| {3"-_-x-xx|(0.0,0.5,0.5)} | +y,-z+1/2,-x+1/2 |
| {3"-_x-x-x|(0.0,0.5,0.5)} | -y,+z+1/2,-x+1/2 |
| {3"-_-xx-x|(0.0,0.5,0.5)} | -y,-z+1/2,+x+1/2 |
| {1|(0.5,0.0,0.5)} | +x+1/2,+y,+z+1/2 |
| {2_00z|(0.5,0.0,0.5) } | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.0,0.5) } | +x+1/2,-y,-z+1/2 |
| {3"+_xxx|(0.5,0.0,0.5)} | +z+1/2,+x,+y+1/2 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {3"+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-X,+y+1/2 |
| {3”"+_-xx-x|(0.5,0.0,0.5)} | +z+1/2,-Xx,-y+1/2 |
| {3°+_-x-xx|(0.5,0.0,0.5)} | —-z+1/2,+x,-y+1/2 |
| {3*-_xxx|(0.5,0.0,0.5)} | +y+1/2,+z,+x+1/2 |
| {3"-_-x-xx|(0.5,0.0,0.5)} | +y+1/2,-z,-x+1/2 |
| {3"-_x-x-x|(0.5,0.0,0.5)} | -y+1/2,+z,-x+1/2 |
| {3"-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |
| {1|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {2_00z|(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {3™+_xxx|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,+y |
| {2_0y0|(0.5,0.5,0.0)} | -x+1/2,+y+1/2,-z |
| {3”+_x-x-x|(0.5,0.5,0.0)} | —-z+1/2,-x+1/2,+y |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {3™+_-x-xx|(0.5,0.5,0.0)} | —-z+1/2,+x+1/2,-y |
| {3*-_xxx|(0.5,0.5,0.0)} | +y+1/2,+z+1/2,+x |
| {3"-_-x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {3*—_x-x-x|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,-x |
| {37—_-xx-x|(0.5,0.5,0.0)} | -y+1/2,-z+1/2,+x |
soroksforokokokoRok ook kKoK k Kok ok

space group: 197 {'Hall': 'I 2 2 3', 'HM': 'I 2 3'}

Crystal system: Cubic
+X,+Yy,+2
—-X,-Yy,*z
+X,-Y,-Z
+Z,+X,+y




| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
|  {2_00z|(0.0,0.0,0.0)} | —X) =Y, +2Z |
|  {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X, +y |
|  {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {3"+_-xx-x|(0.0,0.0,0.0)} | +Z,-X,-Yy |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,4X,-Yy |
| {3"-_xxx|(0.0,0.0,0.0)} | +Y,+Z,+X |
| {3°~_-x-xx|(0.0,0.0,0.0)} | +y,-2Z,-X |
| {3°~_x-x-x|(0.0,0.0,0.0)} | -y,+z,-X |
| {3°~_-xx-x|(0.0,0.0,0.0)} | -y, —Z,+X |
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+2+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {3™+_xxx|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,+y+1/2 |
| {2_oyo0|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,-z+1/2 |
| {3"+_x-x-x|(0.5,0.5,0.5)} | -z+1/2,-x+1/2,+y+1/2 |
| {3"+_-xx-x|(0.5,0.5,0.5)} | +z+1/2,-x+1/2,-y+1/2 |
| {3"+_-x-xx|(0.5,0.5,0.5)} | -z+1/2,+x+1/2,-y+1/2 |
| {3*-_xxx|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,+x+1/2 |
| {3"-_-x-xx|(0.5,0.5,0.5)} | +y+1/2,-z+1/2,-x+1/2 |
| {3"-_x-x-x|(0.5,0.5,0.5)} | -y+1/2,+z+1/2,-x+1/2 |
| {3"-_-xx-x|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,+x+1/2 |
sokskokskokskskokskok koK R FKF KK

space group: 198 {'Hall': ' P 2ac 2ab 3', 'HM': 'P 21 3'}
Crystal system: Cubic

+X,+y,+2Z

-x+1/2,-y,+z+1/2

+X+1/2,-y+1/2,-z

+Z,+X, +y

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I

| {2_00z|(0.5,0.0,0.5)} | -x+1/2,-y,+z+1/2 |

| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |

| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X, +y |

| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |

| {3™+_x-x-x]|(0.5,0.0,0.5)} | -z+1/2,-Xx,+y+1/2 |

| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |

| {3™+_-x-xx|(0.0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |

| {3"_xxx]|(0.0,0.0,0.0)} | +y,+2,+X |

| {3*—_-x-xx]|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |

| {3"-_x-x-x|(0.0,0.5,0.5)} | -y,+z+1/2,-x+1/2 |

| {37-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |




skokskokskokskokskkokkokkokkokkokkokk

space group: 199 {'Hall': ' I 2b 2c 3', 'HM': 'I 21 3'}
Crystal system: Cubic
X, +y,+Z

-X,-y+1/2,+z
+X,-y,-z+1/2

+Z,+X, +y
| Seitz | Jones |
| {11(0.0,0.0,0.0)} | +X,+Y,+2 |
| {2_00z|(0.0,0.5,0.0)} | -X,-y+1/2,+z |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-z+1/2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {3"+_x-x-x|(0.0,0.5,0.0)} | -z,-x+1/2,+y |
| {3"+_-xx-x|(0.0,0.0,0.5)} | +z,-X,-y+1/2 |
| {3°+_-x-xx|(0.0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {3*-_-x-xx|(0.0,0.0,0.5)} | +y,-z,-X+1/2 |
| {3"~_x-x-x|(0.5,0.0,0.0)} | -y+1/2,+z,-X |
| {3"—_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.0,0.5)} | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.0)} | +x+1/2,-y+1/2,-z |
| {3™+_xxx]|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,+y+1/2 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 I
| {3"+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {3"+_-x-xx|(0.5,0.0,0.0)} | -z+1/2,+x,-y |
| {3"_xxx|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,+x+1/2 |
| {3*—_-x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {3"~_x-x-x|(0.0,0.5,0.5)} | -y, +z+1/2,-x+1/2 |
| {3"—_-xx-x|(0.0,0.5,0.0)} | -y,-z+1/2,+x |
stoksokk kKRR KRRk KKK

space group: 200 {'Hall': '-P 2 2 3', 'HM': 'P m -3'}
Crystal system: Cubic

+X,+Y, +2Z

—X,=Y,+Z

X,=y,-Z

+Z,+X, +y

| Seitz | Jones |

| {11(0.0,0.0,0.0)} | +X,+y,+2 |

| {2.002]|(0.0,0.0,0.0) | —-x,-y,+z |

| {2_x00|(0.0,0.0,0.0)} | +X,-y,-z |

| {3"+_xxx]|(0.0,0.0,0.0)} | +z,4X,+y |



'P n -3:1'}

| {2_0y0|(0.0,0.0,0.0)} | =X,+y,-z |

| {3"+_x-x-x](0.0,0.0,0.0)} | -z,-x,+y |

| {3"+_-xx-x]|(0.0,0.0,0.0)} | +z,-x,-y |

| {3"+_-x-xx](0.0,0.0,0.0)} | -z,+x,-y |

| {3~- _xxx|(0.0,0.0,0.0) } | +y,+2Z,+Xx |

| {3~~_-x-xx|(0.0,0.0,0.0)} | +y,-z,-Xx |

| {37~_x-x-x|(0.0,0.0,0.0)} | -y,+z,-Xx |

| {3~_-xx-x|(0.0,0.0,0.0)} | -y,-z,+x |

| {-1/(0.0,0.0,0.0)} | —x,-y,-z |

|  {m_xy0|(0.0,0.0,0.0)} | +x,+y,-2 |

| {m_0yz|(0.0,0.0,0.0)} | =X,+y,+z |

| {-3"+_xxx]|(0.0,0.0,0.0)} | -z,-x,-y |

| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |

| {-3"+_x-x-x|(0.0,0.0,0.0)} | +z,+x,-y |

| {-3"+_-xx-x|(0.0,0.0,0.0)} | -z,+x,+y |

| {-3"+_-x—xx|(0.0,0.0,0.0)} | +z,-x,+y |

| {-3~—_xxx|(0.0,0.0,0.0)} | -y,-z,-x |

| {-3"-_-x-xx|(0.0,0.0,0.0)} | -y,+z,+x |

| {-3"-_x-x-x|(0.0,0.0,0.0)} | +y,-z,+x |

| {-3~-_-xx-x|(0.0,0.0,0.0)} | +y,+z,-x |

SokoKok kKKK KRR KKK KoK

space group: 201:1 {'Hall': ' P2 2 3 -1n', 'HM':
Crystal system: Cubic

Setting: 1

+X,+Y,+Z

—X,=Y,tz

+X, =Y, -2

+Z,+X,+y

-x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2Z |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I
| {2_x00|(0.0,0.0,0.0)} | +X, -y, ~2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {-1|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,-z+1/2 |
| {2_0y0|(0.0,0.0,0.0)} | —X,+y, -2 |
| {3”"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {m_xy0|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {3"+_—xx-x|(0.0,0.0,0.0)} | +2,-X,-y |
| {m_0yz|(0.5,0.5,0.5)} | -x+1/2,+y+1/2,+z+1/2 |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X, -y |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
skokokokskokokokskskokokokskkokokokskokokok

space group: 201:2 {'Hall': '-P 2ab 2bc 3', 'HM':

Crystal system: Cubic

'P n -3:2'}



Setting: 2
+X,+Y,+Z
-X+1/2,-y+1/2,+z
+X,-y+1/2,-2+1/2

+z+1/2,+x+1/2,-y

+y+1/2,-z,+x+1/2

_ ,0.5,0.0)}
{-3"+_—xx-x| , ,0.5)} | -z,+x+1/2,+y+1/2
{-3"+_—x-xx| ,0.0,0.5)} | +z+1/2,-Xx,+y+1/2
{-37—_xxx| ( 0 0.0,0.0)} -y,=Z,-X
{-3"—_—x-xx| 5} | -y,+z+1/2,+x+1/2
5)}
0)}

+y+1/2,+z+1/2,-x

+Z,+X, +y
| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+y,+2 |
| {2_00z|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,+z |
| {2_x00|(0.0,0.5,0.5)} | +x,-y+1/2,-z+1/2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X, +y |
| {2_oyo0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {3”+_x-x-x|(0.5,0.5,0.0)} | -z+1/2,-x+1/2,+y |
| {3"+_-xx-x|(0.0,0.5,0.5)} | +z,-x+1/2,-y+1/2 |
| {3”°+_-x-xx|(0.5,0.0,0.5)} | -z+1/2,+x,-y+1/2 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+Z,+X |
| {3"~_-x-xx](0.0,0.5,0.5)} | +y,-z+1/2,-x+1/2 |
| {3"~_x-x-x](0.5,0.0,0.5)} | -y+1/2,+z,-x+1/2 |
| {3"~_-xx-x](0.5,0.5,0.0)} | -y+1/2,-z+1/2,+x |
| {-1|(0.0,0.0,0.0)} | -X,-Y,-Z |
| {m_xy0|(0.5,0.5,0.0)} | +x+1/2,+y+1/2,-z |
| {m_0yz|(0.0,0.5,0.5)} | =X,+y+1/2,+z+1/2 |
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| . | |
| | |
| | |
| | |
| | |
| | |
| | |

skkokskokokokskkokskkokokkokokkkokkk

space group: 202 {'Hall': '-F 2 2 3', 'HM': 'Fm -3'}
Crystal system: Cubic

+X,+Yy,+2

—X,=Y,tz

+X, =Y, -2

+Z,+X,+y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y, +2 |
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,~Z |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X, +y |
|  {2_0y0|(0.0,0.0,0.0)} | -X,+Y,~Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {3™+_-xx-x|(0.0,0.0,0.0)} | +Z,-X,-y |
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,+y+1/2
+z,-x+1/2,
-y,-z+1/2,
-y,+z+1/2,
+y,-z+1/2,
+y,+z+1/2,
+X+1/2,+y,
-x+1/2,-y,
+Xx+1/2,-y,
+z+1/2,+X,
-X+1/2,+y,
-z+1/2,-x,
+z+1/2,-X,
-z+1/2,+X,
+y+1/2,+z,
+y+1/2,-2z,

+z,+x+1/2

+z,-Xx+1/2

-z,+x+1/2

+z+1/2
+z+1/2
-z+1/2

-z+1/2
+y+1/2

-y+1/2
+x+1/2
-X+1/2
-X+1/2
+x+1/2
-z+1/2
-z+1/2
+z+1/2
-y+1/2
+z+1/2
-y+1/2

+y+1/2
-x+1/2
+x+1/2
+x+1/2
-x+1/2
+z+1/2
+z+1/2
-z+1/2
+y+1/2
-z+1/2
+y+1/2
-y+1/2
-y+1/2
+x+1/2
-x+1/2

-y+1/2,+z,-x+1/2

-y+1/2,-z,

+x+1/2

-X+1/2,-y,-z+1/2



5
5
0
5
( ’ ’

( ’ ’
{- 3A+ —X— xx|( , ,0.
{-37—_xxx| (0. 5 0.0,0.

{-3"—_-x-xx]| (0.
{-3"—_x-x-x]| (0.
{-3"—_-xx-x]| (0.
{1](0.5,0.
{2_00z|(0.5,0.5,0.0)
{2_x00|(0.5,0.5,0.0)
{3”+_xxx| (0.5 0.5 0.0
{2_oyo| (0. )

{m_xy0| (0.5,
{m_oyz| (0.5,
{-3"+_xxx| (0.
{m_x0z| (0.5
{-3"+_x-x-x] (0.
{-3"+_—xx-x] (0.
{-3"+_—x-xx| (0.
{-3"—_xxx| (0.
(

(

(

+X+1/2,+y,-z+1/2
-x+1/2,+y,+z+1/2
-z+1/2,-x,-y+1/2
+x+1/2,-y,+z+1/2
+z+1/2,+x,-y+1/2
-z+1/2,+x,+y+1/2
+z+1/2,-X,+y+1/2
-y+1/2,-z,-x+1/2
-y+1/2,+z,+x+1/2
+y+1/2,-z,+x+1/2
+y+1/2,+z,-x+1/2
+Xx+1/2,+y+1/2,+z
-x+1/2,-y+1/2,+z
+x+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y
-x+1/2,+y+1/2,-z
-z+1/2,-x+1/2,+y
+z+1/2,-x+1/2,-y
-z+1/2,+x+1/2,-y
+y+1/2,+z+1/2,+x
+y+1/2,-z+1/2,-x
-y+1/2,+z+1/2,-x
-y+1/2,-z+1/2,+x
-X+1/2,-y+1/2,-z
+x+1/2,+y+1/2,-2
-x+1/2,+y+1/2,+z
-z+1/2,-x+1/2,-y
+x+1/2,-y+1/2,+2z
+z+1/2,+x+1/2,-y
-z+1/2,+x+1/2,+y
+z+1/2,-x+1/2,+y
-y+1/2,-z+1/2,-X
-y+1/2,+z+1/2,+X
+y+1/2,-z+1/2,+X
+y+1/2,+z+1/2,-X

4+

skokokskokokokskokokskkokokkokokkkokkk

'F d-3:1'}

space group: 203:1 {'Hall': ' F 2 2 3 -1d', 'HM':
Crystal system: Cubic

Setting: 1

+X,+Yy,+Z

—X,=Y,+Z

X,-y,-Z

+Z,+X,+y

-x+1/4,-y+1/4,-z+1/4

| Seitz Jones |
| {1/(0.0,0.0,0.0)} +X,+Yy,+Z |
| {2_00z|(0.0,0.0,0.0)} -X,-y,+2 |
| {2_x00|(0.0,0.0,0.0)} +X,-Y, -2 |



{3”+_xxx|(0.0,0.0,0.0)}

| ,

| {-1|(0.25,0.25,0.25)}
|  {2_0y0|(0.0,0.0,0.0)}
| {3"+_x-x-x|(0.0,0.0,0.0)
| {m_xy0|(0.75,0.75,0.25)
| {3*+_-xx-x|(0.0,0.0,0.0)
| {m_0yz|(0.25,0.75,0.75)
| {3*+_-x-xx|(0.0,0.0,0.0)
| {m_x0z|(0.75,0.25,0.75)
| {1/(0.0,0.5,0.5)}

|  {2_00z|(0.0,0.5,0.5)}
| {2_x00|(0.0,0.5,0.5)}
| {3"+_xxx|(0.0,0.5,0.5)}
|  {-1](0.25,0.75,0.75)}
| {2_0y0|(0.0,0.5,0.5)}
| {3°+_x-x-x|(0.0,0.5,0.5)
| {m_xy0|(0.75,0.25,0.75)
| {3"+_-xx-x|(0.0,0.5,0.5)
| {m 0yz| 0. 25,0 25,0.25)
| {3™+_-x- xx| 0.0,0.5,0.5)
| {m x02| 75,0.75,0.25)
| {1((0.5,0.0,0.5)}

| {2_00z|(0.5,0.0,0.5)}
|  {2_x00](0.5,0.0,0.5)}
| {3"+_xxx]|(0.5,0.0,0.5)}
| {-1](0.75,0.25,0.75)}
| {2_0y0|(0.5,0.0,0.5)}
| {3"+_x-x-x|(0.5,0.0,0.5)
| {m_xy@|(0.25,0.75,0.75)
| {3"+_-xx-x|(0.5,0.0,0.5)
| {m_0yz|(0.75,0.75,0.25)
| {3"+_-x-xx|(0.5,0.0,0.5)
| {m_x0z|(0.25,0.25,0.25)
| {1|(0.5,0.5,0.0)}

|  {2_00z](0.5,0.5,0.0)}
| {2_x00](0.5,0.5,0.0)}
| {3"+_xxx]|(0.5,0.5,0.0)}
|  {-1](0.75,0.75,0.25)}
| {2_0y0|(0.5,0.5,0.0)}
| {3"+_x-x-x|(0.5,0.5,0.0)
| {m_xy@|(0.25,0.25,0.25)
| {3"+_-xx-x|(0.5,0.5,0.0)
| {m_0yz|(0.75,0.25,0.75)
| {3"+_-x-xx|(0.5,0.5,0.0)
| {m_x0z](0.25,0.75,0.75)

e e e e o e e e e o e e e e o

e e e e o

41

+Z,+X,+y
-x+1/4,-y+1/4,-z+1/4
—-X,ty,-z
—Z,=X,ty
+x+3/4,+y+3/4,-z+1/4
+Z,-X,-y
-x+1/4,+y+3/4,+z+3/4
—Z,+X,-y
+Xx+3/4,-y+1/4,+z+3/4
+X,+y+1/2,+z+1/2
-X,-y+1/2,+z+1/2
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2
-X+1/4,-y+3/4,-z+3/4
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y+1/2
+X+3/4,+y+1/4,-z+3/4
+z,-X+1/2,-y+1/2
-X+1/4,+y+1/4,+z+1/4
—z,+x+1/2,-y+1/2
+Xx+3/4,-y+3/4,+z+1/4
+X+1/2,+y,+z+1/2
-X+1/2,-y,+z+1/2
+x+1/2,-y,-2+1/2
+z+1/2,+Xx,+y+1/2
-x+3/4,-y+1/4,-z+3/4
-X+1/2,+y,-z+1/2
-z+1/2,-X,+y+1/2
+x+1/4,+y+3/4,-z+3/4
+z2+1/2,-X,-y+1/2
-X+3/4,+y+3/4,+z+1/4
-z+1/2,+Xx,-y+1/2
+x+1/4,-y+1/4,+z+1/4
+X+1/2,+y+1/2,+2
-X+1/2,-y+1/2,+z
+X+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y
-Xx+3/4,-y+3/4,-z+1/4
-x+1/2,+y+1/2,-2z
-z+1/2,-x+1/2,+y
+X+1/4,+y+1/4,-z+1/4
+z+1/2,-x+1/2,-y
-X+3/4,+y+1/4,+z+3/4
-z+1/2,+x+1/2,-y
+X+1/4,-y+3/4,+z+3/4

e ———

skokokskokokokskokokskokokokkokokkkokkk

space group: 203:2 {'Hall':

Crystal system: Cubic
Setting: 2

+X,+Y,+2
-x+1/4,-y+1/4,+z

-F 2uv 2vw 3',

"HM' :

'F d -3:2"}



+X,-y+1/4,-z+1/4

+Z,+X, +Y
| Seitz | Jones |
| {1](0 0,0 0,0.0)} | +X, Yy, +2Z I
| {2_00z|(0.25,0.25,0.0)} |  -x+1/4,-y+1/4,+z |
| {2_x00|(0.0,0.25,0.25)} |  +x,-y+1/4,-z+1/4 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_0y0|(0.25,0.0,0.25)} |  -x+1/4,+y,-z+1/4 |
| {3"+_x-x-x|(0.25,0.25,0.0)} | -z+1/4,-x+1/4,+y |
| {3™+_—xx-x|(0.0,0.25,0.25)} | +z,—x+1/4,-y+1/4 |
| {3"+_-x-xx|(0.25,0.0,0.25)} | -z+1/4,+x,-y+1/4 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+Z,+X |
| {3"-_—x-xx|(0.0,0.25,0.25)} | +y,-z+1/4,-x+1/4 |
| {3"-_x-x—x|(0.25,0.0,0.25)} | -y+1/4,+z,-x+1/4 |
| {3"—_—xx—x|(0.25,0.25,0.0)} | -y+1/4,-z+1/4,+x |
| {-1|(0.0,0.0,0.0)} | -X,-Y,~Z |
| {m_xy0|(0.25,0.25,0.0)} | +X+1/4,+y+1/4,-z |
| {m_0yz|(0.0,0.25,0.25)} | —x,+y+1/4,+z+1/4 |
|  {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
| {m_x0z](0.25,0.0,0.25)} |  +x+1/4,-y,+z+1/4 |
| {-3"+_x-x-x|(0.25,0.25,0.0)} | +z+1/4,+x+1/4,-y |
| {-3"+_-xx-x|(0.0,0.25,0.25)} | -z,+x+1/4,+y+1/4 |
| {-3"+_-x—xx|(0.25,0.0,0.25)} | +z+1/4,-x,+y+1/4 |
| {-3"-_xxx|(0.0,0.0,0.0) } | -y,=Z,-X |
| {-3"—_-x-xx|(0.0,0.25,0.25)} | -y,+z+1/4,+x+1/4 |
| {-3"—_x-x-x|(0.25,0.0,0.25)} | +y+1/4,-z,+x+1/4 |
| {—3“—_—xx—x|(0 25,0.25,0.0)} | +y+1/4,+z+1/4,-x |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,42+1/2 |
| {2_00z|(0.25,0.75,0.5)} | —-x+1/4,-y+3/4,+z+1/2 |
| {2_x00|(0.0,0.75,0.75)} |  +x,-y+3/4,-z+3/4 |
|  {3"+_xxx|(0.0,0.5,0.5)} |  +z,+x+1/2,+y+1/2 |
| {2_0y0|(0.25,0.5,0.75)} | -x+1/4,+y+1/2,-z+3/4 |
| {3"+_x-x-x](0.25,0.75,0.5)} | -z+1/4,-x+3/4,+y+1/2 |
| {3"+_-xx-x|(0.0,0.75,0.75)} | +z,-X+3/4,-y+3/4 |
| {3"+_-x-xx](0.25,0.5,0.75)} | -z+1/4,+x+1/2,-y+3/4 |
| {3”~-_xxx|(0.0,0.5,0.5)} | +y,+z+1/2,+x+1/2 |
| {3"—_-x-xx|(0.0,0.75,0.75)} | +y,-z+3/4,-x+3/4 |
| {3"—_x-x-x|(0.25,0.5,0.75)} | -y+1/4,+z+1/2,-x+3/4 |
| {3"—_-—xx—x|(0.25,0.75,0.5)} | -y+1/4,-z+3/4,+x+1/2 |
| {-1/(0.0,0.5,0.5)} | —x,-y+1/2,-z+1/2 |
| {m_xy0]|(0.25,0.75,0.5)} | +x+1/4,+y+3/4,-z+1/2 |
| {m_0yz|(0.0,0.75,0.75)} |  —x,+y+3/4,+z+3/4 |
| {-3"+_xxx|(0.0,0.5,0.5)} | -z,-x+1/2,-y+1/2 |
| {m_x0z](0.25,0.5,0.75)} | +x+1/4,-y+1/2,+z+3/4 |
| {-3"+_x-x-x|(0.25,0.75,0.5)} | +z+1/4,+x+3/4,-y+1/2 |
| {-3"+_-xx-x|(0.0,0.75,0.75)} | -Z,+x+3/4,+y+3/4 |
| {-3"+_-x-xx](0.25,0.5,0.75)} | +z+1/4,-x+1/2,+y+3/4 |
| {-3"-_xxx|(0.0,0.5,0.5)} | -y,-z+1/2,-x+1/2 |
| {-3"-_-x-xx|(0.0,0.75,0.75)} | -y,+z+3/4,+x+3/4 |
| {-3"-_x-x-x](0.25,0.5,0.75)} | +y+1/4,-z+1/2,+x+3/4 |
| {-3"—_-xx-x|(0.25,0.75,0.5)} | +y+1/4,+z+3/4,-x+1/2 |



{1|(0.5,0
{2_00z| (0.
{2_x00]| (0.
{3™+_xxx| (
{2_0y0|(0.75
{3™+_x—-x-x| (0.
{3”+_-xx-x] (0.
{3”+_-x—-xx| (0.

{3~—_xxx] (0.
{3”~—_-x-xx| (0.
{3~—_x-x-x] (0.
{3”~—_-xx-x] (0.
{-1](0.5,
{m_xy0|(0.75
{m_oyz| (0.5,
{-3"+_xxx| (0.
{m_x0z]|(0.75
{-3"+_x-x-x| (0.
{-3"+_—xx-x]| (0.
{-3"+_—x-xx| (0.

{-3"—_xxx| (0.
{-3"—_—x-xx]| (0.
{-3"—_x-x-x| (0.
{-3"—_—xx-x]| (0.
{1](0.5,0.
{2_00z|(0.75
{2_x00] (0.5,
{3”™+_xxx| (0.
{2_0y0|(0.75
{3™+_x—-x-x| (0.
{3”+_-xx-x] (0.
{3”+_-x—-xx| (0.

{3~—_xxx] (0.
{3~—_-x-xx] (0.
{3~—_x-x-x] (0.
{3~—_-xx-x] (0.
{-1|(0.5,
{m_xy0|(0.75
{m_oyz| (0.5,
{-3"+_xxx| (0.
{m_x0z|(0.75
{-3"+_x-x-x] (0.
{-3"+_—xx-x] (0.
{-3"+_—x-xx| (0.

{-3"—_xxx| (0.

75
5,
0.

{-3"—_-x-xx] (0.
{-3"—_x-x-x] (0.
{-3"—_—-xx-x] (0.
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75,0.5,0.25)}
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5,0.75,0.25)}
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75,0.75,0.0)}

+X+1/2,+y,+z2+1/2
-X+3/4,-y+1/4,+z+1/2
+x+1/2,-y+1/4,-z+3/4
+z+1/2,+X,+y+1/2
-x+3/4,+y,-z+3/4
-z+3/4,-x+1/4,+y+1/2
+z+1/2,-x+1/4,-y+3/4
-z+3/4,+x,-y+3/4
+y+1/2,+z,+x+1/2
+y+1/2,-z+1/4,-x+3/4
-y+3/4,+z,-x+3/4
-y+3/4,-z+1/4,+x+1/2
-x+1/2,-y,-z+1/2
+x+3/4,+y+1/4,-z+1/2
-x+1/2,+y+1/4,+z+3/4
-z+1/2,-x,-y+1/2
+x+3/4,-y,+z+3/4
+z+3/4,+x+1/4,-y+1/2
-z+1/2,+x+1/4,+y+3/4
+z+3/4,-X,+y+3/4
-y+1/2,-z,-x+1/2
-y+1/2,+z+1/4,+x+3/4
+y+3/4,-z,+x+3/4
+y+3/4,+z+1/4,-x+1/2
+X+1/2,+y+1/2,+z
-X+3/4,-y+3/4,+z
+X+1/2,-y+3/4,-z+1/4
+z+1/2,+x+1/2,+y
-X+3/4,+y+1/2,-z+1/4
-z+3/4,-x+3/4,+y
+z+1/2,-x+3/4,-y+1/4
-z+3/4,+x+1/2,-y+1/4
+y+1/2,+z+1/2,+x
+y+1/2,-z43/4,-x+1/4
-y+3/4,+z+1/2,-x+1/4
-y+3/4,-2+3/4,+X
-x+1/2,-y+1/2,-2z
+x+3/4,+y+3/4,-2
-X+1/2,+y+3/4,+z+1/4
-z+1/2,-x+1/2,-y
+X+3/4,-y+1/2,+z+1/4
+z+3/4,+x+3/4,-y
-z+1/2,+x+3/4,+y+1/4
+z+3/4,-x+1/2,+y+1/4
-y+1/2,-z+1/2,-X
-y+1/2,+z+3/4,+x+1/4
+y+3/4,-z+1/2,+x+1/4
+y+3/4,+z+3/4,-X

skokokskokokokskokokskokokokkokokkkokkk

space group: 204 {'Hall':

Crystal system:

Cubic

‘-1 22 3,

'"HM': 'I m -3'}



+X,+Yy,+Z
=X,=Y,tz

| Seitz Jones

| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z |
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +2Z I
| {2_x00|(0.0,0.0,0.0)} | +X,=Y,-2 I
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y I
| {2_0y0|(0.0,0.0,0.0)} | —X,+y,-2 I
| {3"+_x-x-x|(0.0,0.0,0.0)} | =Z,-X,+y I
| {3"+_-xx-x|(0.0,0.0,0.0)} | +2,-X, -y I
| {3”+_-x-xx|(0.0,0.0,0.0)} | =Z,+X,-y I
| {3*-_xxx|(0.0,0.0,0.0)} | +Y,+Z,+X I
| {3"—_-x-xx|(0.0,0.0,0.0)} | +y,-2,-X I
| {3*—_x-x-x|(0.0,0.0,0.0)} | -y, +z,-X I
| {3*—_-xx-x|(0.0,0.0,0.0)} | -Y,=Z,*X I
| {-11(0.0,0.0,0.0)} | —X,=Y,-Z I
| {m_xy0|(0.0,0.0,0.0)} | +X,+Y, -2 I
| {m_0yz|(0.0,0.0,0.0)} | =X, +Y,+2Z I
| {-3*+ xxx|(0 0,0.0,0.0)} | =Z,=X,-Y I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2 I
| {-3"+_x-x-x|(0.0,0.0,0.0)} | +Z,+X, -y |
| {-3"+_-xx-x|(0.0,0.0,0.0)} | =Z,+X,+y I
| {-3"+_-x-xx|(0.0,0.0,0.0)} | +Z,-X,+y |
| {-3"-_xxx]|(0.0,0.0,0.0)} | -y,-Z,-X |
| {-3"-_-x-xx|(0.0,0.0,0.0)} | -y, +z,+X |
| {-3"-_x-x-x|(0.0,0.0,0.0)} | +y,—2Z,+X |
| {-3"- —xx—x|(0.0,0.0,0 0)} | +y,+2,-X |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {2_00z|(0.5,0.5,0.5)} | —-x+1/2,-y+1/2,+z+1/2 |
| {2_x00|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,-z+1/2 |
| {3™+_xxx|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,+y+1/2 |
| {2_0yo0|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,-z+1/2 |
| {3"+_x-x-x](0.5,0.5,0.5)} | -z+1/2,-x+1/2,+y+1/2 |
| {3~+_-xx-x|(0.5,0.5,0.5)} | +z+1/2,-x+1/2,-y+1/2 |
| {3"+_-x-xx](0.5,0.5,0.5)} | -z+1/2,+x+1/2,-y+1/2 |
| {3"_xxx|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,+x+1/2 |
| {3*—_-x-xx|(0.5,0.5,0.5)} | +y+1/2,-z+1/2,-x+1/2 |
| {3*—_x-x-x|(0.5,0.5,0.5)} | -y+1/2,+z+1/2,-x+1/2 |
| {37"—_-xx-x|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,+x+1/2 |
| {-1/(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {m_xy@|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {-3"+_xxx|(0.5,0.5,0.5)} | -z+1/2,-x+1/2,-y+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {-3"+_x-x-x|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,-y+1/2 |
| {-3"+_-xx-x|(0.5,0.5,0.5)} | -z+1/2,+x+1/2,+y+1/2 |
| {-3"+_-x-xx|(0.5,0.5,0.5)} | +z+1/2,-x+1/2,+y+1/2 |
| {-3~-_xxx|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,-x+1/2 |
| {-3"—_-x-xx|(0.5,0.5,0.5)} | -y+1/2,+z+1/2,+x+1/2 |



| +y+1/2,-z+1/2,+x+1/2 |
| +y+1/2,+z+1/2,-x+1/2 |

skokskokskokskokskkokkokkokkkkokkokk

space group: 205 {'Hall': '-P 2ac 2ab 3', 'HM':
Crystal system: Cubic
+X, 4y, +2Z
-X+1/2,-y,+z+1/2
+X+1/2,-y+1/2,-z
+Z,+X, +y
| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {2_00z|(0.5,0.0,0.5) } | —x+1/2,-y,+z+1/2 |
| {2_x00|(0.5,0.5,0.0) } | +x+1/2,-y+1/2,-z |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_0y0|(0.0,0.5,0.5)} | —x,+y+1/2,-2z+1/2 |
| {3"+_x-x—x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {3™+_—xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {3™"+_—x-xx|(0.0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |
| {3*—_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {3*-_—x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {3*-_x-x-x|(0.0,0.5,0.5)} | -y,+z+1/2,-x+1/2 |
| {3*-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |
| {-1|(0.0,0.0,0.0)} | =X, =Y,-Z I
| {m_xy0|(0.5,0.0,0.5)} | +x+1/2,+y,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
| {m_x0z|(0.0,0.5,0.5)} | +X,-y+1/2,+z+1/2 |
| {-3"+_x-x-x|(0.5,0.0,0.5)} | +z+1/2,+x,-y+1/2 |
| {-3"+_-xx-x|(0.5,0.5,0.0)} | -z+1/2,+x+1/2,+y |
| {-3"+_-x—xx|(0.0,0.5,0.5)} | +z,-x+1/2,+y+1/2 |
| {-3"-_xxx|(0.0,0.0,0.0)} | -y,=Z,-X |
| {-3"—_-x—xx|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,+x |
| {-3"-_x-x-x|(0.0,0.5,0.5)} | +y,-z+1/2,+x+1/2 |
| {-3"—_-xx-x|(0.5,0.0,0.5)} | +y+1/2,+z,-x+1/2 |
soksokok ok ok kKR ok kKR Kok oKk
space group: 206 {'Hall': '-I 2b 2c 3', 'HM': 'I a -3'}
Crystal system: Cubic
+X, 4y, +2
-X,-y+1/2,+z
+X,-y,-z+1/2
+Z,+X, +y

Seitz Jones

'P a -3'}



—x xx|

{m xy@l(@ 0,
{m_oyz| (0.0,
{-3"+_xxx| (0.
{m_x0z| (0.0
{-3™+_x-x-x]| (0.
{-3"+_-xx-x]| (0.
{-3"+_-x-xx| (0.
{-3"—_xxx| (0.
{-3"—_-x-xx]| (0.
{-3"—_x-x-x]| (0.
{-3"—_-xx-x]| (0.
{1](0.5,0.
{2_002|(0.5,0.0,0.5)
{2_x00|(0.5,0.5,0.0)
{3”+_xxx| (0.5 0.5 0.5
{2_oyo| (0. )

{m_xy0| (0.5,
{m_oyz| (0.5,
{-3"+_xxx| (0.
{m_x0z| (0.5
{-3"+_x-x-x] (0.
{-3"+_—xx-x| (0.
{-3"+_—x-xx| (0.
0

(

(

(

L el e e ——

+X,+Y,+Z
-X,=y+1/2,+z
+X,-y,—z+1/2
+Z,+X,+y
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y
+z,-X,-y+1/2
—z,+x+1/2,-y+1/2
+y,+Z,+X
+y,-z,—x+1/2
-y+1/2,+z,-X
-y+1/2,-z,+x+1/2
=-X,-Y,Z
+X,+y+1/2,-z
-X,+y,+z+1/2
—-Z,—X,-Yy
+X,-y+1/2,+z+1/2
+z,+x+1/2,-y
=Z,+X,+y+1/2
+2,-X+1/2,+y+1/2
-Y,=Z,—X
-y,+z,+x+1/2
+y+1/2,-z,+X
+y+1/2,+z,-x+1/2
+x+1/2,+y+1/2,+z+1/2
-x+1/2,-y,+z+1/2
+X+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y+1/2
-X+1/2,+y,-z
-z+1/2,-X,+y+1/2
+z2+1/2,-x+1/2,-y
-z+1/2,+X,-y
+y+1/2,+z+1/2,+x+1/2
+y+1/2,-z2+1/2,-X
-y,+z+1/2,-x+1/2
-y,-z+1/2,+x
-x+1/2,-y+1/2,-z+1/2
+x+1/2,+y,-z+1/2
—x+1/2,+y+1/2,+z
-z+1/2,-x+1/2,-y+1/2
+X+1/2,-y,+z
+z+1/2,+Xx,-y+1/2
-z+1/2,+x+1/2,+y
+2+1/2,-X,+y
-y+1/2,-2+1/2,-x+1/2
-y+1/2,+z+1/2,+X
+y,-2z+1/2,+x+1/2
+y,+z+1/2,-X

L e e ——

skokokskokokokskokokskkokokkokokkkokkk

space group: 207 {'Hall':
Crystal system:

Cubic

‘P 42 3",

"HM' :

'P 4 3 2'

}



+X,+Yy,+Z
-y, X, +z
+X, =Y, -2
+Z,+X,+y

32'}

| Seitz | Jones |

| {1/(0.0,0.0,0.0)} | +x,+y,+z |

| {47+_00z|(0.0,0.0,0.0)} | -y,+x,+z |

| {2.x00](0.0,0.0,0.0)} | +x,-y,-z |

| {3"+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |

| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |

| {2_xx0|(0.0,0.0,0.0)} | +y,+x,-z |

|  {2_0yy|(0.0,0.0,0.0)} | -x,+z,+y |

| {4~-_00z|(0.0,0.0,0.0)} | +y,—x,+z |

| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |

| {3"+_x-x-x|(0.0,0.0,0.0)} | -z,-Xx,+y |

| {2_x-x0|(0.0,0.0,0.0)} | -y,-x,-z |

| {4"+_x00](0.0,0.0,0.0)} | +x,-z,+y |

| {3™+_-xx-x|(0.0,0.0,0.0)} | +z,-x,-y |

| {2_0y-y|(0.0,0.0,0.0)} | -x,-z,-y |

| {3™+_-x-xx|(0.0,0.0,0.0)} | -z,+x,-y |

| {47-_x00](0.0,0.0,0.0)} | +x,+z,-y |

| {2_x0x|(0.90,0.0,0.0)} | +z,-y,+x |

| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |

| {4~—_0y0|(0.0,0.0,0.0)} | -z,+y,+x |

| {4~+_0y0|(0.0,0.0,0.0)} | +z,+y,-x |

| {3*-_-x-xx|(0.0,0.0,0.0)} | +y,-z,-x |

| {2_-x0x|(0.0,0.0,0.0)} | -z,-y,-x |

| {3*~_x-x-x|(0.0,0.0,0.0)} | -y,+z,-Xx |

| {3"—_-xx-x|(0.0,0.0,0.0)} | -y,-z,+x |

soksokk Rk Rk kKR KRRk ok Kok

space group: 208 {'Hall': P4n 2 3', 'HM': 'P 42
Crystal system: Cubic

+X,+Yy,+Z

-y+1/2,+x+1/2,+z+1/2

X,-y,-Z

+2Z,+X, +y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X, +Y, +2Z |
| {47°+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +2Z,+X, +y |
| {2.002((0.0,0.0,0.0)} | X, -y, +2 |
| {2_xx0](0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {2_oyy|(0.5,0.5,0.5)} | -x+1/2,+z+1/2,+y+1/2 |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |



| {2_0y0|(0.0,0.0,0.0)} | -X,+Yy,-2 |
| {3"+_x-x-x|(0.0,0.0,0.0)} | -Z,-X,+y |
|  {2_x-x0](0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {4~+_x00](0.5,0.5,0.5)} | +x+1/2,-z+1/2,+y+1/2 |
| {3"+_-xx-x|(0.0,0.0,0.0)} | +Z,-X,-y |
| {2_0y-y|(0.5,0.5,0.5)} | -x+1/2,-z+1/2,-y+1/2 |
| {3*+_-x-xx|(0.0,0.0,0.0)} | =Z,+X,-y I
| {4~-_x00|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,-y+1/2 |
| {2_x0x](0.5,0.5,0.5)} | +z+1/2,-y+1/2,+x+1/2 |
| {3"_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {47-_0y0|(0.5,0.5,0.5)} | —z+1/2,+y+1/2,+x+1/2 |
| {4~+_0y0]|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,-x+1/2 |
| {3*-_—x-xx|(0.0,0.0,0.0)} | +Y, -2, X |
|  {2_-x0x|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,-x+1/2 |
| {3"-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-X |
| {3*-_-xx-x|(0.0,0.0,0.0)} | ~y,=2,+X |
skokokokk KKK KRR KKKk oKk

space group: 209 {'Hall': 'F 4 2 3', 'HM': 'F 4 3 2'}
Crystal system: Cubic

+X,+Y, +2Z

-y, X, +z

+X, =Y, -2

+Z,+X, +y

| Seitz | Jones |

| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |

| {4™+ 002| 0.0,0.0,0.0)} | -y, +X,+2 |

|  {2_x00|(0.0,0.0,0.0)} | +X, =Y, ~2 |

| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |

| {2_00z|(0.0,0.0,0.0)} | -X,-Y,+Z |

| {2_xx0|(0.0,0.0,0.0)} | +y,+X, -2 |

| {2_0yy|(0.0,0.0,0.0)} | -X,+Z,+y |

| {4"-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |

|  {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |

| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |

| {2_x-x0|(0.0,0.0,0.0)} | -y, —X,-Z |

| {4"+_x00|(0.0,0.0,0.0)} | +X,-2,+Yy |

| {3™+_—xx-x|(0.0,0.0,0.0)} | +2Z,-X,-Yy |

| {2_0y-y|(0.0,0.0,0.0)} | —X,=Z,-y I

| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X, -y |

| {4”-_x00|(0.0,0.0,0.0)} | +X,+2,-Y |

| {2_x0x|(0.0,0.0,0.0)} | +Z,-y,+X I

| {3"-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |

| {4~-_0y0|(0.0,0.0,0.0)} | -Z,+Yy,+X |

| {4"+_0y0|(0.0,0.0,0.0)} | +Z,+y,-X I

| {3*-_-x-xx|(0.0,0.0,0.0)} | +y,—-2,-X |

| {2_-x0x|(0.0,0.0,0.0)} | -Z,-Y,—X |

| {3*-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-X |

| {3"—_-xx-x|(0.0,0.0,0.0)} | -y,=Z,+X |



{1/(0.90,0.5,0.5)}
{4~+_00z|(0.0,0.5,0.5)}
{2_x00|(0.0,0. 5 0.5)}
{3”+_xxx|(0.0,0.5,0.5) }
{2_00z| (0.
{2_xx0]| (0.
{2_oyy| (0.
{4~-

{2_x- X0 |
{4”+_x00 |
{3+
{2 _oy- y|

0y0|

{4”+_00z|
{2_x00] (0.

{2_00z| (0.
{2_xx0]| (0.
{2_oyy| (0.
{4~-

(
{2 x—x0|(0.5,
{4~+_x00] (0.5,
{3*+_-xx-x]| (0.5,
{2_oy-y|(0.5,0
{3™+_-x-xx] (0.5, 0 0,0.
{4~=_x00](0.5,0.0,0.
{2_x0x|(0.5,0.0,0.5
{3~—_xxx| (0.5, ,
{4~—_oy0|(0.5,0.0,
{4~+_0y0| (0.5, ,
{3~—_-x-xx] (0.5, 0.0 0.
{2_-x0x|(0.5,0
{3*-_x-x-x]| (0.5,
{3*—_-xx-x]| (0.5,
{1](0.5,0.5,
{4~+_00z]| (0.5, 0. 5
{2_x00|(0.5,0.5
{37+_xxx| (0. 5,0
{2_00z|(0.5,0.
{2_xx0](0.5,0.

U'IU'I

+X,+y+1/2,+z+1/2
-y, +xX+1/2,+z+1/2
+X,-y+1/2,-2+1/2
+Z,+X+1/2,+y+1/2
-X,-y+1/2,+z+1/2
+y,+x+1/2,-z+1/2
-X,+z+1/2,+y+1/2
+y,-X+1/2,+z+1/2
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y+1/2
-y,—x+1/2,-z+1/2
+X,-z+1/2,+y+1/2
+z,-xX+1/2,-y+1/2
—X,—2+1/2,-y+1/2
—z,+x+1/2,-y+1/2
+X,+2+1/2,-y+1/2
+z,-y+1/2,+x+1/2
+y,+z+1/2,+x+1/2
=Z,+y+1/2,+x+1/2
+z,+y+1/2,-x+1/2
+y,-z+1/2,-x+1/2
-z,-y+1/2,-x+1/2
-y,+z+1/2,-x+1/2
-y,-z+1/2,+x+1/2
+X+1/2,+y,+z+1/2
-y+1/2,+x,+z+1/2
+X+1/2,-y,-z+1/2
+z+1/2,+X,+y+1/2
-x+1/2,-y,+z+1/2
+y+1/2,+x,-2+1/2
-X+1/2,+z,+y+1/2
+y+1/2,-X,+z+1/2
-x+1/2,+y,-z+1/2
-z+1/2,-X,+y+1/2
-y+1/2,-x,-2+1/2
+X+1/2,-z,+y+1/2
+z+1/2,-X,-y+1/2
-X+1/2,-z,-y+1/2
-z+1/2,+x,-y+1/2
+x+1/2,+z,-y+1/2
+z+1/2,-y,+x+1/2
+y+1/2,+z,+x+1/2
-z+1/2,+y,+x+1/2
+z+1/2,+y,-x+1/2
+y+1/2,-z,-x+1/2
-z+1/2,-y,—x+1/2
-y+1/2,+z,-x+1/2
-y+1/2,-z,+x+1/2
+X+1/2,+y+1/2,+z
-y+1/2,+x+1/2,+z
+x+1/2,-y+1/2,-2
+2+1/2,+x+1/2,+y
-x+1/2,-y+1/2,+z
+y+1/2,+x+1/2,-2



{2_0yy|(0.5,0.5,0.0)}
{4~ _00z|(0.5,0.5,0.0)}
{2_oy0|(0.5,0. 0
{3™+_x-x-x| (0.5 0.
{2_x-x0|(0.5,0.5,
{4~+_x00|(0.5,0.5,
{3*+_-xx-x|(0.5,0.5,0.
{2_0y-y|(0.5,0.5,0.0
{3A+_—x—xx|(0.5,0 5,0.
{4~-_x00|(0.5,0.5,0.
{2_x0x|(0.5,0.5,0.0
{3~-_xxx| (0.5, ,
{4~—_0y0|(0.5,0.5,
{4"~+_0y0| (0.5, ,
{3*~_-x-xx]|(0.5,0.5,0.
{2_-x0x|(0.5,0.5,0.0
{3*-_x-x-x]| (0.5,
{3~—_-xx-x] (0.5,

5,0
0.5

-

5,0.5,0.
5,0.5,0.

®®

®®®v®
—— e e e P —

5,0.5,0.
5,0.5,0.
5,0.5,0.

e e

0.
0.

’
’

4

-x+1/2,+z+1/2,+y
+y+1/2,-x+1/2,+z
-x+1/2,+y+1/2,-2z
-z+1/2,-x+1/2,+y
-y+1/2,-x+1/2,-z
+X+1/2,-z+1/2,+y
+z+1/2,-x+1/2,-y
-X+1/2,-z+1/2,-y
-z+1/2,+x+1/2,-y
+x+1/2,+z+1/2,-y
+z+1/2,-y+1/2,+x
+y+1/2,+z+1/2,+x
-z+1/2,+y+1/2,+x
+z+1/2,+y+1/2,-x
+y+1/2,-z+1/2,-x
-z+1/2,-y+1/2,-x
-y+1/2,+z+1/2,-x
-y+1/2,-z+1/2,+x

S —

skokokskokokokskkokskkokokkokokkkokkk

space group: 210 {'Hall': ' F 4d 2 3', 'HM': 'F 41 3 2'}
Crystal system: Cubic
+X,+Yy,+2
-y+1/4,+x+1/4,+z+1/4
+X, =Y, ~Z
+Z,+X,+y
Seitz Jones
{1(0.0,0.0,0.0)} +X,ty,+z
{4~+_00z|(0.25,0.25,0.25)} | -y+1/4,+x+1/4,+z+1/4
{2_x00|(0.0,0.0,0.0) } +X,-Y,-Z
{3™+_xxx|(0.0,0.0,0.0) } +Z,+X,+y

{2_00z|(0.0,0.5,0.5)}
{2_xx0|(0.25,0.25,0.25)}
{2_0yy|(0.25,0.25,0.25)}

{4~-_00z|(0.75,0.25,0.75)}
{2_0y0|(0.0,0.5,0.5)}
{3"+_x-x-x|(0.0,0.5,0.5)}
{2_x-x0|(0.75,0.25,0.75)}
{4~+_x00|(0.75,0.25,0.75) }
{3"+_-xx-x|(0.0,0.0,0.0) }
{2_0y-y|(0.25,0.75,0.75)}
{3"+_-x-xx|(0.0,0.5,0.5)}
{4~-_x00|(0.75,0.75,0.25)}
{2_x0x|(0.25,0.25,0.25)}
{37~_xxx|(0.0,0.0,0.0) }
{4~—_0y0|(0.25,0.25,0.25)}
{4~+_0y0|(0.75,0.75,0.25)}
{3~~_-x-xx](0.5,0.0,0.5)}
{2_-x0x|(0.75,0.75,0.25)}

-X,=y+1/2,+z+1/2

+y+1/4,+x+1/4,-z+1/4
-x+1/4,+z+1/4,+y+1/4
+y+3/4,-x+1/4,+z+3/4
-X,+y+1/2,-z+1/2
-z,-X+1/2,+y+1/2
-y+3/4,-x+1/4,-z+3/4
+x+3/4,-z+1/4,+y+3/4
+Z,-X,~Y
-x+1/4,-z+3/4,-y+3/4
-Z,+x+1/2,-y+1/2
+Xx+3/4,+z+3/4,-y+1/4
+z+1/4,-y+1/4,+x+1/4
+y,+2,+X
-z+1/4,+y+1/4,+x+1/4
+z+3/4,+y+3/4,-x+1/4
+y+1/2,-z,-x+1/2
-z+3/4,-y+3/4,-x+1/4

—_—_—— e —— +— 4



{3”-_x-x-x|(0.0,0.0,0.0) }
{3*-_-xx-x|(0.5,0.0,0.5)}
{1/(0.0,0.5,0.5)}
{4~+_002|(0.25,0.75,0.75)}
{2-x00|(0.0,0.5,0.5)}
{3™+_xxx|(0.0,0.5,0.5)}
{2_002|(0.0,0.0,0.0)}
{2_xx0|(0.25,0.75,0.75)}
{2_0yy|(0.25,0.75,0.75)}
{4~=_00z|(0.75,0.75,0.25)}
{2_0y0|(0.0,0.0,0.0)}
{3"+_x-x-x|(0.0,0.0,0.0) }
{2_x-x0|(0.75,0.75,0.25)}
{4~+_x00]|(0.75,0.75,0.25)}
{3”+_-xx-x|(0.0,0.5,0.5)}
{2_0y-y|(0.25,0.25,0.25)}
{3*+_-x-xx|(0.0,0.0,0.0) }
{4~-_x00|(0.75,0.25,0.75)}
{2_x0x|(0.25,0.75,0.75)}
{3”-_xxx|(0.0,0.5,0.5)}
{4~-_0y0|(0.25,0.75,0.75)}
{4~+_0y0|(0.75,0.25,0.75)}
{3*~_-x-xx|(0.5,0.5,0.0) }
{2_-x0x|(0.75,0.25,0.75)}
{37~_x-x-x|(0.0,0.5,0.5)}
{3~~_-xx-x](0.5,0.5,0.0)}
{1/(0.5,0.0,0.5)}
{4~+_00z|(0.75,0.25,0.75) }
{2_x00|(0.5,0.0,0.5)}
{3”+_xxx|(0.5,0.0,0.5)}
{2_002|(0.5,0.5,0.0)}

{2_xx0|(0.75,0.25,0.75) }
{2_oyy|(0.75,0. 25,@.75)}
{4A—_002|(0.25,0.25,0.25)}
{2_0oy0|(0.5,0.5,0.0)}
{3”+_x-x-x|(0.5,0.5,0.0) }
{2_x-x0](0.25,0.25,0.25)}
{4~+_x00|(0.25,0.25,0.25)}
{3”+_-xx-x|(0.5,0.0,0.5) }
{2_0y-y|(0.75,0.75,0.25)}
{3”+_-x-xx|(0.5,0.5,0.0) }
{4~-_x00|(0.25,0.75,0.75) }
{2_x0x|(0.75,0.25,0.75) }
{3A—_xxx|(0.5,0 0,0.5)}
{4~-_0y0|(0.75,0.25,0.75)}
{4~+_0y0|(0.25,0.75,0.75)}

{3~~_-x-xx|(0.0,0.0,0.0
{2_-x0x|(0.25,0.75,0.75
{37 —_x—x-x| (

)}
)}
0. )}
{3”—_—xx-x] (0. )}
Q.
7

0.
0.7
5,0.0,0.5
0,0.0,0.0
{1](0.5,0.5,0.
{4”~+_002|(0.75,0.7
{2_x00|(0.5,0.5

{3”+_xxx|(0.5,0.

.25)}
)}

0,
0,
)
5,
,0

5,0.0)}

[SESR SIS

-Y,+tzZ,-X
-y+1/2,-z,+x+1/2
+X,+y+1/2,+2+1/2

-y+1/4,+x+3/4,+z+3/4
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2

X,~Y,tz
+y+1/4,+x+3/4,-z+3/4

-X+1/4,+z+3/4,+y+3/4

+y+3/4,-x+3/4,+z+1/4

—X,ty,-Z

—Z,=X,ty

-y+3/4,-x+3/4,-z+1/4
+X+3/4,-z+3/4,+y+1/4
+z,-x+1/2,-y+1/2
-x+1/4,-z+1/4,-y+1/4

—Z,*tX,"Yy

+x+3/4,+z+1/4,-y+3/4

+z+1/4,-y+3/4,+x+3/4
+y,+z+1/2,+x+1/2

-z+1/4,+y+3/4,+x+3/4

+z+3/4,+y+1/4,-x+3/4
+y+1/2,-z+1/2,-x

-z+3/4,-y+1/4,-x+3/4
-y,+z+1/2,-x+1/2
-y+1/2,-z+1/2,+X
+x+1/2,+y,+z+1/2

-y+3/4,+x+1/4,+z+3/4
+X+1/2,-y,-z+1/2
+z+1/2,+X,+y+1/2
-x+1/2,-y+1/2,+z

+y+3/4,+x+1/4,-2+3/4

-x+3/4,+z+1/4,+y+3/4

+y+1/4,-x+1/4,+z+1/4
-x+1/2,+y+1/2,-z
-z+1/2,-x+1/2,+y

-y+1/4,-x+1/4,-z+1/4

+x+1/4,-z+1/4,+y+1/4
+z+1/2,-X,-y+1/2

-x+3/4,-z+3/4,-y+1/4
-2+1/2,+x+1/2,-y

+x+1/4,+z+3/4,-y+3/4
+z43/4,-y+1/4,+x+3/4
+y+1/2,+z,+x+1/2

-z+3/4,+y+1/4,+x+3/4

+z+1/4,+y+3/4,-x+3/4
+y,-2,-X

-z+1/4,-y+3/4,-x+3/4
-y+1/2,+z,-x+1/2

-Y,=zZ,+x
+X+1/2,+y+1/2,+2

-y+3/4,+x+3/4,+z+1/4
+x+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y



{2_00z|(0.5,0.0,0.5)}
{2_xx0](0.75,0.75,0.25)}
{2_0yy|(0.75,0.75,0.25)}

-x+1/2,-y,+z+1/2
+y+3/4,+x+3/4,-z+1/4
-X+3/4,+z+3/4,+y+1/4

| | |
| | |
| {4~-_002|(0.25,0.75,0.75)} | +y+1/4,—-x+3/4,+z+3/4 |
| {2_0y0|(0.5,0.0,0.5)} | —x+1/2,+y,-z+1/2 |
| {3"+_x-x-x]|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {2_x-x0|(0.25,0.75,0.75)} | -y+1/4,-x+3/4,-z+3/4 |
| {4"+_x00|(0.25,0.75,0.75)} | +x+1/4,-z+3/4,+y+3/4 |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {2_0y-y|(0.75,0.25,0.75)} | -x+3/4,-z+1/4,-y+3/4 |
| {3™+_-x- xx|(0 5,0.0,0.5)} | -z+1/2,+x,-y+1/2 |
| {4“—_x@@| 0.25,0.25,0.25)} | +x+1/4,+z+1/4,-y+1/4 |
| {2_x0x|(0.75,0.75,0.25)} | +z+3/4,-y+3/4,+x+1/4 |
| {3"- xxx|( .5,0.5,0.0)} | +y+1/2,+z+1/2,+X |
| {4~-_0y0|(0.75,0.75,0.25)} | —z+3/4,+y+3/4,+x+1/4 |
| {4"+_0y0|(0.25,0.25,0.25)} | +z+1/4,+y+1/4,-x+1/4 |
| {3"—_—x- xx|(0 0,0.5,0.5)} | +y,-z+1/2,-x+1/2 |
| {2_-x0x](0.25,0.25,0.25)} | —z+1/4,-y+1/4,-x+1/4 |
| {3~-_x-x-x|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,-x |
| {3*—_-xx-x|(0.0,0.5,0.5)} | -y,-z+1/2,+x+1/2 |
sokoksokokKok Kok kKR Kok sk Kok ok

space group: 211 {'Hall': 'I 4 2 3', 'HM': 'I 4 3 2'}
Crystal system: Cubic

+X,+Y, +2

-y, X, +z

+X, =Y, -2

+Z,+X, +y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4"+_00z|(0.0,0.0,0.0)} | -y, +X,+2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, -2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +2Z,+X, +y I
| {2_00z|(0.0,0.0,0.0)} | X,=Y,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {2_0yy|(0.0,0.0,0.0)} | =X, +Z,+y I
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +Z |
|  {2_0y0|(0.0,0.0,0.0)} | —X,+Y,~Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {2_x-x0|(0.0,0.0,0.0)} | -Y,—X,-Z |
| {4"+_x00|(0.0,0.0,0.0)} | +X,-2,+Yy |
| {3"+_—xx-x|(0.0,0.0,0.0)} | +Z,-X,-y |
| {2_0y-y|(0.0,0.0,0.0)} | -X,=2Z,-Y |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X,-Y |
| {4*-_x00|(0.0,0.0,0.0)} | +X,+2,-y I
| {2_x0x|(0.0,0.0,0.0)} | +Z,-Y,+X I
| {3~-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {4~-_0y0|(0.0,0.0,0.0)} | -Z,+Yy, +X |
| {4~+_0y0|(0.0,0.0,0.0)} | +7,+y, X |



{4~+_x00| (0.
{3”+_-xx-x] (0.
{2_oy-y|(0.5,0
{3™+_-x-xx] (0.5, 0 5,0.
{4~-_x00|(0.5,0.5,0.
{2_x0x]|(0.5,0
{37—_xxx| (
{4~~_0y0| (
{4”+_0yo0| (
{3”~—_-x-xx] (0.
{2_-x0x|(0.5,0
{3*—_x-x-x| (0
{37—_—xx-x| (0

0.
0.
0.

.5,
.5,

 —_———— e

ty,—-z,—X
—Z,7Y,—X
-y,+z,-X
-Yy,—Z,+X
+x+1/2,+y+1/2,+z+1/2
-y+1/2,+x+1/2,+z+1/2
+x+1/2,-y+1/2,-z+1/2
+z+1/2,+x+1/2,+y+1/2
-x+1/2,-y+1/2,+z+1/2
+y+1/2,+x+1/2,-z+1/2
-x+1/2,+z+1/2,+y+1/2
+y+1/2,-x+1/2,+z+1/2
-x+1/2,+y+1/2,-z+1/2
-z+1/2,-x+1/2,+y+1/2
-y+1/2,-x+1/2,-z+1/2
+x+1/2,-z+1/2,+y+1/2
+z+1/2,-x+1/2,-y+1/2
-x+1/2,-z+1/2,-y+1/2
-z+1/2,+x+1/2,-y+1/2
+X+1/2,+z+1/2,-y+1/2
+z+1/2,-y+1/2,+x+1/2
+y+1/2,+z+1/2,+x+1/2
-z+1/2,+y+1/2,+x+1/2
+z+1/2,+y+1/2,-x+1/2
+y+1/2,-z+1/2,-x+1/2
-z+1/2,-y+1/2,-x+1/2
-y+1/2,+z+1/2,-x+1/2
-y+1/2,-z+1/2,+x+1/2

 —_——

skokokskokokokskkokskokokokkokokkkokkk

space group: 212 {'Hall': ' P 4acd 2ab 3', 'HM': 'P 43 3 2'}

Crystal system: Cubic

+X,+Y, +2

-y+3/4,+x+1/4,+z+3/4

+x+1/2,-y+1/2,-z

+Z,+X,+y

Seitz Jones
{1(0.0,0.0,0.0)} +X,+Y, +2
{4~+_00z|(0.75,0.25,0.75)} | -y+3/4,+x+1/4,+z+3/4
{2_x00|(0.5,0.5,0.0)} +Xx+1/2,-y+1/2,-2

{3"+_xxx|(0.0,0.0,0.0) } +Z,+X,+y

{2_00z|(0.5,0.0,0.5)}
{2_xx0|(0.25,0.75,0.75) }
{2_0yy|(0.75,0.25,0.75)}

{4~-_00z|(0.75,0.75,0.25)}

{2_0y0|(0.0,0.5,0.5)}

{3"+_x-x-x|(0.5,0.0,0.5)}
{2_x-x0](0.25,0.25,0.25)}
{4~+_x00|(0.75,0.75,0.25) }

-x+1/2,-y,+z+1/2
+y+1/4,+x+3/4,-z+3/4
-x+3/4,+z+1/4,+y+3/4
+y+3/4,-x+3/4,+z+1/4

-X,+y+1/2,-z+1/2

-z+1/2,-x,+y+1/2
-y+1/4,-x+1/4,-z+1/4
+x+3/4,-z+3/4,+y+1/4



| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {2_0y-y|(0.25,0.25,0.25)} | -x+1/4,-z+1/4,-y+1/4 |
| {3”"+_-x-xx|(0.0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |
| {4~-_x00](0.25,0.75,0.25)} | +x+1/4,+z+3/4,-y+1/4 |
| {2_x0x|(0.75,0.75,0.25)} | +z+3/4,-y+3/4,+x+1/4 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {4~-_0y0|(0.75,0.25,0.75)} | -z+3/4,+y+1/4,+x+3/4 |
| {4~+_0y0|(0.25,0.75,0.75)} | +z+1/4,+y+3/4,-x+3/4 |
| {3*~_-x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {2_-x0x|(0.25,0.25,0.25)} | -z+1/4,-y+1/4,-x+1/4 |
| {3*-_x-x-x|[(0.0,0.5,0.5)} | -y,+z+1/2,-x+1/2 |
| {3*-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |

skokokskokokokskkokskkokkkokokkkokkk

space group: 213 {'Hall': ' P 4bd 2ab 3', 'HM': 'P 41 3 2'}

Crystal system: Cubic
+X,+Y, +2
-y+1/4,+x+3/4,+z+1/4
+X+1/2,-y+1/2,-z
+Z,+X,+y

Seitz Jones

{1|(0.0,0.0,0.0)}
{4~+_00z|(0.25,0.75,0.25)}
{2_x00|(0.5,0.5,0.0)}
{3"+_xxx|(0.0,0.0,0.0) }
{2_00z|(0.5,0.0,0.5)}
{2_xx0|(0.75,0.25,0.25)}
{2_0yy|(0.25,0.75,0.25)}
{4~-_00z|(0.25,0.25,0.75)}

{2_0y0|(0.0,0.5,0.5)} -X,+y+1/2,-z+1/2
{3"+_x-x-x|(0.5,0.0,0.5)} -z+1/2,-x,+y+1/2

| | |
I I +X,+y,+2Z I
| | |
| | |
| | |
| | |
| | |
| | |
| | |
I I I
| {2_x-x0|(0.75,0.75,0.75)} | -y+3/4,-x+3/4,-z+3/4 |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |
| | |

-y+1/4,+x+3/4,+z+1/4
+x+1/2,-y+1/2,-z
+Z,+X,+y
-x+1/2,-y,+z+1/2
+y+3/4,+x+1/4,-z+1/4
-x+1/4,+z+3/4,+y+1/4
+y+1/4,-x+1/4,+z+3/4

{4"+_x00|(0.25,0.25,0.75)} | +x+1/4,-z+1/4,+y+3/4
{3”+_-xx-x|(0.5,0.5,0.0) } +z+1/2,-x+1/2,-y
{2_oy-y|(0.75,0.75,0.75)} -x+3/4,-z+3/4,-y+3/4
{3"+_-x-xx|(0.0,0.5,0.5)} -z,+x+1/2,-y+1/2
{4~-_x00|(0.75,0.25,0.25)} | +x+3/4,+z+1/4,-y+1/4
{2_x0x](0.25,0.25,0.75)} +z+1/4,-y+1/4,+x+3/4
{37—_xxx|(0.0,0.0,0.0) } +y,+2Z,+X
{4~-_0y0|(0.25,0.75,0.25)} | -z+1/4,+y+3/4,+x+1/4
{4~+_0y0|(0.75,0.25,0.25)} | +z+3/4,+y+1/4,-x+1/4
{37 —_—-x-xx] (0. +y+1/2,-z+1/2,-x
-z+3/4,-y+3/4,-x+3/4
-y,+z+1/2,-x+1/2
-y+1/2,-z,+x+1/2

5,0.5,0.0)}
{2_-x0x|(0.75,0.75,0.7
{37_x-x-x]|(0.0,0.
5,0

5)
5)
{3”—_—xx-x] (0 5)

e

,0.
,0.

sokokskokokokskokokkkokokkokokkkokkk



'I 41 3 2'}

space group: 214 {'Hall': ' I 4bd 2c 3', 'HM':

Crystal system: Cubic

+X,+y,+2

-y+1/4,+x+3/4,+z+1/4

+X,-y,-z+1/2

+Z,+X,+y

Seitz | Jones |
{1/(0.90,0.0,0.0)} X, 1y, +2Z
{4~+_002|(0.25,0.75,0.25)} | -y+1/4,+x+3/4,+z+1/4
{2_x00|(0.0,0.0,0.5)} +X,-y,-z+1/2

{3"+_xxx|(0.0,0.0,0.0) } +Z,+X, +y

{2_00z|(0.5,0.0,0.5) }

|

| |
| |
| |
| |
| {2_xx0](0.25,0.75,0.75)} |
| {2_0yy|(0.25,0.75,0.25)} |
| {4~-_00z|(0.25,0.25,0.75)} |
| {2_0y0|(0.5,0.0,0.0)} I
| {3~+_x-x-x|(0.5,0.0,0.5)} |
| {2_x-x0](0.25,0.25,0.25)} |
| {4~+_x00|(0.25,0.25,0.75)} |
| {3"+_-xx-x|(0.0,0.0,0.5)} |
| {2_oy-y| (0. 25,0 25,0.25)} |
| {3™+_-x- xx| 0.5,0.0,0.0)} |
| {4~ x00| .25,0.75,0.75)} |
| {2_x0x|(0.25,0.25,0.75)} |
| {3“—_xxx|( .0,0.0,0.0)} |
| {4~-_0y0|(0.75,0.25,0.75)} |
| {4~+_0y0|(0.75,0.25,0.25)} |
| {3“—_—x—xx|(0 5,0.5,0.0)} |
| {2_-x0x](0.25,0.25,0.25)} |
| {3"~_x-x-x]|(0.5,0.0,0.0)} |
| {3"-_—xx-x|(0.0,0.5,0.0)} |
| {1|(0.5,0.5,0.5)} |
| {4~+_00z|(0.75,0.25,0.75)} |
| {2_x00|(0.5,0.5,0.0)} |
| {3"+_xxx]|(0.5,0.5,0.5)} |
|  {2_00z](0.0,0.5,0.0)} |
| {2_xx0|(0.75,0.25,0.25)} |
| {2_0yy|(0.75,0.25,0.75)} |
| {4~=_002|(0.75,0.75,0.25)} |
| {2_oyo0|(0.0,0.5,0.5)} |
| {3"+_x-x-x|(0.0,0.5,0.0)} |
| {2_x-x0|(0.75,0.75,0.75)} |
| {4~+_x00|(0.75,0.75,0.25)} |
| {3"+_—xx-x|(0.5,0.5,0.0)} |
| {2_0y-y|(0.75,0.75,0.75)} |
| {3°+_-x-xx|(0.0,0.5,0.5)} |
| {4~-_x00|(0.75,0.25,0.25)} |
| {2_x0x|(0.75,0.75,0.25)} |
| {3"-_xxx]|(0.5,0.5,0.5)} |
| {4~-_0y0|(0.25,0.75,0.25)} |
| {4~+_0y0|(0.25,0.75,0.75)} |

-x+1/2,-y,+z+1/2
+y+1/4,+x+3/4,-z+3/4
-X+1/4,+z+3/4,+y+1/4
+y+1/4,-x+1/4,+z+3/4

-X+1/2,+y,-z

-z+1/2,-X,+y+1/2
-y+1/4,-x+1/4,-z+1/4
+x+1/4,-z+1/4,+y+3/4

+z,-X,-y+1/2
-x+1/4,-z+1/4,-y+1/4
-z+1/2,+X,-y
+x+1/4,+z+3/4,-y+3/4
+z+1/4,-y+1/4,+x+3/4
ty,+Z,+X
-z+3/4,+y+1/4,+x+3/4
+z+3/4,+y+1/4,-x+1/4
+y+1/2,-z2+1/2,-X
-z+1/4,-y+1/4,-x+1/4
-y+1/2,+z,-X
-y,-z+1/2,+x
+x+1/2,+y+1/2,+z+1/2
-y+3/4,+x+1/4,+z+3/4
+X+1/2,-y+1/2,-z
+z4+1/2,+x+1/2,+y+1/2
-X,-y+1/2,+z
+y+3/4,+x+1/4,-z+1/4
-x+3/4,+z+1/4,+y+3/4
+y+3/4,-x+3/4,+z+1/4

-X,+y+1/2,-2+1/2

-z,-X+1/2,+y
-y+3/4,-x+3/4,-z+3/4
+X+3/4,-z+3/4,+y+1/4

+z2+1/2,-x+1/2,-y
-x+3/4,-z+3/4,-y+3/4

-Z,+x+1/2,-y+1/2
+x+3/4,+z+1/4,-y+1/4
+z+3/4,-y+3/4,+x+1/4
+y+1/2,+z+1/2,+x+1/2
-z+1/4,+y+3/4,+x+1/4
+z+1/4,+y+3/4,-x+3/4



| {3%—_-x-xx|(0.0,0.0,0.5)}
| {2_-x0x|(0.75,0.75,0.75)}
| {3*-_x-x-x|(0.0,0.5,0.5)}
| {3*-_-xx-x|(0.5,0.0,0.5)}

+y,-z,-X+1/2 |
-z+3/4,-y+3/4,-x+3/4 |
-y,+z+1/2,-x+1/2 |
-y+1/2,-z,+x+1/2 |

skokskokskokskokskkokkokkokkokkokkokk

space group: 215 {'Hall': ' P -4 2 3', 'HM': 'P -4 3 m'}
Crystal system: Cubic

+X, 4y, +2

ty,—X,-z

+X, =Y, —Z

+Z,+X, +y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +Xx,+y,+2Z |
| {-47+_002|(0.0,0.0,0.0)} | +y,-x,-z |
|  {2.x00|(0.0,0.0,0.0)} | +x,-y,-z |
| {3™+_xxx|(0.0,0.0,0.0)} | +z,+x,+y |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,—x,+z |
|  {m_xy-y|(0.0,0.0,0.0)} | +x,-z,-y |
| {-4~-_00z|(0.0,0.0,0.0)} | -y,+x,-z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | -z,-x,+y |
|  {m_xxz|(0.0,0.0,0.0)} | +y,+x,+z |
| {-4"+_x00|(0.0,0.0,0.0)} | -x,+z,-y |
| {3™+_-xx-x|(0.0,0.0,0.0)} | +z,-x,-y |
|  {m_xyy|(0.0,0.0,0.0)} | +x,+z,+y |
| {3"+_—x-xx|(0.0,0.0,0.0)} | -z,+x,-y |
| {-4~-_x00](0.0,0.0,0.0)} | -x,-z,+y |
| {m_-xyz|(0.0,0.0,0.0)} | -z,+y,-Xx |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {-4~-_0y0|(0.0,0.0,0.0)} | +z,-y,—x |
| {-4~+_0y0|(0.0,0.0,0.0)} | -z,-y,+x |
| {3*-_-x-xx|(0.0,0.0,0.0)} | +y,-z,-x |
| {m_xyx|(0.0,0.0,0.0)} | +z,+y,+x |
| {3*-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-x |
| {3"-_-xx-x|(0.0,0.0,0.0)} | -y,-z,+x |
sorokskorokskokokskokokskokokskokokskokokok

space group: 216 {'Hall': ' F -4 2 3', 'HM': 'F -4 3 m'}

Crystal system: Cubic
+X,+Yy,+2
+y,—X,-Z
tX,-Y,-Z
+Z,+X,+y
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+X,+Yy,+Z
ty,—X,-Z
X, =y, —2
+Z,+X,+y
—X,-Y,tZ
—Y,=X,+Z
X,-Z,-y
-y, X, -z
—X,ty,—-Z
—Z,=X,ty
Ty, +X,+2
—X,+z,-y
+Z,-X,-y
+X,+2,+y
—Z,+X,-y
—X,=Z,ty
—Z,ty,—X
tY,+z,+X
+tZ,=y, =X
—Z,7Y,*tX
tY,—Z,-X
+2Z,+Yy,+X
-Y,+tzZ,—X
—Y,~Z,+X
+X,+y+1/2,+2+1/2
+y,—x+1/2,-z+1/2
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2
-X,-y+1/2,+z+1/2
-y,=X+1/2,+z+1/2
+X,-2+1/2,-y+1/2
-y, +x+1/2,-z+1/2
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y+1/2
+y,+X+1/2,+z+1/2
-X,+z+1/2,-y+1/2
+z,-X+1/2,-y+1/2
+X,+z+1/2,+y+1/2
—-Z,+X+1/2,-y+1/2
-X,-z+1/2,+y+1/2
-z,+y+1/2,-x+1/2
+y,+z+1/2,+x+1/2
+z,-y+1/2,-x+1/2
-z,-y+1/2,+x+1/2
+y,-z+1/2,-x+1/2
+z,+y+1/2,+x+1/2
-y, +z+1/2,-x+1/2
-y,—-z+1/2,+x+1/2
+X+1/2,+y,+2+1/2
+y+1/2,-x,-z+1/2
+x+1/2,-y,-z+1/2
+2+1/2,+X,+y+1/2
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-x+1/2,-y,+z+1/2
-y+1/2,-X,+z+1/2
+X+1/2,-z,-y+1/2
-y+1/2,+x,-z+1/2
-x+1/2,+y,-z+1/2
-z+1/2,-X,+y+1/2
+y+1/2,+x,+z+1/2
-x+1/2,+z,-y+1/2
+z2+1/2,-x,-y+1/2
+X+1/2,+z,+y+1/2
-z+1/2,+x,-y+1/2
-X+1/2,-z,+y+1/2
-z+1/2,+y,—-x+1/2
+y+1/2,+z,+x+1/2
+z2+1/2,-y,—x+1/2
-z+1/2,-y,+x+1/2
+y+1/2,-z2,-x+1/2
+z+1/2,+y,+x+1/2
-y+1/2,+z,-x+1/2
-y+1/2,-z,+x+1/2
+X+1/2,+y+1/2,+z
+y+1/2,-x+1/2,-2z
+X+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y
-x+1/2,-y+1/2,+z
-y+1/2,-x+1/2,+z
+X+1/2,-z2+1/2,-y
-y+1/2,+x+1/2,-2
-x+1/2,+y+1/2,-2z
-z+1/2,-x+1/2,+y
+y+1/2,+x+1/2,+2z
-x+1/2,+z+1/2,-y
+z+1/2,-x+1/2,-y
+x+1/2,+z+1/2,+y
-z+1/2,+x+1/2,-y
-X+1/2,-z+1/2,+y
-z+1/2,+y+1/2,-x
+y+1/2,+z+1/2,+X
+z+1/2,-y+1/2,-Xx
-z+1/2,-y+1/2,+x
+y+1/2,-z+1/2,-X
+z+1/2,+y+1/2,+x
-y+1/2,+z+1/2,-X
-y+1/2,-z+1/2,+X

L e —
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space group: 217 {'Hall':
Crystal system: Cubic
+X,+Y, +2

+y,—X,-Z

X, =Y, =2

+Z,+X,+y

-4 2 3", '"HM":

'I -4 3 m'}



| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X, Y, +2Z I
| {-4"+_002|(0.0,0.0,0.0)} | +y,—X,-2Z I
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-2 I
| {37+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y I
| {2_00z|(0.0,0.0,0.0)} | =X, =Y, +2Z I
|  {m_x-xz|(0.0,0.0,0.0)} | =YX, +2Z I
|  {m_xy-y|(0.0,0.0,0.0)} | +X,-2Z,-Yy I
| {-4~-_00z|(0.0,0.0,0.0)} | -y, +X,-z I
| {2_0y0|(0.0,0.0,0.0)} | —X,+y, -2 I
| {3"+_x-x-x|(0.0,0.0,0.0)} | —Z,=X,ty I
| {m_xxz|(0.0,0.0,0.0) } | +y, +X,+Z |
| {-4"+_x00|(0.0,0.0,0.0)} | —X,+Z,-y I
| {3"+_—xx-x|(0.0,0.0,0.0)} | +z,-X,-y I
| {m_xyy|(0.0,0.0,0.0) } | +X,+2,+y |
| {3"+_-x-xx|(0.0,0.0,0.0)} | =Z,+X,-y I
| {-4"-_x00|(0.0,0.0,0.0)} | =X, =Z,+y I
|  {m_-xyz|(0.0,0.0,0.0)} | —Z,+y, X I
| {3"-_xxx|(0.0,0.0,0.0)} | +y, +Z,+X I
| {-4~-_0y0|(0.0,0.0,0.0)} | +2,-Y, X I
| {-4"+_0y0|(0.0,0.0,0.0)} | ~Z,=Y,+X I
| {3°—_-x-xx|(0.0,0.0,0.0)} | +y,=2,-X I
|  {m_xyx|(0.0,0.0,0.0)} | +Z,+y,+X I
| {3°—_x-x-x|(0.0,0.0,0.0)} | =y, +Z,-X I
| {3°—_-xx-x|(0.0,0.0,0.0)} | =Y,=Z,+X I
| {1|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4"+ 002|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {2_x00|(0.5,0.5,0.5) } | +x+1/2,-y+1/2,-z+1/2 |
| {3™+_xxx|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,+y+1/2 |
| {2_00z|(0.5,0.5,0.5)} | -x+1/2,-y+1/2,+z+1/2 |
|  {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
|  {m_xy-y|(0.5,0.5,0.5)} | +x+1/2,-z+1/2,-y+1/2 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {2_0y0|(0.5,0.5,0.5)} | —-x+1/2,+y+1/2,-z+1/2 |
| {3"+_x-x-x|(0.5,0.5,0.5)} | —z+1/2,-x+1/2,+y+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4~+_x00|(0.5,0.5,0.5)} | -x+1/2,+z+1/2,-y+1/2 |
| {3*+_-xx-x|(0.5,0.5,0.5)} | +z+1/2,-x+1/2,-y+1/2 |
|  {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {3*+_-x-xx|(0.5,0.5,0.5)} | —z+1/2,+x+1/2,-y+1/2 |
| {-4~-_x00](0.5,0.5,0.5)} | —x+1/2,-z+1/2,+y+1/2 |
|  {m_-xyz|(0.5,0.5,0.5)} | -z+1/2,+y+1/2,-x+1/2 |
| {3"—_xxx|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,+x+1/2 |
| {-47-_0y0|(0.5,0.5,0.5)} | +z+1/2,-y+1/2,-x+1/2 |
| {-4"+_0y0|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,+x+1/2 |
| {3"-_-x-xx[(0.5,0.5,0.5)} | +y+1/2,-z+1/2,-x+1/2 |
|  {m_xyx|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {3"—_x-x-x|(0.5,0.5,0.5)} | -y+1/2,+z+1/2,-x+1/2 |
| {3*—_-xx-x|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,+x+1/2 |




skokskokskokskokskkokkokkokkkkokkokk

'P -4 3 n'}

'F -4 3 c'}

space group: 218 {'Hall': ' P -4n 2 3', 'HM':
Crystal system: Cubic

+X,+Y, +2

+y+1/2,-x+1/2,-z+1/2

+X, =Y, -2

+Z,+X, +y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Yy,+2Z I
| {-4~+_002|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
|  {2_x00|(0.0,0.0,0.0)} | +X, =Y, ~2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
|  {2_00z|(0.0,0.0,0.0)} | —X, -y, +2Z |
| {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
| {m_xy-y|(0.5,0.5,0.5)} | +x+1/2,-z+1/2,-y+1/2 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-2+1/2 |
|  {2_0y0|(0.0,0.0,0.0)} | “X,+Y,~Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
|  {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4"+_x00|(0.5,0.5,0.5)} | -x+1/2,+z+1/2,-y+1/2 |
| {3"+_—xx-x|(0.0,0.0,0.0)} | +2,-X,-Yy |
|  {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X,-Y |
| {-4~-_x00|(0.5,0.5,0.5)} | -x+1/2,-z+1/2,+y+1/2 |
|  {m_-xyz|(0.5,0.5,0.5)} | -z+1/2,+y+1/2,-x+1/2 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {-4~-_0y0|(0.5,0.5,0.5)} | +z+1/2,-y+1/2,-x+1/2 |
| {-4"+_0y0|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,+x+1/2 |
| {3"—_-x-xx|(0.0,0.0,0.0)} | +y,-Z,-X |
|  {m_xyx|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {3"—_x-x-x|(0.0,0.0,0.0)} | -y, +z,-X |
| {3"—_-xx-x|(0.0,0.0,0.0)} | —Y,=Z,+X |
soroksforokokk ok ook kKoK kK okok

space group: 219 {'Hall': ' F -4c 2 3', 'HM':
Crystal system: Cubic

+X,+Y, +2Z

+y,—X,-z+1/2

+X, =Y, -2

+Z,+X, +y

| Seitz | Jones |
| {1/(0.0,0.0,0.0)} | +X,+y, +Z |
| {-4~+_00z|(0.0,0.0,0.5)} | +y,—X,-z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y, 2 |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
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—X,Y,tZ
=Y, =X,+z+1/2
+X,-2,-y+1/2
-y, +X,-z+1/2
—X,ty,-Z
—Z,=X,ty
+y, +X,+z+1/2
-X,+z,-y+1/2
+z,-X,-y
+X,+2,+y+1/2
—Z,+X,-y
-X,=Z,+y+1/2
-z+1/2,+y,-X
ty,+Z,+X
+z+1/2,-y,—X
-z+1/2,-y,+X
ty,-Z,-X
+z+1/2,+y,+X
-y,+tZ,—X
-Yy,—Z,+X
+X,+y+1/2,+2+1/2
+y,—-Xx+1/2,-z
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2
-X,=y+1/2,+z+1/2
-y,—Xx+1/2,+z
+x,-z+1/2,-y
-y,+x+1/2,-z
-X,+y+1/2,-2+1/2
-2,-X+1/2,+y+1/2
+y,+x+1/2,+z
-X,+z+1/2,-y
+z,-x+1/2,-y+1/2
+X,+z+1/2,+y
-Z,+x+1/2,-y+1/2
-X,-z+1/2,+y
-z+1/2,+y+1/2,-x+1/2
+y,+2+1/2,+x+1/2
+z+1/2,-y+1/2,-x+1/2
-z+1/2,-y+1/2,+x+1/2
+y,-z+1/2,-x+1/2
+z+1/2,+y+1/2,+x+1/2
-y,+z+1/2,-x+1/2
-y,-z+1/2,+x+1/2
+x+1/2,+y,+z+1/2
+y+1/2,-X,-2
+X+1/2,-y,-z+1/2
+z+1/2,+X,+y+1/2
-X+1/2,-y,+z+1/2
-y+1/2,-X,+z
+X+1/2,-z,-y
-y+1/2,+Xx,-2
-x+1/2,+y,-z+1/2
-z+1/2,-Xx,+y+1/2
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+y+1/2,+X,+z
-x+1/2,+z,-y
+z+1/2,-x,-y+1/2
+x+1/2,+z,+y
-z+1/2,+x,-y+1/2
-x+1/2,-z,+y
-Z,+y,—-Xx+1/2
+y+1/2,+z,+x+1/2
+z,-y,—X+1/2
-z,-Yy,+x+1/2
+y+1/2,-z,-x+1/2
+z,+y,+x+1/2
-y+1/2,+z,-x+1/2
-y+1/2,-z,+x+1/2
+x+1/2,+y+1/2,+z
+y+1/2,-x+1/2,-z+1/2
+X+1/2,-y+1/2,-z
+2+1/2,+x+1/2,+y
-X+1/2,-y+1/2,+z
-y+1/2,-x+1/2,+z+1/2
+x+1/2,-z+1/2,-y+1/2
-y+1/2,+x+1/2,-z+1/2
-x+1/2,+y+1/2,-2z
-z+1/2,-x+1/2,+y
+y+1/2,+x+1/2,+z+1/2
-x+1/2,+z+1/2,-y+1/2
+2+1/2,-x+1/2,-y
+x+1/2,+z+1/2,+y+1/2
-z+1/2,+x+1/2,-y
-x+1/2,-z+1/2,+y+1/2
-z,+y+1/2,-X
+y+1/2,+z+1/2,+x
+z,-y+1/2,-x
-z,-y+1/2,+x
+y+1/2,-z+1/2,-X
+z,+y+1/2,+X
-y+1/2,+z+1/2,-X
-y+1/2,-z+1/2,+x

skokokokskokskokskkokkokkokkokkokkokk

'I -4 3d'}

space group: 220 {'Hall': I -4bd 2c 3', 'HM':
Crystal system: Cubic

+X,+y,+2

+y+1/4,-x+3/4,-z+1/4

+X,-y,-2z+1/2

+Z,+X,+y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
I I I

{-4~+_002|(0.25,0.75,0.25) }

+y+1/4,-x+3/4,-z+1/4



{2_x00|(0.0,0.0,0.5)}
{3”+_xxx|(0.0,0.0,0.0) }
{2_00z|(0.0,0.5,0.0)}
{m_x-xz|(0.25,0.75,0.75)}
{m_xy-y|(0.25,0.75,0.25)}
{-4~-_00z|(0.75,0.75,0.25)}

+X,-y,-z+1/2
+Z,+X,+y
-X,-y+1/2,+z
-y+1/4,-x+3/4,+z+3/4
+x+1/4,-z+3/4,-y+1/4
-y+3/4,+x+3/4,-z+1/4

| | |
| | |
| | |
| | |
| | |
| {2_0y0|(0.0,0.5,0.5)} | -x,+y+1/2,-z+1/2 |
| {3"+_x-x-x]|(0.0,0.5,0.0)} | -Z,-X+1/2,+y |
| {m xxz|(0 75,0.75,0.75)} | +y+3/4,+x+3/4,+z+3/4 |
| {-4"+_x00|(0.75,0.75,0.25)} | -x+3/4,+z+3/4,-y+1/4 |
| {3"+_-xx-x|(0.0,0.0,0.5)} | +Z,-X,-y+1/2 |
| {m xyy| 0.25,0.25,0.25)} | +x+1/4,+z+1/4,+y+1/4 |
|  {3™+_-—x- xx|(0 0,0.5,0.5)} | -z,+x+1/2,-y+1/2 |
| {-47- x00| .75,0.25,0.25)} | —x+3/4,-z+1/4,+y+1/4 |
| {m_-xyz|(0.25,0.25,0.75)} | -z+1/4,+y+1/4,-x+3/4 |
| {3~ xxx|( .0,0.0,0.0)} | +y,+Z,+X |
| {-4~-_0y0|(0.75,0.25,0.75)} | +2+3/4,-y+1/4,-x+3/4 |
| {-4"+_0y0|(0.25,0.75,0.75)} | -z+1/4,-y+3/4,+x+3/4 |
| {3"- —x—xx|(0.0,0.0,0.5)} | +y,-z,-x+1/2 |
| {m_xyx|(0.75,0.75,0.75)} | +z+3/4,+y+3/4,+x+3/4 |
| {3"-_x-x-x]|(0.5,0.0,0.0)} | -y+1/2,+z,-X |
| {3"-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |
| {1](0.5,0.5,0.5)} | +x+1/2,+y+1/2,+z+1/2 |
| {-4"+_00z|(0.75,0.25,0.75)} | +y+3/4,-x+1/4,-z+3/4 |
| {2_x00|(0.5,0.5,0.0)} |  +x+1/2,-y+1/2,-z |
| {3+ _xxx|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,+y+1/2 |
| {2_00z|(0.5,0.0,0.5)} |  —-x+1/2,-y,+z+1/2 |
| {m_x-xz|(0.75,0.25,0.25)} | -y+3/4,-x+1/4,+z+1/4 |
| {m_xy-y|(0.75,0.25,0.75)} | +x+3/4,-z+1/4,-y+3/4 |
| {-4"-_00z2|(0.25,0.25,0.75)} | -y+1/4,+x+1/4,-z+3/4 |
| {2 oy0|(0.5,0.0,0.0)} | —x+1/2,+y, -2 |
| {3"+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
|  {m_xxz|(0.25,0.25,0.25)} | +y+1/4,+x+1/4,+z+1/4 |
| {-4"+_x00](0.25,0.25,0.75)} | —x+1/4,+z+1/4,-y+3/4 |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {m_xyy|(0.75,0.75,0.75)} | +x+3/4,+z+3/4,+y+3/4 |
| {3"+_-x-xx|(0.5,0.0,0.0)} | -z+1/2,+X,-y |
| {-4"-_x00](0.25,0.75,0.75)} | —x+1/4,-z+3/4,+y+3/4 |
| {m_-xyz|(0.75,0.75,0.25)} | -z+3/4,+y+3/4,-x+1/4 |
|  {3*—_xxx|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,+x+1/2 |
| {-4~-_0y0|(0.25,0.75,0.25)} | +z+1/4,-y+3/4,-x+1/4 |
| {-4"+_0y0]|(0.75,0.25,0.25)} | -z+3/4,-y+1/4,+x+1/4 |
| {3"-_-x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
|  {m_xyx|(0.25,0.25,0.25)} | +z+1/4,+y+1/4,+x+1/4 |
| {3"-_x-x-x|(0.0,0.5,0.5)} | -y, +z+1/2,-x+1/2 |
| {3"-_-xx-x|(0.0,0.5,0.0)} | -y,-z+1/2,+x |

sokokskokokokskokokskokokokkokokkkokkk

space group: 221 {'Hall': '-P 4 2 3', '"HM': 'Pm -3 m'}
Crystal system: Cubic
+X,+Y,+2

-y, +X,+2Z



Seitz Jones
| {1|(0.0,0.0,0.0)} | +X,+y,+2Z |
| {4"+_00z|(0.0,0.0,0.0)} | -y, +x,+z |
| {2_x00|(0.0,0.0,0.0)} | +x,-y,-2z |
| {3™+_xxx|(0.0,0.0,0.0)} | +z,+X,+y |
| {2_00z|(0.0,0.0,0.0)} | -x,-y,+z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+x,-z |
| {2_oyy|(0.0,0.0,0.0)} | =x,+z,+y |
| {4~-_00z|(0.0,0.0,0.0)} | +y,-X,+z |
| {2_0y0|(0.0,0.0,0.0)} | -x,+y,-Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | -z,-X,+y |
| {2_x-x0|(0.0,0.0,0.0)} | -y,-Xx,-z |
| {4"+_x00](0.0,0.0,0.0)} | +x,-z,+y |
| {3™+_-xx-x|(0.0,0.0,0.0)} | +z,-X,-y |
| {2_0y-y|(0.0,0.0,0.0)} | -x,-z,-y |
| {3"+_—x-xx[(0.0,0.0,0.0)} | -z,+x,-y |
| {4"-_x00|(0.0,0.0,0.0)} | +x,+z,-y |
| {2_x0x|(0.0,0.0,0.0)} | +z,-y,+x |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+z,+x |
| {4~-_0y0|(0.0,0.0,0.0)} | —-z,+y,+x |
| {4~+_0y0|(0.0,0.0,0.0)} | +z,+y,-x |
| {3*-_-x-xx|(0.0,0.0,0.0)} | +y,-z,-X |
| {2_-x0x|(0.0,0.0,0.0)} | -z,-y,-x |
| {3*-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-Xx |
| {3"-_-xx-x|(0.0,0.0,0.0)} | -y,-z,+x |
| {-1/(0.0,0.0,0.0)} | =X,-y,-z |
| {-4"+_00z|(0.0,0.0,0.0)} | +y,-X,-z |
| {m_0yz|(0.0,0.0,0.0)} | —=x,+y,+z |
| {-3"+_xxx|(0.0,0.0,0.0)} | -z,-X,-y |
| {m_xy0|(0.0,0.0,0.0)} | +x,+y,-z |
| {m_x-xz|(0.0,0.0,0.0)} | -y,-X,+z |
| {m_xy-y|(0.0,0.0,0.0)} | +x,-2z,-y |
| {-4~-_00z|(0.0,0.0,0.0)} | -y,+x,-z |
| {m_x0z|(0.0,0.0,0.0)} | +x,-y,+z |
| {-3"+_x-x-x|(0.0,0.0,0.0)} | +z,+x,-y |
| {m_xxz|(0.0,0.0,0.0) } | +y,+x,+z |
| {-4"+_x00|(0.0,0.0,0.0)} | -x,+z,-y |
| {-3"+_-xx-x|(0.0,0.0,0.0)} | -z,+x,+y |
|  {m_xyy|(0.0,0.0,0.0)} | +X,+z,+y |
| {-3"+_-x- xx|(0 0,0.0,0.0)} | +z,-Xx,+y |
| {-47-_x00|(0.0,0.0,0.0)} | -x,-z,+y |
| {m_-xyz|(0.0,0.0,0.0)} | -z,+y,-x |
| {-3~-_xxx|(0.0,0.0,0.0)} | -y,-z,-x |
| {-4~-_0y0|(0.0,0.0,0.0)} | +z,-y,-X |
| {-4"+_0y0]|(0.0,0.0,0.0)} | -z,-y,+x |
| {-3"-_-x-xx|(0.0,0.0,0.0)} | -y,+z,+x |
| {m_xyx|(0.0,0.0,0.0) } | +z,+y,+x |
| {-3*—_x-x-x|(0.0,0.0,0.0)} | +y,-z,+x |
| {-3"—_-xx-x|(0.0,0.0,0.0)} | +y,+z,-Xx |



skokskokskokskokskkokkokkokkokkokkokk

space group: 222:1 {'Hall': ' P 42 3 -1n', 'HM': 'P n -3 n:1'}
Crystal system: Cubic
Setting: 1
+X,+Y, +2Z
—Y, X, +2z
+X, =Y, ~Z
+Z,+X, +y
-x+1/2,-y+1/2,-z+1/2
| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4"+_00z|(0.0,0.0,0.0)} | -y, +X,+2 |
| {2_x00] (0. 0,0 0 0. 0)} | +X,-Y, -2 |
| {3"+_xxx|(0.0,0 , 0)} | +2Z,+X,+y |
| {-1|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0. 0,0 0)} | -X,-Y,+Z |
| {2_xx0|(0.0,0.0,0.0)} | +y,+X,-Z |
| {2_0yy|(0.0,0.0,0.0)} | X, +Z,+y |
| {-47+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {4~-_00z|(0.0,0.0,0.0)} | +y, =X, +2 |
|  {2_0y0|(0.0,0.0,0.0)} | —X,+Y, -2 |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {m_xy0]|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
|  {2_x-x0](0.0,0.0,0.0)} | -y, —X,~2Z |
| {4”+_x00|(0.0,0.0,0.0)} | +X,=Z,+Yy |
| {-47-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {3"+_-xx-x](0.0,0.0,0.0)} | +Z,-X,-Y |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y-y|(0.0,0.0,0.0)} | -X,=Z,-y |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {3"+_-x-xx|(0.0,0.0,0.0)} | -Z,+X,-y |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {4~-_x00|(0.0,0.0,0.0)} | +X,+2,-y |
|  {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
sokokokskokokokskkokokokskkokokok sk okokok
space group: 222:2 {'Hall': '-P 4a 2bc 3', 'HM': 'P n -3 n:2'}
Crystal system: Cubic
Setting: 2
+X,+Y, +2Z
-y+1/2,+X,+z
+X,-y+1/2,-z2+1/2
+Z,+X,+y

Seitz Jones



{11(0.0,0.0,0.0)}
{4”~+_002|(0.5,0.0,0.0)}
{2_x00|(0.0,0.5,0.5)}

+X,+Yy,+Z
-y+1/2,+X,+z
+X,-y+1/2,-2+1/2
+Z,+X,+y

| | |
| | |
| | |
| 12.002/(0.5,0.5,0.0)} | -x+1/2,-y+1/2,+z |
|  {2_xx0|(0.0,0.0,0.5)} | +Y, X, -z+1/2 |
| {2_0yy|(0.5,0.0,0.0)} | —x+1/2,+2,+y |
| {4~-_00z|(0.0,0.5,0.0)} | +y,—X+1/2,+z |
| {2_0y0|(0.5,0.0,0.5)} | -X+1/2,+y,-z+1/2 |
| {3"+_x-x-x]|(0.5,0.5,0.0)} | -z+1/2,-x+1/2,+y |
| {2_x-x0](0.5,0.5,0.5)} | -y+1/2,-x+1/2,-2z+1/2 |
| {4"+_x00|(0.0,0.5,0.0)} | +X,-2+1/2,+y |
| {3"+_-xx-x|(0.0,0.5,0.5)} | +z,-x+1/2,-y+1/2 |
| {2_0y-y|(0.5,0.5,0.5)} | -x+1/2,-z+1/2,-y+1/2 |
| {3"+_-x-xx](0.5,0.0,0.5)} | -z+1/2,+x,-y+1/2 |
| {4~- _x00|(0.0,0.0,0.5) } | +X,+2,-y+1/2 |
| {2_x0x|(0.0,0.5,0.0) } | +Z,-y+1/2,+x |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+2,+X |
| {4"~-_0y0|(0.5,0.0,0.0)} | -z+1/2,+y,+X |
| {4"+_0y0|(0.0,0.0,0.5)} | +2Z,+y,-x+1/2 |
| {3"—_-x- xx|(0 0,0.5,0.5)} | +y,-z+1/2,-x+1/2 |
| {2_-x0x|(0.5,0.5,0.5)} | —z+1/2,-y+1/2,-x+1/2 |
| {3*~_x-x-x|(0.5,0.0,0.5)} | -y+1/2,+z,-x+1/2 |
| {3~~_-xx-x|(0.5,0.5,0.0)} | -y+1/2,-z+1/2,+x |
| {-1|(0.0,0.0,0.0)} | —X,=Y,~2Z I
| {-4~+_002|(0.5,0.0,0.0)} | +y+1/2,-X, -2 |
| {m_0yz|(0.0,0.5,0.5)} | =Xx,+y+1/2,+z+1/2 |
| {-3"+_xxx]|(0.0,0.0,0.0)} | -Z,-X,-y |
| {m_xy0|(0.5,0.5,0.0) } | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.0,0.0,0.5)} | -y,=-X,+z+1/2 |
|  {m_xy-y|(0.5,0.0,0.0)} | +X+1/2,-2,-y |
| {-4~-_00z|(0.0,0.5,0.0)} | -y, +x+1/2,-z |
| {m_x0z|(0.5,0.0,0.5)} | +x+1/2,-y,+z+1/2 |
| {-3"+_x-x-x|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,-y |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4+_x00|(0.0,0.5,0.0)} | -X,+z+1/2,-y |
| {-3"+_-xx-x|(0.0,0.5,0.5)} | -z,+x+1/2,+y+1/2 |
|  {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {-3"+_—x- xx|(0 5,0.0,0.5)} | +z+1/2,-Xx,+y+1/2 |
| {-4"-_x00|(0.0,0.0,0.5)} | -X,=2Z,+y+1/2 |
|  {m_-xyz|(0.0,0.5,0.0)} | -z,+y+1/2,-x |
| {-3"-_xxx|(0.0,0.0,0.0)} | -y,=Z,-X |
| {-4~—_0y0|(0.5,0.0,0.0)} | +z+1/2,-y, X |
| {-4"+_0y0|(0.0,0.0,0.5)} | -Z,-Y,+x+1/2 |
| {-3"-_-x-xx|(0.0,0.5,0.5)} | -y,+z+1/2,+x+1/2 |
|  {m_xyx|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {-3"-_x-x-x|(0.5,0.0,0.5)} | +y+1/2,-z,+x+1/2 |
| {-3"-_-xx-x|(0.5,0.5,0.0)} | +y+1/2,+z+1/2,-x |

skokokskokokokskokokskkokokkokokkkokkk

space group: 223 {'Hall':

‘=P 4n 2 3',

'"HM': 'Pm -3 n'}



Crystal system: Cubic

+X, 4y, +2

-y+1/2,+x+1/2,+z+1/2

+X, =Y, =2

+Z,+X, +Y

| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4~+ 002| 0.5,0.5,0.5)} | —=y+1/2,+x+1/2,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-Z |
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I
| {2_xx0](0.5,0.5,0.5) } | +y+1/2,+x+1/2,-z+1/2 |
| {2_0yy|(0.5,0.5,0.5)} | =x+1/2,+z+1/2,+y+1/2 |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
|  {2_0y0|(0.0,0.0,0.0)} | “X,+Y,~2Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {4"+_x00](0.5,0.5,0.5)} | +x+1/2,-z+1/2,+y+1/2 |
| {3™+_—xx-x|(0.0,0.0,0.0)} | +2,-X,-y |
| {2_0y-y|(0.5,0.5,0.5)} | -x+1/2,-z+1/2,-y+1/2 |
| {3"+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X,-Y |
| {4"-_x00|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,-y+1/2 |
| {2_x0x]|(0.5,0.5,0.5)} | +2+1/2,-y+1/2,+x+1/2 |
| {3"-_xxx|(0.0,0.0,0.0)} | +y,+Z,+X |
| {4~-_o0y0]|(0.5,0.5,0.5)} | —z+1/2,+y+1/2,+x+1/2 |
| {4~+_0y0]|(0.5,0.5,0.5)} | +z+1/2,+y+1/2,-x+1/2 |
| {3*-_-x-xx|(0.0,0.0,0.0)} | +y,-2,-X |
| {2_-xox]|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,-x+1/2 |
| {3"-_x-x-x|(0.0,0.0,0.0)} | -y,+Z,-X |
| {3"-_-xx-x|(0.0,0.0,0.0)} | -y,=Z,+X |
| {-1|(0.0,0.0,0.0)} | -X,=Y,~Z |
| {-4~+_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | —-X,+Yy,+2 |
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
|  {m_xy0|(0.0,0.0,0.0)} | +X,+y, -2 I
|  {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
|  {m_xy-y|(0.5,0.5,0.5)} | +x+1/2,-z+1/2,-y+1/2 |
| {-4~-_002|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X,-Y, +2 |
| {-3"+_x-x-x|(0.0,0.0,0.0)} | +Z,+X, -y |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4"+_x00|(0.5,0.5,0.5)} | —-x+1/2,+z+1/2,-y+1/2 |
| {-3"+_-xx-x|(0.0,0.0,0.0)} | —Z,+X,+y |
|  {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {-3"+_—x- xx|(0 0,0.0,0.0)} | +Z,-X,+y |
| {-4~-_x00|(0.5,0.5,0.5)} | —-x+1/2,-z+1/2,+y+1/2 |
|  {m_-xyz]|(0.5,0.5,0.5)} | —=z+1/2,+y+1/2,-x+1/2 |
| {-3"—_xxx|(0.0,0.0,0.0)} | ~y,-2,-X |
| {-4~-_0y0|(0.5,0.5,0.5)} | +z+1/2,-y+1/2,-x+1/2 |
| {-4~+_0y0|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,+x+1/2 |
| {-3"-_-x-xx|(0.0,0.0,0.0)} | -y, +Z,+X |



| {m_xyx|(0.5,0.5,0.5)}
| {-3"-_x-x-x|(0.0,0.0,0.0
| {-3"—_-xx-x|(0.0,0.0,0.0

| +z+1/2,+y+1/2,+x+1/2 |

I +y,—=Z,+X
I +y,+2,-X

skokskokskokskokskkokkokkokkokkkkokk

space group: 224:1 {'Hall': ' P 4n 2 3 -1n', 'HM': 'P n -3 m:1'}
Crystal system: Cubic

Setting: 1

+X, 4y, +2Z

-y+1/2,+x+1/2,+z+1/2

+X, =Y, -2

+Z,+X, +y

-x+1/2,-y+1/2,-z+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {47+_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,+z+1/2 |
| {2_x00] (0. 0,0 0 0. 0)} | +X,-Y, -2 |
| {3"+_xxx|(0.0,0 . .0)} | +Z,4X,+y |
| {-1|(0.5,0.5,0.5)} | —x+1/2,-y+1/2,-z+1/2 |
| {2_00z|(0.0,0. 0,0 0)} | -X,-Y,+z |
| {2_xx0|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,-z+1/2 |
| {2_oyy|(0.5,0.5,0.5)} | —x+1/2,+z+1/2,+y+1/2 |
| {-4"+_00z|(0.0,0.0,0.0)} | +y, =X, ~Z |
| {4~-_00z|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,+z+1/2 |
|  {2_0y0|(0.0,0.0,0.0)} | X, 4y, ~Z |
| {3"+_x-x-x|(0.0,0.0,0.0)} | —-Z,-X,+y |
| {m_xy0](0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
| {2_x-x0|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,-z+1/2 |
| {4"+_x00](0.5,0.5,0.5)} | +x+1/2,-z+1/2,+y+1/2 |
| {-4~-_002|(0.0,0.0,0.0)} | Sy, X, ~Z |
| {3"+_-xx-x|(0.0,0.0,0.0)} | +Z,-X,-y |
| {m_0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {2_0y-y|(0.5,0.5,0.5)} | —x+1/2,-z+1/2,-y+1/2 |
| {m_xxz|(0.0,0.0,0.0) } | +y, +X, +2 |
| {3™+_-x-xx|(0.0,0.0,0.0)} | —-Z,+X,-Yy |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {4"-_x00](0.5,0.5,0.5)} | +x+1/2,+z+1/2,-y+1/2 |
|  {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
soksokk Rk FoK kKR KRRk kKoK

space group: 224:2 {'Hall': '-P 4bc 2bc 3', 'HM': 'P n -3 m:2'}

Crystal system: Cubic
Setting: 2

+X,+Yy,+Z

-y, +x+1/2,+z+1/2
+X,-y+1/2,-2+1/2

+Z,+X,+y



Seitz Jones
{11(0.0,0.0,0.0)} +X,+Y, +2
{4~+_00z|(0.0,0.5,0.5)} -y, +x+1/2,+z+1/2

{2_x00|(0.0,0.5,0.5)} +X,-y+1/2,-2+1/2
{3™+_xxx|(0.0,0.0,0.0)} +Z,+X,+y
{2_00z|(0.5,0.5,0.0)}
{2_xx0](0.5,0.5,0.0) }
{2_0yy|(0.0,0.5,0.5)}
{4~-_00z|(0.5,0.0,0.5) }
{2_0y0|(0.5,0.0,0.5)}
{3"+_x-x-x|(0.5,0.5,0.0) }
{2_x-x0|(0.0,0.0,0.0)}
{4~+_x00|(0.5,0.0,0.5)}
{3*+_-xx-x|(0.0,0.5,0.5)}
{2 0y-y|(0.0,0.0,0.0)}
{3*+_-x-xx|(0.5,0.0,0.5) }
{4~=_x00|(0.5,0.5,0.0)}
{2_x0x|(0.5,0.0,0.5)}
{3*~-_xxx|(0.0,0.0,0.0)}
{4~-_0y0|(0.0,0.5,0.5)}
{4~+_0y0|(0.5,0.5,0.0)}
{3*~_-x-xx|(0.0,0.5,0.5)}
{2_-x0x|(0.0,0.0,0.0)}
{37~_x-x-x|(0.5,0.0,0.5)}
{37~_-xx-x|(0.5,0.5,0.0)}
{-11(0.0,0.0,0.0)}
{-4~+_00z|(0.0,0.5,0.5)}
{m_0yz|(0.0,0.5,0.5)}
{-3"+_xxx|(0.0,0.0,0.0) }
{m_xy0|(0.5,0.5,0.0)}
{m_x-xz|(0.5,0.5,0.0)}
{m_xy-y|(0.0,0.5,0.5)}
{-4~-"002|(0.5,0.0,0.5)}
{m_x0z|(0.5,0.0,0.5)}
{-3"+_x-x-x|(0.5,0.5,0.0) }
{m_xxz|(0.0,0.0,0.0) }
{-4"+_x00|(0.5,0.0,0.5)}
{-3"+_-xx-x|(0.0,0.5,0.5)}
{m_xyy|(0.0,0.0,0.0)}
{-3"+_-x- xx|(0 5,0.0,0.5)}
{-4~~_x00|(0.5,0.5,0.0)}
{m_-xyz|(0.5,0.0,0.5)}
{-3~-_xxx|(0.0,0.0,0.0)}
{-4~—_0y0|(0.0,0.5,0.5)}
{-4~+_0y0|(0.5,0.5,0.0)}
{-3~-_~x-xx|(0.0,0.5,0.5)}
{m_xyx|(0.0,0.0,0.0)}
{-3*~_x-x-x](0.5,0.0,0.5)}
{-3"~_-xx-x](0.5,0.5,0.0) }

———— e ———————————————————————————————————————— — ¢

-x+1/2,-y+1/2,+z
+y+1/2,+x+1/2,-z
-X,+z+1/2,+y+1/2
+y+1/2,-X,+z+1/2
-x+1/2,+y,-z+1/2
-z+1/2,-x+1/2,+y
-y, X,~Z
+X+1/2,-z,+y+1/2
+z,-x+1/2,-y+1/2
—Xy,=Z,"Y
-z+1/2,+x,-y+1/2
+x+1/2,+z+1/2,-y
+z+1/2,-y,+x+1/2
Yy, +Z,+X
—-Z,+y+1/2,+x+1/2
+z+1/2,+y+1/2,-x
+y,-z+1/2,-x+1/2
—Z,7Y, X
-y+1/2,+z,-x+1/2
-y+1/2,-z+1/2,+x
—X,-Y,~Z
+y,—x+1/2,-2+1/2
-X,+y+1/2,+z+1/2
—Z,= X,y
+X+1/2,+y+1/2,-2
-y+1/2,-x+1/2,+z
+X,-2+1/2,-y+1/2
-y+1/2,+x,-2+1/2
+x+1/2,-y,+z2+1/2
+z+1/2,+x+1/2,-y
+y,+X,+2
-x+1/2,+z,-y+1/2
-Z,+X+1/2,+y+1/2
+X,+2Z,+y
+z+1/2,-X,+y+1/2
-x+1/2,-z+1/2,+y
-z+1/2,+y,-x+1/2
—Y,=Z,~X
+z,-y+1/2,-x+1/2
-z+1/2,-y+1/2,+x
-y, +z+1/2,+x+1/2
+Z,+Yy,+X
+y+1/2,-z,+x+1/2
+y+1/2,+z+1/2,-X

—_— e ————————————————————————————————————————— — ¢+
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'"Fm-3m}

space group: 225 {'Hall': '-F 4 2 3', 'HM':
Crystal system: Cubic

+X,+y,+Z

-y, +tX,+Z

+X,-Yy,—Z

+Z,+X,+y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X, Yy, +2Z I
| {4~+_00z|(0.0,0.0,0.0)} | =Y, X, +2Z I
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {3~+_xxx|(0.0,0.0,0.0)} | +2,+X,+y I
| {2_00z|(0.0,0. 0,0.0)} | =X, =Y, +2Z I
|  {2_xx0|(0.0,0.0,0.0)} | +y,+X, ~Z |
| {2_0yy|(0.0,0.0,0.0)} | -X,+Z,+y |
| {4~-_00z|(0.0,0.0,0.0)} | +Y, X, +2Z |
| {2_0y0|(0.0,0.0,0.0)} | =X, +Y,~Z I
| {3"+_x-x-x|(0.0,0.0,0.0)} | -Z,-X,+y |
| {2_x-x0|(0.0,0.0,0.0) } | -y,—X,-Z |
| {4*+_x00|(0.0,0.0,0.0)} | +X, =2, +y I
| {3"+_—xx-x|(0.0,0.0,0.0)} | +Z,-X, -y I
| {2_0y-y|(0.0,0.0,0.0)} | —X,=Z,-y I
| {3”+_-x-xx|(0.0,0.0,0.0)} | =Z,+X,-y I
| {4*-_x00|(0.0,0.0,0.0)} | +X,+2,-y I
|  {2_x0x|(0.0,0.0,0.0)} | +Z,-y,+X I
| {3*-_xxx|(0.0,0.0,0.0)} | +Y,+2Z,+X I
| {4~-_0y0|(0.0,0.0,0.0)} | —Z,+Yy, +X I
| {4~+_0y0|(0.0,0.0,0.0)} | +Z,+y,-X I
| {3~—_-x-xx|(0.0,0.0,0.0)} | +Y,=2,-X I
| {2_-x0x|(0.0,0.0,0.0)} | -Z,-Y,~X I
| {3"-_x-x-x|(0.0,0.0,0.0)} | =Y, +2,-X I
| {3*~_-xx-x|(0.0,0.0,0.0)} | =Y,=Z,+X I
| {-1/(0.0,0.0,0.0)} | —X, =Y, -2 I
| {-47+_002|(0.0,0.0,0.0)} | +Y, =X, =2 I
|  {m_0yz|(0.0,0.0,0.0)} | =X, ty,+2z I
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,-Yy |
|  {m_xy0|(0.0,0.0,0.0)} | +X,+y,-2Z I
| {m_x-xz|(0.0,0.0,0.0)} | -y, =X, +Z |
|  {m_xy-y|(0.0,0.0,0.0)} | +X,-2,-Y |
| {-4~-_00z|(0.0,0.0,0.0)} | =Y, ¥x,-2 I
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +2Z I
| {-3"+_x-x-x|(0.0,0.0,0.0)} | +Z,+X, -y |
|  {m_xxz|(0.0,0.0,0.0)} | +Y,+X, +2Z |
| {-4"+_x00|(0.0,0.0,0.0)} | =X, +Z,-y I
| {-3"+_-xx-x|(0.0,0.0,0.0)} | =Z,+X,+y I
|  {m_xyy|(0.0,0.0,0.0)} | +X,+Z,+y I
| {-3"+_-x- xx|(0 0,0.0,0.0)} | +Z,-X,+y I
| {-4~-_x00|(0.0,0.0,0.0)} | =X, =Z,+y I
|  {m_-xyz|(0.0,0.0,0.0)} | =Z,+y,-X I
I I I

{—3“—_xxx|(0.0,0.0,0.0)}

-Y,-Z,-X



{-4"~-_oyo0|
{-4~+_0yo0 |
{-3"—_—x—xx

—_

{il(o.o.

)

}

)

b

}

b

)

b

5

’ ’ )
{4~+_x00|(0.0,0.5,0.5)
{3™+_-xx-x] (0.0, 0 5,0.5
{2_0y-y|(0.0,0 )
{3™+_-x-xx] (0.0, 0 5,0.5
{4~=_x00|(0.0,0.5,0.5)
{2_x0x|(0.0,0.5 b
{3”-_xxx| (0.0, , )
{4~—_0y0|(0.0,0.5,0.5)
{4~+_oy0| (0.0, , )
{3*-_-x-xx]| (0.0, 0.5,0.5
{2_-x0x|(0.0,0 )
{3"—_x—x- x|( .0 5
0.0 5

{m_xxz| (0.
{-4"~+_x00| (0.
{-3"+_—xx- x|(0 ,0.
{m_xyy|(0.0,0.5,0.
{-3"+_—x- xx|(0 0,0.5
{-4~-_x00(0.0,0.5
{m_-xyz|(0.0,0
{-3~—_xxx| (0.
{-4~—_oy0| (0.
Q.

(

®®®‘

{-4~+_oyo | (
{-3"—_—x-xx] (0.
{m_xyx| (0.0,
{-3"—_x-x- x|(0
0

+Z,-y,—X
—Z,7Y,tX
-Y,+Z,+X
+2Z,+Y,+X
ty,—Z,+X
ty,+Z,-X
+X,+y+1/2,+2+1/2
=y, +X+1/2,+z+1/2
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2
-X,=-y+1/2,+z+1/2
+y,+x+1/2,-z+1/2
-X,+z+1/2,+y+1/2
+y,-X+1/2,+2+1/2
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y+1/2
-y,-Xx+1/2,-z+1/2
+X,-2+1/2,+y+1/2
+z,-xX+1/2,-y+1/2
—X,—2+1/2,-y+1/2
—z,+x+1/2,-y+1/2
+X,+2+1/2,-y+1/2
+z,-y+1/2,+x+1/2
+y,+z+1/2,+x+1/2
=Z,+y+1/2,+x+1/2
+z,+y+1/2,-x+1/2
+y,-z+1/2,-x+1/2
-z,-y+1/2,-x+1/2
-y, +z+1/2,-x+1/2
-y,-z+1/2,+x+1/2
-X,-y+1/2,-z+1/2
+y,—x+1/2,-z+1/2
=X, +y+1/2,+2+1/2
-z,-X+1/2,-y+1/2
+X,+y+1/2,-z+1/2
-y,=X+1/2,+z+1/2
+X,-2+1/2,-y+1/2
-y, +x+1/2,-z+1/2
+X,-y+1/2,+2+1/2
+z,+x+1/2,-y+1/2
+y,+X+1/2,+2+1/2
—X,+z+1/2,-y+1/2
=Z,+X+1/2,+y+1/2
+X,+2+1/2,+y+1/2
+2,-X+1/2,+y+1/2
-X,-z+1/2,+y+1/2
-z,+y+1/2,-x+1/2
-y,-z+1/2,-x+1/2
+z,-y+1/2,-x+1/2
-z,-y+1/2,+x+1/2
-y, +z+1/2,+x+1/2
+z,+y+1/2,+x+1/2
+y,-z+1/2,+x+1/2
+y,+z+1/2,-x+1/2



{1](0.5,0.0,0.5)}
{4~+_002|(0.5,0.0,0.5)}
{2_x00]|(0.5,0.0,0. 5)}

{2207 (0.
{2_xx0] (0.
{2 0yy|(0
{4~- (
0
I

}

}

)

}

5
,0.0,0.5)
{4~+_x00|(0.5,0.0,0.5)
{3™+_-xx-x] (0.5, 0 0,0.5
{2_0y-y|(0.5,0 )
{3™+_-x-xx] (0.5, 0 0,0.5
{4~-_x00|(0.5,0.0,0.5)
{2_x0x|(0.5,0.0,0.5) }
{3~—_xxx| (0.5, )
{4~-_0y0| (0.5, )
{4~+_oy0| (0.5, )
{3*—_-x-xx] (0.5, 0. 5
{2 —x@xl(@ 5, )
5

5

{47+ x@@l(@
{-3"+_—xx- x|(0 )
{m_xyy|(0.5,0.0,
{-3"+_—-x- xx|(0 5,0 .0
{-4~=_x00](0.5,0.0
{m_-xyz|(0.5,0
{-3"—_xxx| (0.5, ,
{-4~-_oy0|(0.5,0.0,
{-4~+_oy0|(0.5,0.0,
{-3"—_-x-xx| (0.5 0.0
{m_xyx|(0.5,0.
{-3*—_x-x-x| (0.5,
{-3"—_-xx-x]| (0.5,
{1|(0.5,0.5,0. 0
{4~+ OOZ|(0 5,0.5,0.0)}
{2_x00]|(0.5,0.5,0.0)}
{3”+_xxx|(0.5,0.5,0.0)}
{2_00z|(0.5,0.5,0.0)}
{2_xx0](0.5,0.5,0.0)}

U'IU'IU'I‘

+X+1/2,+y,+z+1/2
-y+1/2,+x,+z+1/2
+X+1/2,-y,-z+1/2
+2+1/2,+X,+y+1/2
-x+1/2,-y,+z+1/2
+y+1/2,+x,-2+1/2
-X+1/2,+z,+y+1/2
+y+1/2,-X,+z+1/2
-x+1/2,+y,-z+1/2
-z+1/2,-X,+y+1/2
-y+1/2,-x,-2+1/2
+X+1/2,-z,+y+1/2
+z2+1/2,-x,-y+1/2
-X+1/2,-z,-y+1/2
-z+1/2,+x,-y+1/2
+X+1/2,+z,-y+1/2
+z+1/2,-y,+x+1/2
+y+1/2,+z,+x+1/2
-z+1/2,+y,+x+1/2
+z+1/2,+y,-x+1/2
+y+1/2,-z,-x+1/2
-z+1/2,-y,—x+1/2
-y+1/2,+z,-x+1/2
-y+1/2,-z,+x+1/2
-X+1/2,-y,-z+1/2
+y+1/2,-x,-2+1/2
-x+1/2,+y,+z+1/2
-z+1/2,-x,-y+1/2
+x+1/2,+y,-z+1/2
-y+1/2,-X,+z+1/2
+X+1/2,-z,-y+1/2
-y+1/2,+x,-z+1/2
+X+1/2,-y,+z+1/2
+z+1/2,+x,-y+1/2
+y+1/2,+Xx,+z+1/2
-x+1/2,+z,-y+1/2
-z+1/2,+X,+y+1/2
+x+1/2,+z,+y+1/2
+z+1/2,-X,+y+1/2
-X+1/2,-z,+y+1/2
-z+1/2,+y,—-x+1/2
-y+1/2,-z,-x+1/2
+z+1/2,-y,—x+1/2
-z+1/2,-y,+x+1/2
-y+1/2,+z,+x+1/2
+z+1/2,+y,+x+1/2
+y+1/2,-z,+x+1/2
+y+1/2,+z,-x+1/2
+x+1/2,+y+1/2,+2z
-y+1/2,+x+1/2,+2z
+x+1/2,-y+1/2,-2
+z+1/2,+x+1/2,+y
-xX+1/2,-y+1/2,+z
+y+1/2,+x+1/2,-2



| {2_oyy|(0.5,0.5,0.0)} | —x+1/2,+z+1/2,+y |
| {47-_00z](0.5,0.5,0.0)} | +y+1/2,-x+1/2,+z |
| {2_0y0[(0.5,0.5,0.0)} | —x+1/2,+y+1/2,-z |
| {3"+_x-x-x](0.5,0.5,0.0)} | -z+1/2,-x+1/2,+y |
| {2_x-x0|(0.5,0.5,0.0) } | -y+1/2,-x+1/2,-z |
| {4"+_x00|(0.5,0.5,0.0)} | +x+1/2,-z+1/2,+y |
| {3”™+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {2_0y-y|(0.5,0.5,0.0)} | -x+1/2,-z+1/2,-y |
| {3™+_-x-xx|(0.5,0.5,0.0)} | -z+1/2,+x+1/2,-y |
| {4"-_x00](0.5,0.5,0.0)} | +x+1/2,+z+1/2,-y |
| {2_x0x](0.5,0.5,0.0)} | +z+1/2,-y+1/2,+x |
| {3~—_xxx]|(0.5,0.5,0.0)} | +y+1/2,+2+1/2,+x |
| {47-_0y0|(0.5,0.5,0.0)} | —z+1/2,+y+1/2,+x |
| {4~+_0y0|(0.5,0.5,0.0)} | +z+1/2,+y+1/2,-x |
| {3°—_—x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {2_-x0x|(0.5,0.5,0.0) } | -z+1/2,-y+1/2,-x |
| {3"—_x-x-x]|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,-x |
| {3"-_-xx-x](0.5,0.5,0.0)} | -y+1/2,-z+1/2,+x |
| {-1|(0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {-4"+_00z|(0.5,0.5,0.0)} | +y+1/2,-x+1/2,-z |
| {m_0yz|(0.5,0.5,0.0) } | —x+1/2,+y+1/2,+z |
| {-3"+_xxx]|(0.5,0.5,0.0)} | -z+1/2,-x+1/2,-y |
| {m_xy0|(0.5,0.5,0.0) } | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.5,0.5,0.0) } | -y+1/2,-x+1/2,+z |
| {m_xy-y|(0.5,0.5,0.0)} | +x+1/2,-z+1/2,-y |
| {-4~-_00z|(0.5,0.5,0.0)} | -y+1/2,+x+1/2,-z |
| {m_x0z|(0.5,0.5,0.0) } | +x+1/2,-y+1/2,+z |
| {-3"+_x-x-x]|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,-y |
| {m_xxz|(0.5,0.5,0.0) } | +y+1/2,+x+1/2,+z |
| {-4"+_x00](0.5,0.5,0.0)} | -x+1/2,+z+1/2,-y |
| {-3"+_-xx-x|[(0.5,0.5,0.0)} | -z+1/2,+x+1/2,+y |
| {m xyy| 0.5,0.5,0.0)} | +x+1/2,+z+1/2,+y |
| {-3"+_-x-xx]|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,+y |
| {-4~-_x00|(0.5,0.5,0.0)} | -x+1/2,-z+1/2,+y |
| {m_-xyz|(0.5,0.5,0.0)} | —z+1/2,+y+1/2,-x |
| {-3—_xxx|(0.5,0.5,0.0)} | -y+1/2,-z+1/2,-x |
| {-4~-_0y0|(0.5,0.5,0.0)} | +z+1/2,-y+1/2,-x |
| {-4%+_0y0|(0.5,0.5,0.0)} | -z+1/2,-y+1/2,+x |
| {-3"—_-x-xx|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,+x |
| {m_xyx|(0.5,0.5,0.0)} | +z+1/2,+y+1/2,+x |
| {-3"-_x-x-x|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,+x |
| {-3"—_-xx-x|(0.5,0.5,0.0)} | +y+1/2,+z+1/2,-x |
sokokskokokokok Kok Kok sk Kok sk kokok

space group: 226 {'Hall': '-F 4c 2 3', 'HM': 'Fm -3 c'}

Crystal system: Cubic
+X,+Yy,+2

-y, +X,+z+1/2

X,y -2

+Z,+X,+y




{4~+ 002|(0 0,0.5,0.0)}
{2_%00|(0.0,0.5,0.5)}

-y,+x+1/2,+z
+X,-y+1/2,-2+1/2

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y, +2 |
| {4"+_00z|(0.0,0.0,0.5)} | -y, +X,+z+1/2 |
| {2_x00|(0.0,0.0,0.0)} | +X, =Y, -2 I
| {3"+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
|  {2_00z((0.0,0.0,0.0)} | —X, -y, +2Z |
| {2_xx0|(0.0,0.0,0.5) } | +y,+X,-z+1/2 |
| {2_0yy|(0.0,0.0,0.5)} | =X, +Z,+y+1/2 |
| {4"-_00z|(0.0,0.0,0.5)} | +y,—X,+z+1/2 |
|  {2_0y0|(0.0,0.0,0.0)} | -X,+y,-2Z |
| {3™+ x—x—x|(@.0,@.0,0.0)} | -Z,-X,+y |
| {2_x-x0|(0.0,0.0,0.5) } | -y,—X,-z+1/2 |
| {4"+_x00|(0.0,0.0,0.5)} | +X,-2,+y+1/2 |
| {3+ —xx—x|(0.0,0.0,0.0)} | +Z,-X,-Y |
| {2_0y-y|(0.0,0.0,0.5)} | -X,=2,-y+1/2 I
| {3™+_—x-xx| (0. ,0.0,0.0)} | —-Z,4X,-y |
| {4~-_x00|(0.0,0.0,0.5)} | +X,+2,-y+1/2 |
| {2_x0x|(0.5,0.0,0.0)} | +z+1/2,-y,+X |
| {3"-_xxx|(0.0,0.0,0.0)} | +Y,+2Z,+X |
| {4~-_0y0|(0.5,0.0,0.0)} | -z+1/2,+y,+X |
| {4~+_0y0|(0.5,0.0,0.0)} | +z+1/2,+y,—X |
| {3*~_-x-xx|(0.0,0.0,0.0)} | +y,-2Z,-X |
| {2_-x0x]|(0.5,0.0,0.0)} | -z+1/2,-y,-X |
| {3*-_x-x-x|(0.0,0.0,0.0)} | -y,+z,-X |
| {3~~_-xx-x|(0.0,0.0,0.0)} | -y, —Z,+X |
| {-1/(0.0,0.0,0.0)} | -X,-Y,-Z |
| {-4"+_00z|(0.0,0.0,0.5)} | +y,—X,-z+1/2 |
| {m_0yz|(0.0,0.0,0.0)} | -X,+y,+z |
| {-3"+_xxx|(0.0,0.0,0.0)} | -Z,-X,~-Yy |
| {m_xy0|(0.0,0.0,0.0)} | +X,+Yy, -2 |
|  {m_x-xz|(0.0,0.0,0.5)} | -y, =X, +z+1/2 |
|  {m_xy-y|(0.0,0.0,0.5)} | +X,-2,-y+1/2 |
| {-4~-_00z|(0.0,0.0,0.5)} | -y, +x,-z+1/2 |
| {m_x0z|(0.0,0.0,0.0)} | +X, =Y, +Z |
| {-3"+_x-x-x|(0.0,0.0,0.0)} | +Z,+X, -y |
| {m_xxz|(0.0,0.0,0.5)} | +y,+X,+z+1/2 |
| {-4"+_x00|(0.0,0.0,0.5)} | -X,+z,-y+1/2 |
| {-3"+_-xx-x|(0.0,0.0,0.0)} | —Z,+X,+y |
|  {m_xyy|(0.0,0.0,0.5)} | +X,+Z,+y+1/2 |
| {-3"+_—x- xx|(0 0,0.0,0.0)} | +Z, =X, +y |
| {-4"-_x00|(0.0,0.0,0.5)} | -X,-Z,+y+1/2 |
|  {m_-xyz|(0.5,0.0,0.0)} | -z+1/2,+y,-X |
| {-3"-_xxx|(0.0,0.0,0.0)} | -y,=Z,-X |
| {-4~-_0y0|(0.5,0.0,0.0)} | +z+1/2,-y,—X |
| {-4~+_0y0|(0.5,0.0,0.0)} | -z+1/2,-y,+X |
| {-3*—_-x-xx|(0.0,0.0,0.0)} | -y, +Z,+X |
| {m_xyx]|(0.5,0.0,0.0)} | +241/2,+y,+X |
| {-3"-_x-x-x|(0.0,0.0,0.0)} | +y,—=2,+X |
| {-3"-_-xx-x|(0.0,0.0,0.0)} | +y,+2,-X |
| {1/(0.0,0.5,0.5)} | +x,+y+1/2,+z+1/2 |
I I I
I I I
I I I

{3A+_xxx|(0.0,0.5,0.5)}

+2,+x+1/2,+y+1/2
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{4~+_x00|(0.0,0.5,
{3™+_-xx-x] (0.0, 0 5,0.
{2 0y-y|(0.0,0.5,0.
{3™+_-x-xx] (0.0, 0 5,0.
{4~=_x00](0.0,0.5,0.
{2_x0x|(0.5,0.5,0.5

o

0
’ ’ )
{3”~-_xxx|(0.0,0.5,0.5
{4~-_0y0|(0.5,0.5,0.5
{4~+_0y0|(0.5,0.5,0.5
{3*~_-x-xx|(0.0,0.5,0.5)}
{2_-x0x|(0.5,0.5,0.5
{3*-_x-x-x|(0.0,0.5,0.5)}
{3*~_-xx-x|(0.0,0.5,0.5)}
{-1/(0.0,0.5,0.5)}
{-4~+_002](0.0,0.5,0.0)}
{m_0yz|(0.0,0.5,0.5)}
{-3"+_xxx|(0.0,0.5,0.5)}
{m_xy0]|(0.0,0.5,0.5)}
{m_x-xz|(0.0,0.5,0.0)}
{m_xy-y|(0.0,0.5,0.0)}
{-4~-_00z|(0.0,0.5,0.0) }
{m_x0z|(0.0,0.5,0.5)}
{-3"+_x-x-x|(0.0,0.5,0.5) }
{m_xxz|(0.0,0.5,0.0)}
{-4~+_x00](0.0,0.5,0.0)}
{-3"+_-xx-x|(0.0,0.5,0.5)}
{m_xyy|(0.0,0.5,0.0)}
{-3"+_—x- xx|(0 0,0.5,0.5)}
{-4~=_x001(0.0,0.5,0.0)}
{m_-xyz|(0.5,0.5,0.5)}
{-3"—_xxx|(0.0,0.5,0.5) }
{-4~-_0y0|(0.5,0.5,0.5)}
{-4~+_0y0|(0.5,0.5,0.5)}
{-3*—_-x-xx](0.0,0.5,0.5)}
{m_xyx|(0.5,0.5,0.5)}
{-3"—_x-x-x|(0.0,0.5,0.5)}
{-3"—_-xx-x|(0.0,0.5,0.5)}
{1/(0.5,0.0,0.5)}

{4~+ 002|(0 5,0.0,0.0)}
{2_x00](0.5,0.0,0.5)}
{3™+_xxx|(0.5,0.0,0.5) }
{2_002|(0.5,0.0,0.5)}
{2_xx0|(0.5,0.0,0.0)}
{2_oyy|(0.5,0.0,0.0)}
{4~~_002|(0.5,0.0,0.0)}
{2_0y0|(0.5,0.0,0.5)}
{3"+_x-x-x|(0.5,0.0,0.5)}

-X,-y+1/2,+z+1/2
+y,+x+1/2,-z
-X,+z+1/2,+y
+y,—-X+1/2,+z

-X,+y+1/2,-z+1/2

=Z,—x+1/2,+y+1/2
-y,—x+1/2,-z
+X,-2+1/2,+y

+z,-x+1/2,-y+1/2
-X,-z+1/2,-y
—z,+x+1/2,-y+1/2
+X,+z+1/2,-y
+z+1/2,-y+1/2,+x+1/2
+y,+z+1/2,+x+1/2
-z+1/2,+y+1/2,+x+1/2
+z+1/2,+y+1/2,-x+1/2
+y,-z+1/2,-x+1/2
-z+1/2,-y+1/2,-x+1/2

-y,+z+1/2,-x+1/2

-y,—z+1/2,+x+1/2

-X,-y+1/2,-z+1/2
+y,—-x+1/2,-z

=X, +y+1/2,+z+1/2

-z,-x+1/2,-y+1/2

+X,+y+1/2,-z+1/2
-y,—X+1/2,+z
+X,-2+1/2,-y
-y, +x+1/2,-z

+X,-y+1/2,+2+1/2
+z,+x+1/2,-y+1/2
+y,+x+1/2,+z
-X,+z+1/2,-y
=Z,+x+1/2,+y+1/2
+X,+2+1/2,+y
+2,-X+1/2,+y+1/2
-X,-z+1/2,+y
-z+1/2,+y+1/2,-x+1/2
-y,-z+1/2,-x+1/2
+z+1/2,-y+1/2,-x+1/2
-z+1/2,-y+1/2,+x+1/2
-y,+z+1/2,+x+1/2
+z+1/2,+y+1/2,+x+1/2
+y,-2z+1/2,+x+1/2
+y,+z+1/2,-x+1/2
+x+1/2,+y,+z+1/2
-y+1/2,+X,+z
+X+1/2,-y,-z+1/2
+z+1/2,+X,+y+1/2

-xX+1/2,-y,+z+1/2
+y+1/2,+X,-2
-X+1/2,+z,+y
+y+1/2,-X,+z

-X+1/2,+y,-z+1/2

-z+1/2,-X,+y+1/2



{2_x-x0](0.5 , .0,0.0)}
{4~+_x00|(0.5,0.0,0.0)}
{3*+_-xx-x](0.5,0.0,0.5) }
{2_0y-y|(0.5,0.0,0.0)}
{3*+_-x-xx|(0.5,0.0,0.5)}
{4~ _x00|(0.5,0.0,0.0)}
{2_x0x|(0.0,0.0,0.5)}
{3”-_xxx|(0.5,0.0,0.5)}
{4~-_0y0|(0.0,0.0,0.5)}
{4”~+_0y0|(0.0,0.0,0.5)}
{3*~_-x-xx](0.5,0.0,0.5)}
{2_-x0x|(0.0,0.0,0.5)}
{3*-_x-x-x|(0.5,0.0,0.5) }
{3*-_-xx-x|(0.5,0.0,0.5)}
{-11(0.5,0.0,0.5)}
{-4~+_002](0.5,0.0,0.0)}
{m_0yz|(0.5,0.0,0.5)}
{-3"+_xxx|(0.5,0.0,0.5) }
{m_xy0](0.5,0.0,0.5)}
{m_x-xz|(0.5,0.0,0.0)}
{m_xy-y|(0.5,0.0,0.0)}
{-4~-_00z|(0.5,0.0,0.0) }
{m_x0z|(0.5,0.0,0.5)}
{-3"+_x-x-x|(0.5,0.0,0.5) }
{m_xxz|(0.5,0.0,0.0) }
{-4~+_x00|(0.5,0.0,0.0)}
{-3"+_-xx-x|(0.5,0.0,0.5)}
{m_xyy|(0.5,0.0,0.0)}
{-3"+_—x- xx|(0 5,0.0,0.5)
{-4~=_x00](0.5,0.0,0.0)}
{m_-xyz|(0.0,0.0,0.5)}
{-3"—_xxx|(0.5,0.0,0.5) }
{-4~-_0y0|(0.0,0.0,0.5)}
{-4~+_0y0|(0.0,0.0,0.5)}
{-3"—_-x-xx|(0.5,0.0,0.5)
{m_xyx|(0.0,0.0,0.5)}
{-3"—_x-x-x|(0.5,0.0,0.5)
{-3"—_-xx-x](0.5,0.0,0.5)
{1|(0.5,0.5,0.0)}

{4*+_002|(0.5,0.5,0.5)}
{2_x00|(0.5,0.5,0.0)}

{2.207](0.5,0.5,0.0)}
{2_xx0|(0.5,0.5,0.5)}
{2_oyy|(0.5,0.5,0.5)}
{4~=_002|(0.5,0.5,0.5)}
{2_0y0|(0.5,0.5,0.0)}
{3"+_x-x-x](0.5,0.5,0.0)
{2 x-x0|(0.5,0.5,0.5)}
{4~+_x00|(0.5,0.5,0.5)}
{3~+_—xx-x| (0.5,0.5,0.0)
{2_0y-y|(0.5,0.5,0.5)}
{3"+_-x-xx|(0.5,0.5,0.0)
{4~=_x00|(0.5,0.5,0.5)}

-y+1/2,-X,-2
+X+1/2,-2,+y
+z2+1/2,-x,-y+1/2
-x+1/2,-z,-y
-z+1/2,+4x,-y+1/2
+X+1/2,+z,-y
+Z,-y,+x+1/2
+y+1/2,+z,+x+1/2
-Z,+y,+x+1/2
+z,+y,-X+1/2
+y+1/2,-z,-x+1/2
-Z,-Y,—X+1/2
-y+1/2,+z,-x+1/2
-y+1/2,-z,+x+1/2
-x+1/2,-y,-z+1/2
+y+1/2,-X,-2
-x+1/2,+y,+z+1/2
-z+1/2,-x,-y+1/2
+x+1/2,+y,-z+1/2
-y+1/2,-X,+z
+X+1/2,-z,-y
-y+1/2,+X,-2
+x+1/2,-y,+z+1/2
+z+1/2,+x,-y+1/2
+y+1/2,+X,+z
-x+1/2,+z,-y
-2+1/2,+Xx,+y+1/2
+X+1/2,+z,+y
+z+1/2,-X,+y+1/2
-x+1/2,-z,+y
-Z,+y,—Xx+1/2
-y+1/2,-z,-x+1/2
+z,-y,—X+1/2
-2,-Yy,+x+1/2
-y+1/2,+z,+x+1/2
+z,+y,+x+1/2
+y+1/2,-z,+x+1/2
+y+1/2,+z,-x+1/2
+x+1/2,+y+1/2,+2z
-y+1/2,+x+1/2,+z+1/2
+x+1/2,-y+1/2,-2z
+z+1/2,+x+1/2,+y
-X+1/2,-y+1/2,+z
+y+1/2,+x+1/2,-z+1/2
-x+1/2,+z+1/2,+y+1/2
+y+1/2,-x+1/2,+z+1/2
-X+1/2,+y+1/2,-2z
-z+1/2,-x+1/2,+y
-y+1/2,-x+1/2,-z+1/2
+x+1/2,-2+1/2,+y+1/2
+z+1/2,-x+1/2,-y
-x+1/2,-z+1/2,-y+1/2
-z+1/2,+x+1/2,-y
+x+1/2,+z+1/2,-y+1/2



|  {2_x0x|(0.0,0.5,0.0)} | +z,-y+1/2,+x |
| {3~—_xxx]|(0.5,0.5,0.0)} | +y+1/2,+z+1/2,+X |
| {4~-_0y0|(0.0,0.5,0.0)} | -z,+y+1/2,+x |
| {4~+_0y0|(0.0,0.5,0.0)} | +2,+y+1/2,-x |
| {3*-_-x-xx|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,-x |
| {2_-x0x|(0.0,0.5,0.0) } | -z,-y+1/2,-x |
| {3*-_x-x-x|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,-x |
| {3*-_-xx-x|(0.5,0.5,0.0)} | -y+1/2,-z+1/2,+x |
| {-1](0.5,0.5,0.0)} | —x+1/2,-y+1/2,-z |
| {-47+_002|(0.5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_0yz|(0.5,0.5,0.0) } |  —x+1/2,+y+1/2,+z |
| {-3"+_xxx]|(0.5,0.5,0.0)} | -z+1/2,-x+1/2,-y |
| {m_xy0|(0.5,0.5,0.0) } | +x+1/2,+y+1/2,-z |
| {m_x-xz|(0.5,0.5,0.5)} | —-y+1/2,-x+1/2,+z+1/2 |
| {m_xy-y|(0.5,0.5,0.5)} | +x+1/2,-z+1/2,-y+1/2 |
| {-4~-_00z]|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.0) } | +x+1/2,-y+1/2,+z |
| {-3"+_x-x-x|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,-y |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4"+_x00](0.5,0.5,0.5)} | —x+1/2,+z+1/2,-y+1/2 |
| {-3"+_-xx-x|(0.5,0.5,0.0)} | -z+1/2,+x+1/2,+y |
| {m xyy|(@ 5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {-3"+_-x-xx|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,+y |
| {-4~-_x00|(0.5,0.5,0.5)} | —-x+1/2,-z+1/2,+y+1/2 |
| {m_-xyz|(0.0,0.5,0.0)} | -z,+y+1/2,-x |
| {-3~-_xxx]|(0.5,0.5,0.0)} | -y+1/2,-z+1/2,-x |
| {-4~-_0y0|(0.0,0.5,0.0)} | +7,-y+1/2,-x |
| {-4"+_0y0|(0.0,0.5,0.0)} | -z,-y+1/2,+x |
| {-3"—_-x—xx|(0.5,0.5,0.0)} | -y+1/2,+z+1/2,+x |
| {m_xyx|(0.90,0.5,0.0)} | +Z,+y+1/2,+x |
| {-3"~_x-x-x|(0.5,0.5,0.0)} | +y+1/2,-z+1/2,+x |
| {-3"—_-xx-x|(0.5,0.5,0.0)} | +y+1/2,+z+1/2,-x |
sokoksokokokok koK k Kok sk Kok

space group: 227:1 {'Hall': ' F 4d 2 3 -1d', 'HM': 'F d -3 m:1'}
Crystal system: Cubic

Setting: 1

+X,+Y, +2Z

-y+1/4,+x+1/4,+z+1/4

+X, =Y, -2

+Z,+X, +y

—x+1/4,-y+1/4,-2+1/4

{-11(0.25,0.25,0.25)}
{2_00z|(0.0,0.5,0.5)}

-x+1/4,-y+1/4,-z+1/4
-X,=y+1/2,+z+1/2

| Seitz | Jones I
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4%+_002]|(0.25,0.25,0.25)} | -y+1/4,+x+1/4,+z+1/4 |
| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-2Z I
| {3"+_xxx|(0.0,0.0,0.0)} | +2Z,+X,+y I
I I I
I I I
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+y+1/4,+x+1/4,-z+1/4
-x+1/4,+z+1/4,+y+1/4
+y,—x+1/2,-z+1/2
+y+3/4,-x+1/4,+z+3/4
-X,+y+1/2,-z+1/2
=Z,—X+1/2,+y+1/2
+X+3/4,+y+1/4,-z+3/4
-y+3/4,-x+1/4,-z+3/4
+X+3/4,-z+1/4,+y+3/4
-y, tX,-Z
+Z,-X,-y
-X+1/4,+y+3/4,+z+3/4
-x+1/4,-z+3/4,-y+3/4
+y,+X+1/2,+2+1/2
—z,+x+1/2,-y+1/2
+Xx+3/4,-y+3/4,+z+1/4
+Xx+3/4,+z+3/4,-y+1/4
—Y,=X,+Z
+X,+y+1/2,+2+1/2
-y+1/4,+x+3/4,+z+3/4
+X,-y+1/2,-z+1/2
+Z,+X+1/2,+y+1/2
-x+1/4,-y+3/4,-z+3/4
—X,Y,tz
+y+1/4,+x+3/4,-z+3/4
-Xx+1/4,+z+3/4,+y+3/4
Ty, X,—-Z
+y+3/4,-x+3/4,+z+1/4
—X,ty,-Z
—Z,=X,ty
+X+3/4,+y+3/4,-z+1/4
-y+3/4,-x+3/4,-z+1/4
+X+3/4,-z+3/4,+y+1/4
-y, +x+1/2,-z+1/2
+z,-x+1/2,-y+1/2
-Xx+1/4,+y+1/4,+z+1/4
-x+1/4,-z+1/4,-y+1/4
Ty, X, +2
—Z,+X,-y
+Xx+3/4,-y+1/4,+z+3/4
+X+3/4,+z+1/4,-y+3/4
-y, —X+1/2,+z+1/2
+x+1/2,+y,+z+1/2
-y+3/4,+x+1/4,+z+3/4
+x+1/2,-y,-z+1/2
+z+1/2,+Xx,+y+1/2
-x+3/4,-y+1/4,-z+3/4
-X+1/2,-y+1/2,+z
+y+3/4,+x+1/4,-z+3/4
-x+3/4,+z+1/4,+y+3/4
+y+1/2,-x+1/2,-2z
+y+1/4,-x+1/4,+z+1/4
-x+1/2,+y+1/2,-z
-z+1/2,-x+1/2,+y



| {m_xy0|(0.25,0.25,0.25)} | +x+1/4,+y+1/4,-z+1/4 |
| {2_x-x0|(0.25,0.25,0.25)} | -y+1/4,-x+1/4,-z+1/4 |
| {4”+_x00](0.25,0.25,0.25)} | +x+1/4,-z+1/4,+y+1/4 |
| {-4"-_00z|(0.5,0.0,0.5)} | -y+1/2,+x,-z+1/2 |
| {3”+_-xx-x|(0.5,0.0,0.5)} | +z+1/2,-x,-y+1/2 |
| {m_0yz|(0.75,0.75,0.25)} | -x+3/4,+y+3/4,+z+1/4 |
| {2_0y-y|(0.75,0.75,0.25)} | -x+3/4,-z+3/4,-y+1/4 |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |
| {3"+_-x-xx|(0.5,0.5,0.0)} | -z+1/2,+x+1/2,-y |
| {m_x0z|(0.25,0.75,0.75)} | +x+1/4,-y+3/4,+z+3/4 |
| {4”-_x00](0.25,0.75,0.75)} | +x+1/4,+z+3/4,-y+3/4 |
| {m_x-xz|(0.5,0.0,0.5)} | -y+1/2,-x,+z+1/2 |
| {1](0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {4°+_00z|(0.75,0.75,0.25)} | -y+3/4,+x+3/4,+z+1/4 |
| {2_x00|(0.5,0.5,0.0)} |  +x+1/2,-y+1/2,-z |
| {3"+_xxx|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,+y |
| {-1](0.75,0.75,0.25)} | -x+3/4,-y+3/4,-z+1/4 |
| {2_00z|(0.5,0.0,0.5)} |  —-x+1/2,-y,+z+1/2 |
| {2_xx0|(0.75,0.75,0.25)} | +y+3/4,+x+3/4,-z+1/4 |
| {2_0yy|(0.75,0.75,0.25)} | -x+3/4,+z+3/4,+y+1/4 |
| {-4"+_00z|(0.5,0.0,0.5)} | +y+1/2,-X,-z+1/2 |
| {4~-_00z|(0.25,0.75,0.75)} | +y+1/4,-x+3/4,+z+3/4 |
| {2_0y0|(0.5,0.0,0.5)} | -x+1/2,+y,-z+1/2 |
| {3"+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {m_xy0|(0.25,0.75,0.75)} | +x+1/4,+y+3/4,-z+3/4 |
| {2_x-x0|(0.25,0.75,0.75)} | -y+1/4,-x+3/4,-z+3/4 |
| {4”+_x00](0.25,0.75,0.75)} | +x+1/4,-z+3/4,+y+3/4 |
| {-4~-_00z|(0.5,0.5,0.0)} | -y+1/2,+x+1/2,-z |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {m_0yz|(0.75,0.25,0.75)} | -x+3/4,+y+1/4,+z+3/4 |
| {2_0y-y|(0.75,0.25,0.75)} | -x+3/4,-z+1/4,-y+3/4 |
| {m_xxz|(0.5,0.0,0.5)} | +y+1/2,4x,+z+1/2 |
| {3”"+_-x-xx|(0.5,0.0,0.5)} | -z+1/2,+x,-y+1/2 |
| {m_x0z|(0.25,0.25,0.25)} | +x+1/4,-y+1/4,+z+1/4 |
| {4”-_x00](0.25,0.25,0.25)} | +x+1/4,+z+1/4,-y+1/4 |
| {m_x-xz|(0.5,0.5,0.0)} | -y+1/2,-x+1/2,+z2 |

skokokskokokokskokokskokokokkokokkkokkk

'Fd-3m:2'}

space group: 227:2 {'Hall': '-F 4vw 2vw 3', 'HM':
Crystal system: Cubic

Setting: 2

+X,+Yy,+Z

-y, +x+1/4,+z+1/4

+X,-y+1/4,-z+1/4

+Z,+X,+Y

| Seitz | Jones |
| {1(0.0,0.0,0.0)} | +X,+Yy,+Z |
| {47+_00z|(0.0,0.25,0.25)} | -y,+x+1/4,+z+1/4 |
I I |

{2_x00|(0.0,0.25,0.25)}

+X,-y+1/4,-2+1/4



{3”+_xxx|(0.0,0.0,
{2_00z|(0.75,0.25,

0.0)}
0.5)}
{2_xx0|(0.75,0.25,0.5)}

{2_0yy|(0.0,0.25,0.25)}
{4~=_002|(0.75,0.0,0.75)}
{2_0y0|(0.75,0.0,0.75)}
{3"+_x-x-x](0.75,0.25,0.5) }
{2_x-x0|(0.0,0.0,0.0)}
{4~+_x00|(0.75,0.0,0.75)}
{3"+_—xx-x](0.0,0.25,0.25) }
{2_oy-y|(0.0,0.0,0.0)}
{3"+_—x-xx](0.75,0.0,0.75) }
{4A— _x00|(0.75,0.25,0.5) }
{2_x0x|(0.25,0.0,0.25)}
{3~ XXX|(0 0 0.0,0.0)}
{4~-_0y0|(0.5,0.75,0.25)}
{4~+_0y0|(0.75,0.75,0.0)}
{37—_-x-xx|(0.5,0.75,0.25)}
{2_-x0x|(0.0,0.0,0.0)}
{3"—_x-x-x|(0.25,0.0,0.25)}
{37—_-xx-x|(0.75,0.75,0.0) }
{-1/(0.0,0.0,0.0)}
{-4~+_002|(0.0,0.25,0.25)}
{m_0yz|(0.0,0.25,0.25)}
{-3"+_xxx|(0.0,0.0,0.0) }
{m_xy0|(0.75,0.25,0.5)}
{m_x-xz|(0.75,0.25,0.5)}
{m_xy-y|(0.0,0.25,0.25)}
{-4~-"002|(0.75,0.0,0.75) }
{m_x0z|(0.75,0.0,0.75) }
{-3"+_x-x-x|(0.75,0.25,0.5) }
{m_xxz|(0.0,0.0,0.0) }
{-4~+_x00|(0.75,0.0,0.75)}
{-3"+_-xx-x|(0.0,0.25,0.25)}
{m_xyy|(0.0,0.0,0.0)}
{-3"+_—x-xx| (0. 75,0.0,0.75)}
{-4~=_x00] (0. 5 .25,0.5)}
{m_-xyz|(0.25,0.0,0.25)}
{-3~- xxx|(0 0 0,0.0)}
{-4~-_0y0|(0.5,0.75,0.25)}
{-4~+_0y0|(0.75,0.75,0.0) }
{-3"—_—x—xx| ( 0. 5,0.75,0.25)}
{m_xyx|(0.0,0.0,0.0)}
{-3"~_x-x-x|(0.25,0.0,0.25)}
{-3"-_-xx-x|(0.75,0.75,0.0) }
{1](0.0,0.5,0.5)}
{4~+_00z|(0.0,0.75,0.75)}
{2_x00|(0.0,0.75,0.75)}
{3™+_xxx|(0.0,0.5,0.5)}
{2_00z|(0.75,0.75,0.0)}
{2_xx0|(0.75,0.75,0.0) }
{2_0yy|(0.0,0.75,0.75)}
{4~=_00z|(0.75,0.5,0.25)}
{2_0y0|(0.75,0.5,0.25)}

+2Z,+X,+y |
-X+3/4,-y+1/4,+z+1/2 |
+y+3/4,+x+1/4,-z+1/2 |
-X,+z+1/4,+y+1/4 |
+y+3/4,-X,+z+3/4 |
-x+3/4,+y,-z+3/4 |
-z+3/4,-x+1/4,+y+1/2 |
-Y,=X,-Z I
+x+3/4,-z,+y+3/4 |
+z,-x+1/4,-y+1/4 |
=X, =Z,-Y I
-z+3/4,+x,-y+3/4 |
+x+3/4,+z+1/4,-y+1/2 |
+z+1/4,-y,+x+1/4 |
+y,+2,+X |
-z+1/2,+y+3/4,+x+1/4 |
+z+3/4,+y+3/4,-X |
+y+1/2,-z+3/4,-x+1/4 |
—Z,-Y,~X I
-y+1/4,+z,-x+1/4 |
-y+3/4,-z+3/4,+x |
—X,=Y,-Z I
+y,—-x+1/4,-z+1/4 |
-X,+y+1/4,+z+1/4 |
=Z,=X,-Y I
+X+3/4,+y+1/4,-z+1/2 |
-y+3/4,-x+1/4,+z+1/2 |
+X,-z+1/4,-y+1/4 |
-y+3/4,+x,-z+3/4 |
+X+3/4,-y,+z+3/4 |
+z2+3/4,+x+1/4,-y+1/2 |
+y,+X,+Z |
-x+3/4,+z,-y+3/4 |
-z,+x+1/4,+y+1/4 |
+X,+2Z,+y |
+z+3/4,-x,+y+3/4 |
-x+3/4,-z+1/4,+y+1/2 |
-z+1/4,+y,-x+1/4 |
-Y,=Z,~X |
+z+1/2,-y+3/4,-x+1/4 |
-z+3/4,-y+3/4,+x |
-y+1/2,+z+3/4,+x+1/4 |
+Z,+Y, +X |
+y+1/4,-z,+x+1/4 |
+y+3/4,+z+3/4,-X |
+X,+y+1/2,+2+1/2 |
-y, +x+3/4,+z+3/4 |
+X,-y+3/4,-z+3/4 |
+z,+x+1/2,+y+1/2 |
-X+3/4,-y+3/4,+2 |
+y+3/4,+x+3/4,-z |
-X,+z+3/4,+y+3/4 |
+y+3/4,-x+1/2,+z+1/4 |
-x+3/4,+y+1/2,-z+1/4 |



{4~+_x00]| (0.7
{3™+_—xx-x] (0.
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{37™+_—xx-x|
{2_0y-y|
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-z+3/4,-x+3/4,+y
-y,—x+1/2,-z+1/2
+x+3/4,-z+1/2,+y+1/4
+z,-x+3/4,-y+3/4
-X,—z+1/2,-y+1/2
-z+3/4,+x+1/2,-y+1/4
+X+3/4,+z+3/4,-y
+z+1/4,-y+1/2,+x+3/4
+y,+z+1/2,+x+1/2
-z+1/2,+y+1/4,+x+3/4
+z+3/4,+y+1/4,-x+1/2
+y+1/2,-z+1/4,-x+3/4
-z,-y+1/2,-x+1/2
-y+1/4,+2+1/2,-x+3/4
-y+3/4,-2+1/4,+x+1/2
-X,-y+1/2,-z+1/2
+y,-x+3/4,-z+3/4
-X,+y+3/4,+z+3/4
-z,-x+1/2,-y+1/2
+x+3/4,+y+3/4,-2
-y+3/4,-x+3/4,+z
+X,-z+3/4,-y+3/4
-y+3/4,+x+1/2,-z+1/4
+Xx+3/4,-y+1/2,+z+1/4
+z+3/4,+x+3/4,-y
+y,+X+1/2,+2+1/2
-x+3/4,+z+1/2,-y+1/4
-z,+x+3/4,+y+3/4
+X,+2+1/2,+y+1/2
+z+3/4,-x+1/2,+y+1/4
-X+3/4,-2+3/4,+y
-z+1/4,+y+1/2,-x+3/4
-y,-z+1/2,-x+1/2
+z+1/2,-y+1/4,-x+3/4
-z43/4,-y+1/4,+x+1/2
-y+1/2,+z+1/4,+x+3/4
+Z,+y+1/2,+x+1/2
+y+1/4,-z+1/2,+x+3/4
+y+3/4,+z+1/4,-x+1/2
+x+1/2,+y,+z+1/2
-y+1/2,+x+1/4,+z+3/4
+Xx+1/2,-y+1/4,-z+3/4
+z+1/2,+x,+y+1/2
-x+1/4,-y+1/4,+z
+y+1/4,+x+1/4,-2
-x+1/2,+z+1/4,+y+3/4
+y+1/4,-x,+z+1/4
-x+1/4,+y,-z+1/4
-z+1/4,-x+1/4,+y
-y+1/2,-x,-2+1/2
+x+1/4,-z,+y+1/4
+z+1/2,-x+1/4,-y+3/4
-X+1/2,-z,-y+1/2
-z+1/4,+x,-y+1/4



{4~~_x00|(0.25,0.25,0.0)}
{2_x0x|(0.75,0.0,0.75)}
{3~-_xxx|(0.5,0.0,0.5)}

{4~- 0y0|(0 0,0.75,0.75)}

{4~+_0y0|(0.25,0.75,0.5)}

{37—_-x-xx|(0.0,0.75,0.75) }
{2_-x0x|(0.5,0.0,0.5)}
{3"~_x-x-x|(0.75,0.0,0.75)}
{3~~_-xx-x|(0.25,0.75,0.5)}
{-1/(0.5,0.0,0.5)}

{-4~+_002|(0.5,0.25,0.75)}
{m_0yz|(0.5,0.25,0.75)}
{-3"+_xxx|(0.5,0.0,0.5) }
{m_xy0|(0.25,0.25,0.0)}
{m_x-xz|(0.25,0.25,0.0) }
{m_xy-y|(0.5,0.25,0.75)}

{-4~-_00z|(0.25,0.0,0.25)}
{m_x0z|(0.25,0.0,0.25)}

{-3"+_x-x-x|(0.25,0.25,0.0) }
{m_xxz|(0.5,0.0,0.5)}
{-4~+_x00|(0.25,0.0,0.25)}
{-3"+_-xx-x|(0.5,0.25,0.75) }
{m_xyy|(0.5,0.0,0.5)}
{-3"+_—x-xx| (0. 25,0.0,0.25)}

{-4~=_x00] (0. 5 .25,0.0)}
{m_-xyz|(0.75,0.0,0.75)}
{-3~- xxx|(0 0 0,0.5)}

{-4~-_ 0y0|(0.0,0.75,0.75)}

{-4~+_0y0|(0.25,0.75,0.5)}

{-3"—_—x—xx| ( 0. 0,0.75,0.75)}
{m_xyx|(0.5,0.0,0.5)}
{-3~~_x-x-x|(0.75,0.0,0.75)}
{-3"-_-xx-x|(0.25,0.75,0.5)}
{1](0.5,0.5,0.0)}

{4~+_00z|(0.5,0.75,0.25)}
{2_x00|(0.5,0.75,0.25)}
{3”+_xxx|(0.5,0.5,0.0)}
{2_00z|(0.25,0.75,0.5)}
{2_xx0|(0.25,0.75,0.5)}
{2_0yy|(0.5,0.75,0.25)}

{4~-_00z|(0.25,0.5,0.75)}
{2_oy0|(0.25,0.5,0.75)}

{3™+_x-x-x](0.25,0.75,0.5) }
{2_x-x0|(0.5,0.5,0.0)}
{4~+_x00|(0.25,0.5,0.75)}
{3™+_-xx-x](0.5,0.75,0.25) }
{2_0y-y|(0.5,0.5,0.0)}
{3"+_-x-xx](0.25,0.5,0.75) }

{4~=_x00|(0.25,0.75,0.5)}
{2_x0x|(0.75,0.5,0.25)}
{3~—_xxx|(0.5,0.5,0.0) }

{4~-_0y0|(0.0,0.25,0.25)}

{4~+_0y0|(0.25,0.25,0.0)}

{3*-_-x-xx|(0.0,0.25,0.25)}

+x+1/4,+z+1/4,-y
+z+3/4,-y,+x+3/4
+y+1/2,+z,+x+1/2
-z,+y+3/4,+x+3/4
+z+1/4,+y+3/4,-x+1/2
+y,-z+3/4,-x+3/4
-z+1/2,-y,—-x+1/2
-y+3/4,+z,-x+3/4
-y+1/4,-z43/4,+x+1/2
-x+1/2,-y,-z+1/2
+y+1/2,-x+1/4,-z+3/4
-x+1/2,+y+1/4,+z+3/4
-z+1/2,-x,-y+1/2
+x+1/4,+y+1/4,-2
-y+1/4,-x+1/4,+z
+x+1/2,-z+1/4,-y+3/4
-y+1/4,+x,-z+1/4
+x+1/4,-y,+z+1/4
+z+1/4,+x+1/4,-y
+y+1/2,+Xx,+z+1/2
-x+1/4,+z,-y+1/4
-z+1/2,+x+1/4,+y+3/4
+X+1/2,+z,+y+1/2
+z+1/4,-x,+y+1/4
-x+1/4,-z+1/4,+y
-z+3/4,+y,—x+3/4
-y+1/2,-z,-x+1/2
+z,-y+3/4,-x+3/4
-z+1/4,-y+3/4,+x+1/2
-y,+z+3/4,+x+3/4
+z+1/2,+y,+x+1/2
+y+3/4,-z,+x+3/4
+y+1/4,+z+3/4,-x+1/2
+X+1/2,+y+1/2,+z
-y+1/2,+x+3/4,+z+1/4
+X+1/2,-y+3/4,-z+1/4
+z+1/2,+x+1/2,+y
-x+1/4,-y+3/4,+z+1/2
+y+1/4,+x+3/4,-z+1/2
-x+1/2,+z+3/4,+y+1/4
+y+1/4,-x+1/2,+z+3/4
-x+1/4,+y+1/2,-z+3/4
-z+1/4,-x+3/4,+y+1/2
-y+1/2,-x+1/2,-2
+x+1/4,-z+1/2,+y+3/4
+z+1/2,-x+3/4,-y+1/4
-x+1/2,-z2+1/2,-y
-z+1/4,+x+1/2,-y+3/4
+Xx+1/4,+z+43/4,-y+1/2
+243/4,-y+1/2,+x+1/4
+y+1/2,+z+1/2,+X
-z,+y+1/4,+x+1/4
+z+1/4,+y+1/4,-x
+ty,-z+1/4,-x+1/4



| {2_-x0x|(0.5,0.5,0.0)} |  -z+1/2,-y+1/2,-x |
| {3"-_x-x—x|(0.75,0.5,0.25)} | -y+3/4,+z+1/2,-x+1/4 |
| {3"—_—xx-x|(0.25,0.25,0.0)} | -y+1/4,-z+1/4,+x |
| {-1|(0.5,0.5,0.0)} |  -x+1/2,-y+1/2,-z |
| {-4~+_00z|(0.5,0.75,0.25)} | +y+1/2,-x+3/4,-z+1/4 |
| {m_0yz|(0.5,0.75,0.25)} | —-x+1/2,+y+3/4,+z+1/4 |
| {-3"+_xxx]|(0.5,0.5,0.0)} | -z+1/2,-x+1/2,-y |
| {m_xy0|(0.25,0.75,0.5)} | +x+1/4,+y+3/4,-z+1/2 |
|  {m_x-xz]|(0.25,0.75,0.5)} | -y+1/4,-x+3/4,+z+1/2 |
|  {m_xy-y|(0.5,0.75,0.25)} | +x+1/2,-z+3/4,-y+1/4 |
| {-4~-_00z|(0.25,0.5,0.75)} | -y+1/4,+x+1/2,-z+3/4 |
| {m_x0z|(0.25,0.5,0.75)} | +x+1/4,-y+1/2,+z+3/4 |
| {-3"+_x-x-x|(0.25,0.75,0.5)} | +z+1/4,+x+3/4,-y+1/2 |
| {m_xxz|(0.5,0.5,0.0)} | +y+1/2,+x+1/2,+z |
| {-4"+_x00|(0.25,0.5,0.75)} | -x+1/4,+z+1/2,-y+3/4 |
| {-3"+_-xx-x|(0.5,0.75,0.25)} | -z+1/2,+x+3/4,+y+1/4 |
| {m_xyy|(0.5,0.5,0.0)} | +x+1/2,+z+1/2,+y |
| {-3"+ —x—xx|(0.25,0.5,0.75)} | +z+1/4,-x+1/2,+y+3/4 |
| {-4~-_x00] (0. 5 0.75,0.5)} | —x+1/4,-z+3/4,+y+1/2 |
|  {m_-xyz|(0.75,0.5,0.25)} | -z+3/4,+y+1/2,-x+1/4 |
| {-3*- xxx|(0 0 5,0.0)y | -y+1/2,-z+1/2,-x |
| {-4~-_0y0|(0.0,0.25,0.25)} | +z,-y+1/4,-x+1/4 |
| {-4~+_0y0|(0.25,0.25,0.0)} | -z+1/4,-y+1/4,+x |
| {-3"—_—-x—xx|( 0 0,0.25,0.25)} | -y,+z+1/4,+x+1/4 |
| {m_xyx]|(0.5,0.5,0.0)} | +z+1/2,+y+1/2,+x |
| {-3"—_x-x-x|(0.75,0.5,0.25)} | +y+3/4,-z+1/2,+x+1/4 |
| {-3"—_-xx-x|(0.25,0.25,0.0)} | +y+1/4,+z+1/4,-x |

skokskokokokokokokokokokokokokokokokokokokok
space group: 228:1 {'Hall': ' F 4d 2 3 -1cd', 'HM': 'F d -3 c:1'}
Crystal system: Cubic

Setting: 1

+X,+Yy,+Z

-y+1/4,+x+1/4,+z+1/4

X, =Y, —2Z

+Z,+X,+y

-x+1/4,-y+1/4,-z+3/4

| Seitz | Jones
{1](0.0,0.0,0.0)} +X,+Y, +2
{4”+_00z|(0.25,0.25,0.25)} | -y+1/4,+x+1/4,+z+1/4
{2_x00|(0.0,0.0,0.0)} +X,-Y, -2
{3”+_xxx|(0.0,0.0,0.0)}

I I

I I

| |

|  {-1](0.25,0.25,0.75)} | -x+1/4,-y+1/4,-2z+3/4
| {2_00z|(0.0,0.5,0.5)} |  =x,-y+1/2,+z+1/2

| {2_xx0](0.25,0.25,0.25)} | +y+1/4,+x+1/4,-z+1/4
| {2_0yy|(0.25,0.25,0.25)} | -x+1/4,+z+1/4,+y+1/4
| {-4~+_00z(0.0,0.5,0.0)} | +y,-x+1/2,-2

| {4~-_002|(0.75,0.25,0.75)} | +y+3/4,-x+1/4,+z+3/4
I I

|
|
|
|
+Z,+X,+y |
|
|
|
|
|
{2_0y0|(0.0,0.5,0.5)} -X,+y+1/2,-2+1/2 |



{3”*+_x-x-x|(0.0,0.5,0.5)}
{m_xy0](0.75,0.25,0.25)}
{2_x-x0](0.75,0.25,0.75) }

{4~+_x00|(0.75,0.25,0.75) }
{-4~-_00z|(0.0,0. @,@.5)}
{3"+_-xx-x|(0.0,0.0,0.0)}
{m_0yz|(0.25,0.75,0.25)}
{2_0y-y|(0.25,0.75,0.75)}
{m_xxz|(0.0,0.5,0.0)}
{3~+_-x-xx|(0.0,0.5,0.5)}
{m_x0z|(0.75,0.75,0.25)}
{4~-_x00|(0.75,0.75,0.25)}
{m_x-xz|(0.0,0.0,0.5)}

{1/(0.90,0.5,0.5)}
{4~+_00z|(0.25,0.75,0.75) }

{2_x00|(0.0,0.5,0.5)}
{3”+_xxx|(0.0,0.5,0.5)}
{-1](0.25,0.75,0.25) }
{2_00z|(0.0,0.0,0.0) }
{2_xx0](0.25,0.75,0.75)}
{2_0yy|(0.25,0.75,0.75)}
{—4A+_002|(0 0,0.0,0.5)}
{4~-_00z|(0.75,0.75,0.25)}
{2_0y0|(0.0,0.0,0.0)}
{3~+_x-x-x|(0.0,0.0,0.0)}
{m_xy0|(0.75,0.75,0.75)}
{2_x-x0|(0.75,0.75,0.25)}
{4~+_x00]|(0.75,0.75,0.25)}
{-4~-_002|(0.0,0.5,0.0)}
{3"+_-xx-x|(0.0,0.5,0.5)}
{m_@yz| 0.25,0.25,0.75)}
{2_0y-y|(0.25,0.25,0.25)}
{m_xxz|(0.0,0.0,0.5)}
{3"+_-x-xx|(0.0,0.0,0.0) }
{m_x0z|(0.75,0.25,0.25)}
{4~=_x00|(0.75,0.25,0.75)}
{m_x-xz|(0.0,0.5,0.0)}
{1](0.5,0.0,0.5)}
{4~+_00z|(0.75,0.25,0.75)}
{2_x00|(0.5,0.0,0.5)}
{3™+_xxx|(0.5,0.0,0.5)}
{-1](0.75,0.25,0.25)}
{2_00z|(0.5,0.5,0.0)}
{2_xx0|(0.75,0.25,0.75)}
{2_oyy|(0.75,0.25,0.75)}
{-4~+_00z|(0.5,0.5,0.5)}
{4~-_00z|(0.25,0.25,0.25)}
{2_0y0|(0.5,0.5,0.0)}
{3"+_x-x-x|(0.5,0.5,0.0) }
{m_xy0|(0.25,0.25,0.75)}
{2_x-x0|(0.25,0.25,0.25)}
{4~+_x00](0.25,0.25,0.25)}
{-4~-_00z|(0.5,0.0,0.0) }
{3™+_-xx-x|(0.5,0.0,0.5) }

-z,-X+1/2,+y+1/2
+x+3/4,+y+1/4,-z+1/4
-y+3/4,-x+1/4,-z+3/4
+x+3/4,-z+1/4,+y+3/4

-y,+Xx,-z+1/2
+z,-X,-y
-x+1/4,+y+3/4,+z+1/4
-x+1/4,-z+3/4,-y+3/4
+y,+x+1/2,+z

-Z,+x+1/2,-y+1/2
+X+3/4,-y+3/4,+z+1/4
+X+3/4,+z+3/4,-y+1/4

-y,=X,+z+1/2
+X,+y+1/2,+z+1/2
-y+1/4,+x+3/4,+z+3/4
+X,-y+1/2,-2+1/2
+Z,+X+1/2,+y+1/2
-x+1/4,-y+3/4,-z+1/4
=X,-Y,*z
+y+1/4,+x+3/4,-z+3/4
-X+1/4,+z+3/4,+y+3/4
+y,-X,-z+1/2
+y+3/4,-x+3/4,+z+1/4
—-X,ty,-Z
—Z,=X,ty
+Xx+3/4,+y+3/4,-z+3/4
-y+3/4,-x+3/4,-z+1/4
+X+3/4,-z2+3/4,+y+1/4
-y, +x+1/2,-z
+z,—-x+1/2,-y+1/2
-X+1/4,+y+1/4,+z+3/4
-x+1/4,-z+1/4,-y+1/4
+y,+X,+z+1/2
—Z,+X,-y
+X+3/4,-y+1/4,+z+1/4
+x+3/4,+z+1/4,-y+3/4
-y,—Xx+1/2,+z
+X+1/2,+y,+z+1/2
-y+3/4,+x+1/4,+z+3/4
+X+1/2,-y,-z+1/2
+z+1/2,+X,+y+1/2
-x+3/4,-y+1/4,-z+1/4

-X+1/2,-y+1/2,+z
+y+3/4,+x+1/4,-z+3/4
-x+3/4,+z+1/4,+y+3/4
+y+1/2,-x+1/2,-z+1/2
+y+1/4,-x+1/4,+z+1/4

-x+1/2,+y+1/2,-z

-z+1/2,-x+1/2,+y
+x+1/4,+y+1/4,-z+3/4
-y+1/4,-x+1/4,-z+1/4
+x+1/4,-z+1/4,+y+1/4

-y+1/2,+x,-2
+z+1/2,-X,-y+1/2



| {m_0yz|(0.75,0.75,0.75)} | —x+3/4,+y+3/4,+z+3/4 |
| {2_0y-y|(0.75,0.75,0.25)} | —x+3/4,-z+3/4,-y+1/4 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {3™+_-x-xx](0.5,0.5,0.0)} | -z+1/2,+x+1/2,-y |
| {m x02|(0 25,0.75,0.25)} | +x+1/4,-y+3/4,+z+1/4 |
| {47~ x00](0.25,0.75,0.75)} | +x+1/4,+2+3/4,-y+3/4 |
| {m_x-xz|(0.5,0.0,0.0) } | -y+1/2,-X,+z |
| {1/(0.5,0.5,0.0)} | +x+1/2,+y+1/2,+z |
| {4™+ 002|(0 75,0.75,0.25)} | -y+3/4,+x+3/4,+z+1/4 |
| {2_x00|(0.5,0.5,0.0) } | +x+1/2,-y+1/2,-z |
| {3"+_xxx]|(0.5,0.5,0.0)} | +z+1/2,+x+1/2,+y |
| {-1](0.75,0.75,0.75)} | -x+3/4,-y+3/4,-z+3/4 |
| {2_00z|(0.5,0.0,0.5)} |  -x+1/2,-y,+z+1/2 |
| {2_xx0|(0.75,0.75,0.25)} | +y+3/4,+x+3/4,-z+1/4 |
| {2_0yy|(0.75,0.75,0.25)} | -x+3/4,+z+3/4,+y+1/4 |
| {-4~+_00z|(0.5,0.0,0.0)} | +y+1/2,-x,-2 |
| {4~-_002]|(0.25,0.75,0.75)} | +y+1/4,-x+3/4,+z+3/4 |
| {2_oy0|(0.5,0.0,0.5)} |  -x+1/2,+y,-z+1/2 |
| {3”"+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {m_xy0|(0.25,0.75,0.25)} | +x+1/4,+y+3/4,-z+1/4 |
| {2_x-x0|(0.25,0.75,0.75)} | -y+1/4,-x+3/4,-z+3/4 |
| {4”+_x00](0.25,0.75,0.75)} | +x+1/4,-z+3/4,+y+3/4 |
| {-4~-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {3"+_-xx-x|(0.5,0.5,0.0)} | +z+1/2,-x+1/2,-y |
| {m_0yz|(0.75,0.25,0.25)} | -x+3/4,+y+1/4,+z+1/4 |
| {2_0y-y|(0.75,0.25,0.75)} | -x+3/4,-z+1/4,-y+3/4 |
| {m_xxz|(0.5,0.0,0.0)} | +y+1/2,+X,+2 |
| {3"+_-x-xx|(0.5,0.0,0.5)} | -z+1/2,+x,-y+1/2 |
| {m_x0z](0.25,0.25,0.25)} | +x+1/4,-y+1/4,+z+1/4 |
| {4”-_x00](0.25,0.25,0.25)} | +x+1/4,+z+1/4,-y+1/4 |
|  {m_x-xz|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |

skokokskokokokskokokskkokokkokokkkokkk

d -3 c:2'}

space group: 228:2 {'Hall': '-F 4cvw 2vw 3', 'HM': 'F
Crystal system: Cubic

Setting: 2

+X,+y,+2

-y, +x+1/4,+z+3/4

+X,-y+1/4,-z+1/4

+Z,+X,+y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {4"+_00z|(0.0,0.25,0.75) | -y, +x+1/4,+z+3/4 |
| {2_x00|(0.0,0.25,0.25)} | +X,-y+1/4,-z+1/4 |
| {3™+_xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_00z|(0.75,0.25,0.5)} | =x+3/4,-y+1/4,+z+1/2 |
| {2_xx0|(0.75,0.25,0.0) } |  +y+3/4,+x+1/4,-2 |
| {2_o0yy|(0.0,0.25,0.75)} |  —x,+z+1/4,+y+3/4 |
I 25) | I

{4~-_00z|(0.75,0.0,0.

+y+3/4,-x,+z+1/4



{2_0y0|(0.75,0.0,0.75)}

{3*+_x-x-x](0.75,0.25,0.5)}
{2_x-x0|(0.0,0.0,0.5)}
{4~+_x00|(0.75,0.0,0.25)}
{3™+_-xx-x](0.0,0.25,0.25)}
{2_oy-y|(0.0,0.0,0.5)}
{3"+_-x-xx|(0.75,0.0,0.25)}
{4~=_x00| (0. 5 .25,0.0)}
{2_x0x|(0.75,0.0,0.25) }
{3~ xxx|( 0 0,0.0)}
{4~-_0y0|(0.0,0.75,0.25)}
{4~+_0y0|(0.25,0.75,0.0) }
{3"-_-x-xx](0.5,0.75,0.25) }
{2_-x0x|(0.5,0.0,0.0)}
{3"-_x-x-x](0.25,0.0,0.25)}
{3"-_-xx-x](0.25,0.75,0.0) }
{-11(0.0,0.0,0.0)}
{-4~+_002|(0.0,0.25,0.75)}
{m_0yz|(0.0,0.25,0.25)}
{-3"+_xxx|(0.0,0.0,0.0) }
{m_xy0|(0.75,0.25,0.5)}
{m_x-xz|(0.75,0.25,0.0) }
{m_xy-y|(0.0,0.25,0.75)}
{-4~-_00z|(0.75,0.0,0.25)}
{m_x0z|(0.75,0.0,0.75)}
{-3"+_x-x-x|(0.75,0.25,0.5) }
{m_xxz|(0.0,0.0,0.5)}
{-4~+_x00|(0.75,0.0,0.25)}
{-3"+_-xx-x|(0.0,0.25,0.25) }
{m_xyy|(0.0,0.0,0.5)}
{-3"+ —x—xx|(0.75,0.0,0.25)}
{-4~=_x00] (0. 5 .25,0.0)}
{m_-xyz|(0.75,0.0,0.25)}
{-3~—_xxx| (0. ,0 0,0.0)}
{-4~-_0y0|(0.0,0.75,0.25)}
{-4~+_0y0|(0.25,0.75,0.0)}
{-3"~_-x-xx](0.5,0.75,0.25) }
{m_xyx|(0.5,0.0,0.0)}
{-3~—_x-x-x|(0.25,0.0,0.25)}
{-3"—_-xx-x](0.25,0.75,0.0) }
{1](0.9,0.5,0.5)}
{4~+_00z|(0.0,0.75,0.25)}
{2_x00|(0.0,0.75,0.75)}

{3A+_xxx|(0.0,0 5,0.5)}
{2_00z|(0.75,0.75,0.0) }
{2_xx0](0.75,0.75,0.5) }
{2_oyy|(0.0,0.75,0.25)}
{4~~_002|(0.75,0.5,0.75)}
{2_0y0|(0.75,0.5,0.25)}
{3"+_x-x-x](0.75,0.75,0.0) }

{2_x-x0|(0.0,0.5,0.0)}
{4~+_x00|(0.75,0.5,0.75)}
{3"+_-xx-x|(0.0,0.75,0.75) }
{2_0oy-y|(0.0,0.5,0.0)}

-X+3/4,+y,-z+3/4
-z+3/4,-x+1/4,+y+1/2
-y,—X,-z+1/2
+X+3/4,-z,+y+1/4
+z,-x+1/4,-y+1/4
-X,-z,-y+1/2
-z+3/4,+x,-y+1/4
+X+3/4,+z+1/4,-y
+z+3/4,-y,+x+1/4
tY,+Z,+X
-z,+y+3/4,+x+1/4
+z+1/4,+y+3/4,-X
+y+1/2,-z+3/4,-x+1/4
-z+1/2,-y,—X
-y+1/4,+z,-x+1/4
-y+1/4,-z+3/4,+x
—X,"Yy,~Z
+y,—x+1/4,-z+3/4
-X,+y+1/4,+z+1/4
—Z,=X,"Y
+x+3/4,+y+1/4,-z+1/2
-y+3/4,-x+1/4,+z
+X,-z+1/4,-y+3/4
-y+3/4,+x,-2+1/4
+X+3/4,-y,+z+3/4
+z+3/4,+x+1/4,-y+1/2
+y, +X,+z+1/2
-x+3/4,+z,-y+1/4
-z,+x+1/4,+y+1/4
+X,+z,+y+1/2
+z+3/4,-X,+y+1/4
-X+3/4,-z+1/4,+y
-z+3/4,+y,—x+1/4
—Y,=Z,X
+z,-y+3/4,-x+1/4
-z+1/4,-y+3/4,+x
-y+1/2,+z+3/4,+x+1/4
+z+1/2,+y,+x
+y+1/4,-z,+x+1/4
+y+1/4,+z+3/4,-X
+X,+y+1/2,+z+1/2
-y, +x+3/4,+z+1/4
+X,-y+3/4,-z+3/4
+z,+X+1/2,+y+1/2
-X+3/4,-y+3/4,+z
+y+3/4,+x+3/4,-2+1/2
-X,+z+3/4,+y+1/4
+y+3/4,-x+1/2,+z+3/4
-x+3/4,+y+1/2,-z+1/4
-z+3/4,-x+3/4,+y
-y,—Xx+1/2,-z
+X+3/4,-z+1/2,+y+3/4
+z,-x+3/4,-y+3/4
-X,-z+1/2,-y



{3™+_-x-xx|(0.75,0.5,0.25)}
{4~=_x00|(0.75,0.75,0.5)}
{2_x0x|(0.75,0.5,0.75) }
{3~ xxx|(0 0 0.5,0.5)}

{4~-_0y0|(0.0,0.25,0.75)}
{4~+_0y0|(0.25,0.25,0.5)}
{3~-_“x-xx|(0.5,0.25,0.75)}
{2_-x0x|(0.5,0.5,0.5)}
{3"-_x-x-x](0.25,0.5,0.75) }
{3~—_-xx-x| (0.25,0.25,0.5)}
{-1|(0.0,0.5,0.5)}
{-4~+_002|(0.0,0.75,0.25)}
{m_0yz|(0.0,0.75,0.75)}
{-3"+_xxx|(0.0,0.5,0.5) }
{m_xy0|(0.75,0.75,0.0)}
{m_x-xz|(0.75,0.75,0.5)}
{m_xy-y|(0.0,0.75,0.25)}
{-4~-_00z|(0.75,0.5,0.75)}
{m_x0z|(0.75,0.5,0.25)}
{-3"+_x-x-x|(0.75,0.75,0.0) }
{m_xxz|(0.0,0.5,0.0)}
{-4~+_x00|(0.75,0.5,0.75)}
{-3"+_—xx=x| ( 0 0,0.75,0.75)}
{m_xyy|(0.0,0.5,0.0)}
{-3~+_-x-xx|(0.75,0.5,0.25)}
{-4~=_x00|(0.75,0.75,0.5)}
{m_-xyz|(0.75,0.5,0.75)}
{-3*—_xxx|(0.0,0.5,0.5)}
{-4~—_0y0|(0.0,0.25,0.75)}
{-4~+_0y0|(0.25,0.25,0.5)}
{-3"—_-x-xx|(0.5,0.25,0.75) }
{m_xyx|(0.5,0.5,0.5)}
{-3"—_x-x-x](0.25,0.5,0.75) }
{-3"-_-xx-x|(0.25,0.25,0.5) }
{1/(0.5,0.0,0.5)}
{4”~+_00z|(0.5,0.25,0.25)}
{2_%00[(0.5,0.25,0.75)}
{3~+_xxx|(0.5,0.0,0.5)}
{2_0021(0.25,0.25,0.0)}
{2_xx0](0.25,0.25,0.5)}

{2_oyy|(0.5,0.25,0.25)}
{4~-_002|(0.25,0.0,0.75)}
{2_0y0|(0.25,0.0,0.25)}
{3"+_x-x-x|(0.25,0.25,0.0) }

{2_x-x0|(0.5,0.0,0.0)}
{4~+_x00|(0.25,0.0,0.75)}
{3"+_-xx-x](0.5,0.25,0.75) }
{2_0y-y|(0.5,0.0,0.0)}
{3"+_—x-xx](0.25,0.0,0.25)}
{4“— _x00|(0.25,0.25,0.5)}

{2_x0x|(0.25,0.0,0.75)}
{3“—_xxx|(0.5,0 0,0.5)}
{4~-_0y0|(0.5,0.75,0.75)}
{4~+_0y0|(0.75,0.75,0.5)}

-z+3/4,+x+1/2,-y+1/4
+X+3/4,+z+3/4,-y+1/2
+z+3/4,-y+1/2,+x+3/4
+y,+z2+1/2,+x+1/2
-Z,+y+1/4,+x+3/4
+z+1/4,+y+1/4,-x+1/2
+y+1/2,-z+1/4,-x+3/4
-z+1/2,-y+1/2,-x+1/2
-y+1/4,+2+1/2,-x+3/4
-y+1/4,-2+1/4,+x+1/2
-X,-y+1/2,-z+1/2
+y,—x+3/4,-z+1/4
-X,+y+3/4,+z+3/4
-z,-x+1/2,-y+1/2
+X+3/4,+y+3/4,-z
-y+3/4,-x+3/4,+z+1/2
+X,-z+3/4,-y+1/4
-y+3/4,+x+1/2,-2+3/4
+Xx+3/4,-y+1/2,+z+1/4
+z+3/4,+x+3/4,-y
+y,+x+1/2,+z
-x+3/4,+z+1/2,-y+3/4
-z,+x+3/4,+y+3/4
+X,+z+1/2,+y
+z+3/4,-x+1/2,+y+1/4
-x+3/4,-2+3/4,+y+1/2
-z+3/4,+y+1/2,-x+3/4
-y,-z+1/2,-x+1/2
+z,-y+1/4,-x+3/4
-z2+1/4,-y+1/4,+x+1/2
-y+1/2,+z+1/4,+x+3/4
+z+1/2,+y+1/2,+x+1/2
+y+1/4,-z+1/2,+x+3/4
+y+1/4,+z+1/4,-x+1/2
+x+1/2,+y,+z+1/2
-y+1/2,+x+1/4,+z+1/4
+x+1/2,-y+1/4,-z+3/4
+z+1/2,+X,+y+1/2
-x+1/4,-y+1/4,+z
+y+1/4,+x+1/4,-z+1/2
-X+1/2,+z+1/4,+y+1/4
+y+1/4,-x,+z+3/4
-x+1/4,+y,-z+1/4
-z+1/4,-x+1/4,+y
-y+1/2,-X,-z
+X+1/4,-z,+y+3/4
+z+1/2,-x+1/4,-y+3/4
-x+1/2,-z,-y
-z+1/4,+x,-y+1/4
+x+1/4,+z+1/4,-y+1/2
+z+1/4,-y,+x+3/4
+y+1/2,+z,+x+1/2
-z+1/2,+y+3/4,+x+3/4
+z+3/4,+y+3/4,-x+1/2



{3"~_—x-xx](0.0,0.75,0.75) }
{2_-x0x|(0.0,0.0,0.5)}
{3"~_x-x-x](0.75,0.0,0.75) }
{3"-_—xx-x](0.25,0.75,0.5) }
{-1|(0.5,0.0,0.5)}
{-4"~+_002|(0.5,0.25,0.25)}
{m_0yz|(0.5,0.25,0.75)}
{-3"+_xxx|(0.5,0.0,0.5) }
{m_xy0|(0.25,0.25,0.0)}

{m_x-xz|(0.25,0.25,0.5)}
{m_xy-y|(0.5,0.25,0.25)}
{47~ 007|(0.25,0.0,0.75)}
{m_x0z|(0.25,0.0,0.25)}
{-3~+_x-x-x|(0.25,0.25,0.0) }
{m xsz(O 5, .0)}
{-4~+_x00| (0 0
{—3A+_—xx—x|
{m_xyy| (0
{-3"+_-x- xx| ,0.0
{-47- x00| ,0.25,
{m_-xyz| (0. 2 5,0.0,0

{-3"—_xxx| (0.5 0.
{-4n- 0y0|(0
{-4~+_oyo| (0.

{-3"—_—x—xx] (
{m_xyx| (0.
{-3"—_x—-x-x|
{-3"—_—xx-=x|
{1|(0.5
{4~+_00z| (0.
{2_x00] (0.
{3™+_xxx
{2_00z| (0.
{2_xx0]| (0.
{2_oyy| (0.
{4~_

’

Ul~

0,0
0.0
0.25,
.0,0.0)}
5,0.

0.
25,
0 5,
.5,0
0.2
25

’

0
0
(0.
(0.
,0.
5

-

®f\®®®—®f\
B~ U~~~ ~—— U1
Ul — P P 2 o —

)}

{4~=_x00] (0. .
{2_x0x] (0.2 5
{3~- xxxl(

{4~-_0y0|(0.5,0.2

{4~+_oyo| (0.7

{37—_—x-xx| (0.
{2_-x0ox| (0.
{37—_x-x-x]| (0.
{37—_—xx-x]| (0.
{-1|(o.
{-4"~+_00z| (0.

®U‘I®®®®

+y,-z+3/4,-x+3/4
-Z,-y,—Xx+1/2
-y+3/4,+z,-x+3/4
-y+1/4,-2+3/4,+x+1/2
-x+1/2,-y,-z+1/2
+y+1/2,-x+1/4,-z+1/4
-x+1/2,+y+1/4,+z+3/4
-z+1/2,-x,-y+1/2
+x+1/4,+y+1/4,-2
-y+1/4,-x+1/4,+z+1/2
+x+1/2,-z+1/4,-y+1/4
-y+1/4,+x,-z+3/4
+x+1/4,-y,+z+1/4
+z+1/4,+x+1/4,-y
+y+1/2,+X,+z
-x+1/4,+z,-y+3/4
-z+1/2,+x+1/4,+y+3/4
+X+1/2,+z,+y
+z+1/4,-x,+y+1/4
-x+1/4,-z+1/4,+y+1/2
-z+1/4,+y,—x+3/4
-y+1/2,-z,-x+1/2
+z+1/2,-y+3/4,-x+3/4
-z+3/4,-y+3/4,+x+1/2
-y,+z+3/4,+x+3/4
+Z,+y,+x+1/2
+y+3/4,-z,+x+3/4
+y+1/4,+z+3/4,-x+1/2
+X+1/2,+y+1/2,+2
-y+1/2,+x+3/4,+z+3/4
+X+1/2,-y+3/4,-z+1/4
+z+1/2,+x+1/2,+y
-x+1/4,-y+3/4,+z+1/2
+y+1/4,+x+3/4,-2
-x+1/2,+z+3/4,+y+3/4
+y+1/4,-x+1/2,+z+1/4
-x+1/4,+y+1/2,-z+3/4
-z+1/4,-x+3/4,+y+1/2
-y+1/2,-x+1/2,-z+1/2
+x+1/4,-z+1/2,+y+1/4
+z+1/2,-x+3/4,-y+1/4
-x+1/2,-z+1/2,-y+1/2
-z+1/4,+x+1/2,-y+1/4
+x+1/4,+z+43/4,-y
+z+1/4,-y+1/2,+x+1/4
+y+1/2,+z+1/2,+x
-z+1/2,+y+1/4,+x+1/4
+z+3/4,+y+1/4,-x
+y,-z+1/4,-x+1/4
-z,-y+1/2,-x
-y+3/4,+z+1/2,-x+1/4
-y+1/4,-z+1/4,+X
-x+1/2,-y+1/2,-z
+y+1/2,-x+3/4,-z+3/4



{m_0yz|(0.5,0.75,0.25)}
{-3"+_xxx|(0.5,0.5,0.0) }
{m Xy0|(0 25,0.75,0.5)}
{m_x-xz|(0.25,0.75,0.0) }

-x+1/2,+y+3/4,+z+1/4
-z+1/2,-x+1/2,-y
+x+1/4,+y+3/4,-z+1/2
-y+1/4,-x+3/4,+z

I I I
I I I
I I I
| {m_xy-y|(0.5,0.75,0.75)} | +x+1/2,-z+3/4,-y+3/4 |
| {-4~- 002| 0.25,0.5,0.25)} | -y+1/4,+x+1/2,-z+1/4 |
| {m_x0z|(0.25,0.5,0.75)} | +x+1/4,-y+1/2,+z+3/4 |
| {-3"+_x-x-x]|(0.25,0.75,0.5)} | +z+1/4,+x+3/4,-y+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4"+_x00|(0.25,0.5,0.25)} | -x+1/4,+z+1/2,-y+1/4 |
| {-3"+_-xx-x|(0.5,0.75,0.25)} | -z+1/2,+x+3/4,+y+1/4 |
| {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {-3"+_-x-xx]| (0. 25,0.5,0.25)} | +z+1/4,-x+1/2,+y+1/4 |
| {-4~-_x00] (0. 5 .75,0.0)} | —x+1/4,-z+3/4,+y |
|  {m_-xyz|(0.25,0.5,0.25)} | -z+1/4,+y+1/2,-x+1/4 |
| {-3*- xxx|(0 0 5,0.0)y | -y+1/2,-z+1/2,-x |
| {-4~-_0y0|(0.5,0.25,0.25)} | +z+1/2,-y+1/4,-x+1/4 |
| {-4~+_0y0|(0.75,0.25,0.0)} | -z+3/4,-y+1/4,+x |
| {-37—_~x-xx|(0.0,0.25,0.25)} | -y,+z+1/4,+x+1/4 |
| {m_xyx|(0.0,0.5,0.0)} | +z,+y+1/2,+x I
| {-3"-_x-x-x|(0.75,0.5,0.25)} | +y+3/4,-z+1/2,+x+1/4 |
| {-3*—_-xx-x|(0.25,0.25,0.0)} | +y+1/4,+z+1/4,-x |
Skkskokokskskoksksk ok >k k ok >k kok ok kk ok >k

space group: 229 {'Hall': '-I 4 2 3', 'HM': 'I m -3 m'}
Crystal system: Cubic

+X,+Y, +2

=Y, +X,+Z

+X, =Y, -2

+z,+X,+y

| Seitz | Jones I

| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I

| {4~+_00z|(0.0,0.0,0.0)} | =Y, X, +2Z I

| {2_x00|(0.0,0.0,0.0)} | +X,-Y,-2Z I

| {3"+_xxx|(0.0,0.0,0.0)} | +2Z,+X,+y I

| {2_00z|(0.0,0.0,0.0)} | —X, =Y, +2Z I

| {2_xx0|(0.0,0.0,0.0)} | +Y,+X, -2 I

| {2_0yy|(0.0,0.0,0.0)} | =X, +Z,+y I

| {4~-_00z|(0.0,0.0,0.0)} | +Y, =X, +2Z I

| {2_0y0|(0.0,0.0,0.0)} | =X, +y, -2 I

| {3*+_x-x-x|(0.0,0.0,0.0)} | =Z,-X,+y I

| {2_x-x0|(0.0,0.0,0.0)} | -Y)=X,-2 I

| {4"+_x00|(0.0,0.0,0.0)} | +X, =2, +y I

| {37+_-xx-x|(0.0,0.0,0.0)} | +2,-X,-y I

| {2_0y-y|(0.0,0.0,0.0)} | —X,=Z,-Y I

| {3”+_-x-xx|(0.0,0.0,0.0)} | =Z,+X,-y I

| {4~-_x00|(0.0,0.0,0.0)} | +X,+2, -y |

| {2_x0x|(0.0,0.0,0.0)} | +Z,-Y, +X |

I I I

{3A—_xxx|(0.0,0.0,0.0)}

+y,+2,+X



{4~-_0y0|(0.0,0.0,0.0)}
{4~+_0y0|(0.0,0.0,0.0)}
{3”-_-x-xx|(0.0,0.0,0.0) }
{2_-x0x|(0.0,0.0,0.0)}
{3”-_x-x-x|(0.0,0.0,0.0) }
{3*-_-xx-x|(0.0,0.0,0.0) }
{-11(0.0,0.0,0.0)}
{-4~+_002|(0.0,0.0,0.0)}
{m_0yz|(0.0,0.0,0.0)}
{-3"+_xxx|(0.0,0.0,0.0) }
{m_xy0|(0.0,0.0,0.0)}
{m_x-xz|(0.0,0.0,0.0)}
{m_xy-y|(0.0,0.0,0.0)}
{-4~-_00z|(0.0,0.0,0.0) }
{m_x0z|(0.0,0.0,0.0)}
{-3"+_x-x-x|(0.0,0.0,0.0) }
{m_xxz|(0.0,0.0,0.0)}
{-4~+_x00](0.0,0.0,0.0)}
{-3"+_-xx-x|(0.0,0.0,0.0) }
{m_xyy|(0.0,0.0,0.0)}
{-3"+_—-x- xx|(0 0,0.0,0.0)}
{-4~=_x00](0.0,0.0,0.0)}
{m_-xyz|(0.0,0.0,0.0)}
{-3"~_xxx|(0.0,0.0,0.0) }
{-4~-_0y0|(0.0,0.0,0.0)}
{-4~+_0y0|(0.0,0.0,0.0)}
{-3"~_-x-xx|(0.0,0.0,0.0) }
{m_xyx|(0.0,0.0,0.0)}
{-3"~_x-x-x|(0.0,0.0,0.0) }
{-3"~_-xx-x|(0.0,0.0,0.0) }
{1](0.5,0.5,0.5)}

{4™+ 002|(0 5,0.5,0.5)}
{2 x00|(0 5,0.5,0. 5)}

—
—«

{4~+_x00| (0.5,
{3™+_—xx-x]| (0.5, 0.
{2_oy-y|(0.5,0
{3”™+_-x-xx] (0.5, 0 5,0.
{4~~_x00|(0.5,0.5,0.
{2_x0x|(0.5,0
{3~_xxx| (0. 5, ,
{4~-_0oy0| (0.5, ,
{4"~+_0y0| (0.5, ,
{3"_—-x-xx] (0. 5,0 5,0.
{2_-x0x|(0.5,0.5,
{3”—_x-x-x](0.5,0.5
{3~—_-xx-x](0.5,0.5

—— e e N —

B

—Z,ty,+X
+Z,+y,—X
ty,—-Z2,-X
—Z,7Y,—X
-y,+z,-X
-Yy,—Z,+X
—X,7Y,2Z
ty,—X,-2
—X,ty,+z
—Z,= X,y
X, +y,—Z
-y, X,+z
+X,=2,-y
-y, +X,-Z
X, -y, +Z
+Z,+X,-y
Ty, X, +Z
—X,+z,-y
—Z,+X,ty
+X,+2,+y
+z,-X,+y
—X,=Z,ty
—Z,ty,—X
-Y,=Z,~X
+Z,-y,—X
—Z,-Y,+X
-y,+z,+X
+Z,+y, +X
ty,—Z,+X
ty,+Z,-X
+x+1/2,+y+1/2,+z+1/2
-y+1/2,+x+1/2,+z+1/2
+x+1/2,-y+1/2,-z+1/2
+z+1/2,+x+1/2,+y+1/2
-x+1/2,-y+1/2,+z+1/2
+y+1/2,+x+1/2,-z+1/2
-x+1/2,+z+1/2,+y+1/2
+y+1/2,-x+1/2,+z+1/2
-x+1/2,+y+1/2,-z+1/2
-z+1/2,-x+1/2,+y+1/2
-y+1/2,-x+1/2,-z+1/2
+x+1/2,-2+1/2,+y+1/2
+z+1/2,-x+1/2,-y+1/2
-x+1/2,-z+1/2,-y+1/2
-z+1/2,+x+1/2,-y+1/2
+x+1/2,+z+1/2,-y+1/2
+z+1/2,-y+1/2,+x+1/2
+y+1/2,+z2+1/2,+x+1/2
-z+1/2,+y+1/2,+x+1/2
+z+1/2,+y+1/2,-x+1/2
+y+1/2,-2+1/2,-x+1/2
-z+1/2,-y+1/2,-x+1/2
-y+1/2,+z+1/2,-x+1/2
-y+1/2,-2+1/2,+x+1/2



{-1](0.5,0.5,0.5)} —x+1/2,-y+1/2,-z+1/2

| ’ | |
| {47+ OOZI(O 5,0.5,0.5)} | +y+1/2,-x+1/2,-z+1/2 |
| {m_o0yz|(0.5,0.5,0.5)} | —x+1/2,+y+1/2,+z+1/2 |
| {-3"+_xxx|(0.5,0.5,0.5)} | -z+1/2,-x+1/2,-y+1/2 |
| {m_xy0|(0.5,0.5,0.5)} | +x+1/2,+y+1/2,-z+1/2 |
|  {m_x-xz]|(0.5,0.5,0.5)} | -y+1/2,-x+1/2,+z+1/2 |
|  {m_xy-y|(0.5,0.5,0.5)} | +x+1/2,-z+1/2,-y+1/2 |
| {-47-_00z|(0.5,0.5,0.5)} | -y+1/2,+x+1/2,-z+1/2 |
| {m_x0z|(0.5,0.5,0.5)} | +x+1/2,-y+1/2,+z+1/2 |
| {-3"+_x-x-x|(0.5,0.5,0.5)} | +z+1/2,+x+1/2,-y+1/2 |
| {m_xxz|(0.5,0.5,0.5)} | +y+1/2,+x+1/2,+z+1/2 |
| {-4~+_x00|(0.5,0.5,0.5)} | —-x+1/2,+z+1/2,-y+1/2 |
| {-3"+_-xx-x|(0.5,0.5,0.5)} | -z+1/2,+x+1/2,+y+1/2 |
| {m_xyy|(0.5,0.5,0.5)} | +x+1/2,+z+1/2,+y+1/2 |
| {-3"+_-x- xx|(0 5,0.5,0.5)} | +z+1/2,-x+1/2,+y+1/2 |
| {-4"-_x00|(0.5,0.5,0.5)} | —x+1/2,-z+1/2,+y+1/2 |
|  {m_-xyz|(0.5,0.5,0.5)} | -z+1/2,+y+1/2,-x+1/2 |
| {-3-_xxx]|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,-x+1/2 |
| {-4~-_0y0|(0.5,0.5,0.5)} | +z+1/2,-y+1/2,-x+1/2 |
| {-4"+_0y0|(0.5,0.5,0.5)} | -z+1/2,-y+1/2,+x+1/2 |
| {-3"—_—x-xx]| (0. 5,0 5,0.5)} | -y+1/2,+z+1/2,+x+1/2 |
| {m_xyx| (0. 5, ,0.5)} | +z+1/2,+y+1/2,+x+1/2 |
| {-3"—_x-x-x]|(0. ,0.5,0.5)} | +y+1/2,-z+1/2,+x+1/2 |
| {-3"—_-xx-x|(0.5,0.5,0.5)} | +y+1/2,+z+1/2,-x+1/2 |
sorsokokokokskoRok Rk koKok kKoK

space group: 230 {'Hall': '-I 4bd 2c 3', 'HM': 'I a -3 d'}
Crystal system: Cubic

+X, 4y, +2Z

-y+1/4,+x+3/4,+z+1/4

+X,-y,-2z+1/2

+Z,+X, +Y

| Seitz | Jones |
| {1|(0.0,0.0,0.0)} | +X,+Y,+2Z I
| {47+_00z|(0.25,0.75,0.25)} | -y+1/4,+x+3/4,+z+1/4 |
| {2_x00|(0.0,0.0,0.5)} | +X,-y,-2z+1/2 |
| {3+ _xxx|(0.0,0.0,0.0)} | +Z,+X,+y |
| {2_00z|(0.5,0.0,0.5)} |  —-x+1/2,-y,+z+1/2 |
| {2_xx0](0.25,0.75,0.75)} | +y+1/4,+x+3/4,-z+3/4 |
|  {2_0yy|(0.25,0.75,0.25)} | -x+1/4,+z+3/4,+y+1/4 |
| {47-_00z|(0.25,0.25,0.75)} | +y+1/4,-x+1/4,+z+3/4 |
| {2_0y0|(0.5,0.0,0.0)} | -x+1/2,+y,-2 I
| {3™+_x-x-x|(0.5,0.0,0.5)} | -z+1/2,-x,+y+1/2 |
| {2_x-x0](0.25,0.25,0.25)} | -y+1/4,-x+1/4,-z+1/4 |
| {4"+_x00](0.25,0.25,0.75)} | +x+1/4,-z+1/4,+y+3/4 |
| {3"+_-xx-x|(0.0,0.0,0.5)} | +2,-X,-y+1/2 |
| {2_0y-y|(0.25,0.25,0.25)} | —x+1/4,-z+1/4,-y+1/4 |
| {3"+_-x-xx|(0.5,0.0,0.0)} | -z+1/2,+X,-y |
| {4"-_x00](0.25,0.75,0.75)} | +x+1/4,+z+3/4,-y+3/4 |
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{m_-xyz| (0. 25,0
{-3"—_xxx| (0.0
_0yo|(0.75,
5,
{-3"—_-x-xx] (0.
{m_xyx| (0.2
{-3"—_x—-x-x| )
{-3"—_-xx-x| (0.0,
{1|(0.5,0.5,0.5
{4~+_002](0.75,0.25,0.75)
{2_x00|(0.5,0.5,0.0)}
{3~+_xxx|(0.5,0.5,0.5)}
{2_00z|(0.0,0.5,0.0)}
{2_xx0|(0.75,0.25,0.25)}

.2
7 .2
(0.5,0
5,0.25,
(0.5,0
0.0,0
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{2_oyy|(0.75,0.25,0.75)}
{4~=_00z|(0.75,0.75,0.25)}
{2_0y0|(0.0,0.5,0.5)}
{3"+_x-x-x|(0.0,0.5,0.0) }
{2_x-x0|(0.75,0.75,0.75)}
{4~+_x00]|(0.75,0.75,0.25)}
{3”+_-xx-x|(0.5,0.5,0.0) }
{2_0y-y|(0.75,0.75,0.75)}
{3*+_-x-xx|(0.0,0.5,0.5)}
{4~—_x00|(0.75,0.25,0.25) }
{2_x0x|(0.75,0.75,0.25)}
{3”-_xxx|(0.5,0.5,0.5)}
{4~-_0y0|(0.25,0.75,0.25)}
{4"+_0y0|(0.25,0.75,0.75)}
{37~_-x-xx|(0.0,0.0,0.5)}
{2_-x0x|(0.75,0.75,0.75)}

+z+1/4,-y+1/4,+x+3/4
Yy, +z,+X
-z+3/4,+y+1/4 ,+x+3/4
+z+3/4,+y+1/4,-x+1/4
+y+1/2,-z+1/2,-X
-z+1/4,-y+1/4,-x+1/4
-y+1/2,+z,-Xx
-y,-z+1/2,+X
=X,-Yy,~Z
+y+1/4,-x+3/4,-z+1/4
-X,+y,+z+1/2
—Z,= X,y
+X+1/2,+y,-z+1/2
-y+1/4,-x+3/4,+z+3/4
+x+1/4,-z+3/4,-y+1/4
-y+1/4,+x+1/4,-z+3/4
+X+1/2,-y,+z
+z+1/2,+x,-y+1/2
+y+1/4,+x+1/4 ,+z+1/4
-x+1/4,+z+1/4,-y+3/4
=Z,+X,+y+1/2
+x+1/4,+z+1/4,+y+1/4
+z+1/2,-X,+y
-x+1/4,-z+3/4,+y+3/4
-z+1/4,+y+1/4,-x+3/4
—Y,=Z,~X
+243/4,-y+1/4,-x+3/4
-z+3/4,-y+1/4,+x+1/4
-y+1/2,+z+1/2,+x
+z+1/4,+y+1/4,+x+1/4
+y+1/2,-z,+X
+y,+z+1/2,-x
+X+1/2,+y+1/2,+z+1/2
-y+3/4,+x+1/4,+z+3/4
+x+1/2,-y+1/2,-z
+z+1/2,+x+1/2,+y+1/2
-X,=y+1/2,+z
+y+3/4,+x+1/4,-z+1/4
-X+3/4,+z+1/4,+y+3/4
+y+3/4,-x+3/4,+z+1/4
-X,+y+1/2,-z+1/2
-Z,-X+1/2,+y
-y+3/4,-x+3/4,-z+3/4
+X+3/4,-z+3/4,+y+1/4
+z+1/2,-x+1/2,-y
-x+3/4,-z+3/4,-y+3/4
—z,+x+1/2,-y+1/2
+Xx+3/4,+z+1/4,-y+1/4
+z+3/4,-y+3/4,+x+1/4
+y+1/2,+z+1/2,+x+1/2
-z+1/4,+y+3/4,+x+1/4
+z+1/4,+y+3/4,-x+3/4
+y,-z,-Xx+1/2
-z+3/4,-y+3/4,-x+3/4



| {3"-_x-x-x|(0.0,0.5,0.5)} | -y,+z+1/2,-x+1/2 |
| {3"-_-xx-x|(0.5,0.0,0.5)} | -y+1/2,-z,+x+1/2 |
| {—1|(0.5,0.5,0.5)} | =x+1/2,-y+1/2,-z+1/2 |
| {-4"+_00z|(0.75,0.25,0.75)} | +y+3/4,-x+1/4,-z+3/4 |
| {m_0yz|(0.5,0.5,0.0)} | —x+1/2,+y+1/2,+z |
| {-3"+ xxx|(0.5,0.5,0.5)} | -z+1/2,-x+1/2,-y+1/2 |
| {m xy0| 0.0,0.5,0.0)} | +X,+y+1/2,-2 |
| {m_x-xz|(0.75,0.25,0.25)} | -y+3/4,-x+1/4,+z+1/4 |
| {m_xy- y|(0 75,0.25,0.75)} | +x+3/4,-z+1/4,-y+3/4 |
| {-4~-_002](0.75,0.75,0.25)} | -y+3/4,+x+3/4,-z+1/4 |
| {m_x0z|(0.0,0.5,0.5)} | +x,-y+1/2,+z+1/2 |
| {-3"+_x-x-x|(0.0,0.5,0.0)} | +7,+x+1/2,-y |
|  {m_xxz|(0.75,0.75,0.75)} | +y+3/4,+x+3/4,+z+3/4 |
| {-4"+_x00](0.75,0.75,0.25)} | —x+3/4,+z+3/4,-y+1/4 |
| {-3"+_-xx-x|(0.5,0.5,0.0)} | -z+1/2,+x+1/2,+y |
| {m_xyy|(0.75,0.75,0.75)} | +x+3/4,+z+3/4,+y+3/4 |
| {-3"+_-x-xx|(0.0,0.5,0.5)} | +z,-x+1/2,+y+1/2 |
| {-47-_x00](0.75,0.25,0.25)} | -x+3/4,-z+1/4,+y+1/4 |
| {m_-xyz|(0.75,0.75,0.25)} | -z+3/4,+y+3/4,-x+1/4 |
| {-3"-_xxx]|(0.5,0.5,0.5)} | -y+1/2,-z+1/2,-x+1/2 |
| {-4~-_0y0]|(0.25,0.75,0.25)} | +z+1/4,-y+3/4,-x+1/4 |
| {-4"+_0y0]|(0.25,0.75,0.75)} | —-z+1/4,-y+3/4,+x+3/4 |
| {-3~—_-x-xx|(0.0,0.0,0.5)} | =Y, +Z,+x+1/2 I
| {m_xyx|(0.75,0.75,0.75)} | +z+3/4,+y+3/4,+x+3/4 |
| {-3"—_x-x-x|(0.0,0.5,0.5)} | +y,-z+1/2,+x+1/2 |
| {-3*—_-xx-x|(0.5,0.0,0.5)} | +y+1/2,+z,-x+1/2 |




