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5
P 21 / C Czh 2/m Monoclinic

No. 14 Pl 21/6' 1 Patterson symmetry P12/m1
UNIQUE AXIS b, CELL CHOICE 1
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Origin at 1
Asymmetric unit 0<x<1; 0<y<i 0<z<lI
Symmetry operations

H 1 (2) 2(0,5,0) 0,y,3 3) 1 0,0,0 (4) ¢ xi.2
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CONTINUED No. 14 P2,/c

Generators selected (1); 7(1,0,0); ¢(0,1,0); #(0,0,1); (2); (3)

Positions
Multiplicity, Coordinates Reflection conditions
Wyckoff letter,
Site symmetry General:
4 e 1 1) x,y,z Q) x,y+35,7+3 3) %,y,2 @ x,y+151,z+1 hol: 1=2n
0k0: k=2n
00l: 1=2n
Special: as above, plus
2 d 1 3,03 33,0 hkl: k+1="2n
2 ¢ 1 0,0,3 0,3,0 hkl: k+1="2n
2 b 1 3,0,0 3v3,3 hkl: k+1="2n
2 a 1 0,0,0 0,3,3 hkl: k+1="2n
Symmetry of special projections
Along [001] p2gm Along [100] p2gg Along [010] p2
a=a b =b a=>b b =c¢, a=;c b'=a
Origin at 0,0,z Origin at x,0,0 Origin at 0,y,0
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5
P 21/ C Czh 2/m Monoclinic
No. 14

UNIQUE AXIS b, DIFFERENT CELL CHOICES
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P12,/cl

UNIQUE AXIS b, CELL CHOICE 1

Origin at 1
Asymmetric unit 0<x<1; 0<y<i; 0<z<l1
Generators selected (1); #(1,0,0); 7(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity, Coordinates Reflection conditions
Wyckoff letter,
Site symmetry

General:
4 e 1 (1) x,y,z Q) X,y+3,2+3 (3) x,3,Z 4) x,y+3,2+3 hol: [ =2n
0k0: k=2n
00l: I=2n
Special: as above, plus
2 d 1 5,0, 3 5,3,0 hkl: k+1=2n
2 ¢ 1 0,0, 3 0,3,0 hkl: k+1="2n
2 b 1 5,0,0 3,353 hkl: k+1=12n
2 a 1 0,0,0 0,33 hkl: k+1=2n
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CONTINUED No.

P12,/nl

UNIQUE AXIS b, CELL CHOICE 2

Origin at 1
Asymmetric unit

Generators selected (1); #(1,0,0); #(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity, Coordinates

Wyckoff letter,

Site symmetry

4 e 1 (1) x,y,z Q) x+3,y+15,2+3 (3) x5,z @) x+35,7+35,2+;:
2 d 1 $,0,0 0,35

2 ¢ 1 3,0, 3 0,5,0

2 b T 0705% %7%70

2 a 1 0,0,0 e

P12,/al

UNIQUE AXIS b, CELL CHOICE 3

Origin at 1
Asymmetric unit
Generators selected (1); 7(1,0,0); ¢(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity,
Wyckoff letter,
Site symmetry

Coordinates

4 e 1 M x,y,z (@) x+35,y+3,2 (3 x,y,Z 4) x+3,5+5,2
2 d 1 0,0,3 )33
2 ¢ 1 10,0 0,1,0
2 b 1 3,0, 3 0,3,3
2 a1 0,0,0 110
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14

P2,/c

Reflection conditions

General:

hOl: h+1=2n

0k0: k=2n

h00: h=2n

00/: 1=2n

Special: as above, plus
hkl: h+k+1=2n
hkl: h+k+1=2n
hkl: h+k+1=2n

hkl: h+k+1=2n

Reflection conditions

General:

hol: h=2n

0k0: k=2n

h00: h=2n

Special: as above, plus
hkl: h+k=12n

hkl: h+k=12n

hkl: h+k=2n

hkl: h+k=2n



5
P 21 / C Czh 2/m Monoclinic
No. 14 Pll1 21 /Cl Patterson symmetry P112/m
UNIQUE AXIS ¢, CELL CHOICE 1
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Origin at 1
Asymmetric unit 0<x<1; 0<y<l; 0<z<
Symmetry operations

1 (2) 2(0,0,5) 3,0,z 3) 1 0,0,0 “4) a xy;
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CONTINUED

Generators selected (1); 7(1,0,0); ¢(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity,
Wyckoff letter,
Site symmetry

Coordinates

4 e 1 (1 x,y,z (2) X+3.5,2+3 (3) x5,z
2 d 1 3,1,0 0,3,3
2 ¢ 1 1,0,0 0,0, 3
2 b 1 0,3,0 LTI
2 a i 070,0 %707%

Symmetry of special projections
Along [001] p2

a=3ia b'=b

Origin at 0,0,z

Along [100] p2gm
a=hb, b'=c
Origin at x,0,0
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No. 14

B x+3,5,2+3

P2,/c

Reflection conditions

General:

hkO: h=2n

00l: 1=2n

h00: h=2n

Special: as above, plus
hkl: h+1=2n

hkl: h+1=2n

hkl: h+1=2n

hkl: h+1=2n

Along [010] p2gg

a=c

b=a
»

Origin at 0,y,0



5
P 21/ C Czh 2/m Monoclinic
No. 14

UNIQUE AXIS ¢, DIFFERENT CELL CHOICES

P112,/a o/,

UNIQUE AXIS ¢, CELL CHOICE 1 A.

Origin at 1

Asymmetric unit 0<x<1; 0<y<I; O

IN
IN

N

<
Generators selected (1); 7(1,0,0); ¢(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity, Coordinates Reflection conditions
Wyckoff letter,

Site symmetry General:

4 e 1 D) x,y,z (2) X+3,5,245 (3) x%,5,2 ) x4 35,02+ hkO: h=2n
00l: [=2n
h00: h=2n

Special: as above, plus

2 d 1 110 0,41 hkl: h+1=2n
2 ¢ 1 10,0 0,0,! hkl: h+41=2n
2 b 1 0,1,0 52353 hkl: h+1=2n
2 a 1 0,0,0 10,1 hkl: h+1=2n
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CONTINUED

P112,/n

UNIQUE AXIS ¢, CELL CHOICE 2

Origin at 1

Asymmetric unit 0<x<1; 0<y<I; O

IN
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Z

Generators selected (1); ¢(1,0,0); #(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity, Coordinates
Wyckoff letter,

Site symmetry

4 e 1 D x,y.z (2) ¥+3.5+3,2+3 (3) %5,z ) x+s5y+
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P112,/b

UNIQUE AXIS ¢, CELL CHOICE 3

Origin at 1

0<x<1;

IN
IN

N

Asymmetric unit 0<y<l1; 0<z

Generators selected (1); 7(1,0,0); ¢(0,1,0); #(0,0,1); (2); (3)

Positions

Multiplicity,
Wyckoff letter,
Site symmetry

Coordinates

No. 14

1 1
2,2+ 2

P2,/c

Reflection conditions

General:

hkO: h+k=2n

00/: 1=2n

h00: h=2n

0k0: k=2n

Special: as above, plus
hkl: h+k+1=2n
hkl: h+k+1=2n
hkl: h+k+1=2n

hkl: h+k+1=2n

Reflection conditions

General:

hkQO: k=2n
00l: [=2n
0k0: k=2n

Special: as above, plus

4 e 1 Mxyz  @FF+iztt  AEFI @ xy+hit)
2 d 1 3,0,0 31103
2 ¢ 1 0,40 0,0,
2 b 1 33,0 3,03
2 a1 0,00 0,4}
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hkl:
hkl:
hkl:

hkl:

k+1=2n
k+1=2n
k+1=2n

k+1=2n
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