1. ITocTpouTh TIO CTPYKTYPHBIM TaHHBIM HAa MIJLTUMETPOBKE YEPTEXK CTPYKTYPHI
(pexomendyemviii macumab: 14 = 2cm).

2. Hanectu Bce aTOMBI B 3JIEMEHTAPHOMH siY€HKE U yJaCTBYIOIINE B KPACBBIX CBS3SX.

3. Onpenenuth GOpMYITy COSTUHEHUS.

4.Bp1ienuTh Ha YepTexke A-TOJIU3IPhI, ONPEIETUTh XapaKTep UX COCIUHEHUS.
5.IIpoananu3upoBaB MEKaTOMHBIE PACCTOSIHHS, CACNATh 3aKJIFOYCHHE O THIE aToma “A”, eciu
MPEANONI0XKUTb, uTO “B” — Kuciaopo.

6./laTe moJIHOE OTMHMICaHUE CTPYKTYPHI, BKIIFOYAs CIIOBECHOE.

CTpyKTypHBI€E JaHHbIE.

I'pymma: P4,/mnm Iapamerpnl siweiikn: a=4,59 A, c=2,959A,
IMo3uuu atomoB: A (KaTHOH) — mo3uius a, B (annon) — mosurms f (x=0,306)
(pexomenoyemviii macwumab: 14 = 2cm)

IHosie3nble paanychbl:

OH 1,35A 0] 1,35A F 1,33 A C- 1,60 A
I- 220 A Cl- 1,81 A Br- 1,96 A

Cu+ 0,70 A Li+ 0,60 A Na+ 0,98 A Ag+ 1,02 A
K+ 1,40 A Be2+ 0,30 A Zn2+ 0,60 A Mg2+ 0,70 A
Fe2+ 0,78 A Ca2+ 1,00 A Ba2+ 1,35A Sr2+ 1,20A

Sid+ 0,45 A Ged+ 0,56 A Tid+ 0,63 A Snd+ 0,70 A
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Origin at centre (mmm) at 2/m12/m
Asymmetricunit O<x<y O=y<y O0<z<y x=y
Symmetry operations
(1 ()2 0,0,z (3 4°(0,0,4) 0.z i) 4(0,0,4) 4,0z
{5) 2(0,4.0) 4.7, {6) 2(4,0,0) x.4.4 72 x50 8) 2 150
T 000 {10y m x,,0 (11 3* 1,0,z 10,1 (12 & 0.4, 0,53
(13) n{3,0,4) x}2 (14) n{0,3.4) 1.%I (15) m x,1,z (16) m x,x,3
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CONTINUED No. 136 P4,/mnm
Cenerators selected (17 1{1,0,00; #(0,1,00; £00,0,13; (2); (3): (5); (9
Positions
Multiplicity, Coordinates Reflection conditions
Wyckof letier,
Site symametry General:
6 k1 (Iyxyz (2 x.5.2 (3 F+er+r1+1 @y+iI+5ni+1 O : k+1=2n

(51 f+3¥+524+1 @ x+L7+5I+E (Txxs B} 7.0,7 o [=12n

(9) £.5.2 (0 ¥, ¥+ 5T+ 5I+3 (IDF+x+57+3 MO0 h=2n

(3N x+17+5c+1 (M +3y+5.2+1 (15812 (16) ¥,x,1

Special: as above, plus

g j ..m X1 EX & r4ix4dz42  x450+1:14 ) poextmconditions
I+extaIte  I+al+aIts o 4 Iiz
8 i m.. Ty, 0 17,0 FHix+it  ¥ELI+H LI no extra conditions
I+py+nr IHLF+LT 0 R0 A
8 b 2. 04z Odz+d  boz+dl 402 bkl - k+k0=2n
04,2 O04I+4F  bBOz+d 40z
4 g m.Im LIl  rx0d x4+l x4+l I+3. 8447 no extra conditions
4 F m.2m x0 0 f4+ix4id o+ 12434 no extra conditions
4 ¢ I.mm 0,0,z eI+ ER WS 0,0,z bkl - h4+k+i=2n
4 d 1. 0.4 047 403 L3 KKl : Rtk I=2n
4 ¢ Ym.. 0i0 041 1ol Loo BH : h4kI=1n
2 F m.mm 0,04 +.4.0 bkl : h+k+i=2n
2 a m.mm 0,0,0 40 Bkl - h+k+i=2n
Symmetry of special projections
Along [001] pdgm Along [100] cZmm Along [110] pZmm
8 =a b'=h a=h b'=¢ a=4—-a+h) b=c
Originat 0,1,z Oirigin at x,0,0 Origin at x x,0
Maximal non-isomorphic subgroups
I [Z] PARZ(118) 1; 2;7; & 101; 12; 13; 14
[E]Fﬂlmﬂl]ﬁl 1; 2; 5; 6; 11; 12; 15; 16
[E]Fat,nm (102) 1; 2; 3; 4; 13; 14; 15; 16
[2] P42 2 (M) 1;2; 3;4; 5, 6T, 8
[2] P4, /m11i(P4, m, B4} 1; 2 3 4; % 10: 11; 12
[21P2/m]12/m{Cmmm, 65} 1; 2:7; & % 10; 15; 16
[2]1P2fm2, fn]l (Frnm, 58) 1; 2; 5; 6 9 10; 13; 14
Ila none
IIbh  none
Maximal i hic sul ps of | ind
IIe [3]P4,/mamic = 3) (136); [9] P4, /mam(a’ =3a b’ =3b){136)
Minimsl non-isomorphic supergroups
I nong
I [21C4, /mem (P4 /mme, 131); (2114 mmm(139); [2] P4/mbm (¢ = 1) (127)



