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Tabmamua II1.1. KpucranjnorpadndyeckMme HOaHHEE M IIapaMeTpH

ois o' - (BEDT-TTF), [OsSNOC1s]-NB (1) .

XapakTepncTUKa
IndpaxkTomMeTp CAD4F Bruker KappaCCD
Temnepatypa, K 295(2) 130(2) 30(2)
BpyTTo-dbopmyia C46H3,C1sN,0508S5, CueH37C1lN,0508S85, CueH537C1sN,05088S5,
MoJIeKyJIIPHEIM BeC 2059.15 2059.15 2059.15
CMHTOHUA TpUKIMHHAA TPUKIMHHAA TpUKIMHHAA
a, A 9.6275(6) 9.5722(9) 9.5518 (1)
b, A 11.1599(6) 10.9641 (5) 10.9230(2)
c, A 18.064 (1) 17.964 (2) 17.9469(2)
o, ° 101.478(5) 101.158(6) 101.125(1)
B, ° 91.926(6) 91.808(8) 91.801(1)
Y, ° 110.894(5) 110.921(e) 110.991(1)
v, & 1765.3(2) 1717.3(3) 1705.00 (4)
lp. rpynna, Z PT1, 1 PT1, 1 P1, 1
Pows., T/CM 1.937 1.991 2.005
i, cumt 29.85 30.69 30.91
F (000) 1024 1024 1024
Inanaszson O, ° 2.01+30.03 3.85+32.00 2.04+27.88
llManasoH MHOEKCOB -13<h<13 -14<h<14 -12<h<12
-15<k<15 -16<k<16 -14<k<14
0<1<25 -26<1<26 -23<1<17
UMciio mM3MEepeHHEX pediexcos 10582 61823 13467
UMcJio He3aBUCHUMEIX pediieKCOB 10278 11839 7280

Rintl RO‘
UMCcJi0 yTOUHSAEMBIX ImapaMeTpoB

IOBPOTHOCTE yTOYHEHUS Mo F-

R - daxTop [I > 20(I)]

0.016, 0.024

399
1.085
0.0329

0.025, 0.023

451
1.035
0.0186

0.015, 0.033

443
1.106
0.0205

2

SKCIEePVMEHTAa
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Tabauua II1.2. KoopZMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMerpel (A*X10°) HeBONOPONHEIX aTOMOB B CTPYKType 1 IpM TeMrnepaType

295K (neprasa crpoka), 130K (BTopas ctpoka), 30K (TpeThbsa CTpoKa) .

AToM x/a v/b z/c Usis.
s1 1174 (1) -988(1) 5213 (1) 50 (1)
1212 (1) -930(1) 5208 (1) 17 (1)

1217 (1) -922(1) 5205 (1) 11 (1)

S2 3801 (1) 1446 (1) 5740 (1) 46 (1)
3891 (1) 1510 (1) 5758 (1) 16 (1)

3907 (1) 1524 (1) 5761 (1) 10(1)

S3 2194 (1) -1305(1) 3539 (1) 44 (1)
2226 (1) -1226(1) 3537 (1) 16 (1)

2234 (1) -1215(1) 3535(1) 10(1)

sS4 4757 (1) 1183 (1) 4023 (1) 48 (1)
4847 (1) 1277 (1) 4016 (1) 18(1)

4866 (1) 1297 (1) 4012 (1) 11 (1)

S5 -74 (1) -959 (1) 6667 (1) 55 (1)
-64 (1) -951 (1) 6667 (1) 18 (1)

-72(1) -952 (1) 6663 (1) 11 (1)

sS6 3133 (1) 1917 (1) 7327 (1) 52 (1)
3209 (1) 1934 (1) 7355 (1) 19 (1)

3214 (1) 1941 (1) 7359 (1) 12 (1)

s7 2721 (1) -1766 (1) 1932 (1) 55 (1)
2710 (1) -1705(1) 1919 (1) 20 (1)

2708 (1) -1698 (1) 1914 (1) 13 (1)

S8 5745 (1) 1212 (1) 2495 (1) 51 (1)
5817 (1) 1308 (1) 2467 (1) 20 (1)

5832 (1) 1330(1) 2460 (1) 13 (1)

Cc1 2786 (4) 143 (3) 4996 (2) 42 (1)
2858 (1) 219 (1) 4998 (1) 16 (1)

2869 (2) 233(2) 4995 (1) 10(1)

c2 3213 (4) 20 (3) 4272 (2) 41(1)
3283 (1) 107 (1) 4272 (1) 15(1)

3297 (2) 124 (2) 4272 (1) 10(1)

c3 1378 (4) -184(3) 6167 (2) 40(1)
1413 (1) -159(1) 6173 (1) 15(1)

1419 (2) -153(2) 6170 (1) 10 (1)

C4 2597 (4) 918(3) 6413 (2) 39(1)
2668 (1) 951 (1) 6430 (1) 14 (1)

2675 (2) 960 (2) 6431 (1) 9(1)

c5 3306 (4) -765(3) 2840 (2) 39(1)
3352 (1) -683(1) 2827 (1) 14 (1)

3361 (2) -669(2) 2824 (1) 10(1)

ce6 4483 (4) 388 (3) 3063 (2) 39(1)
4553 (1) 480 (1) 3050 (1) 15(1)

4563 (2) 495 (2) 3045 (1) 10(1)

c7 305 (5) 286 (4) 7532 (2) 55(1)
309 (2) 300(1) 7543 (1) 18 (1)

300(2) 294 (2) 7543 (1) 11 (1)

c8 1903 (5) 867 (4) 7861 (2) 54 (1)
1935 (2) 859 (1) 7887 (1) 18(1)

1932 (2) 856 (2) 7888 (1) 12 (1)
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IIponoixkeHre Tabmmupl I11.2.

Cc19 4523 (4) 4246 (4) 2472 (2) 51(1)
4545 (2) 4306 (1) 2448 (1) 19(1)

4553 (2) 4320(2) 2441 (1) 13 (1)

Cc20 3518 (5) 4884 (4) 2222 (2) 48 (1)
3518 (2) 4956 (1) 2184 (1) 17 (1)

3521 (2) 4966 (2) 2172 (1) 11 (1)

C18* 3452 (9) 6201 (8) 85 (6) 91 (4)
3454 (3) 6172 (3) 44 (2) 33(2)

3448 (4) 6171 (4) 31(3) 21 (3)

Cc28* 4929 (10) 6758 (6) -59(5) 107 (4)
4942 (3) 6715 (2) -102(2) 39(1)

4942 (4) 6714 (3) -113(2) 26 (1)

Cc3g8* 5844 (7) 6030 (7) -104 (5) 70 (3)
5853 (2) 5968 (2) -120(1) 33 (1)

5854 (3) 5965 (3) -124(2) 20(2)

cas* 5284 (7) 4746 (7) -6(5) 73 (3)
5274 (3) 4678 (2) 8(2) 26 (1)

5271 (4) 4674 (3) 9(2) 15(1)

C58* 3808 (7) 4190 (6) 137(4) 60(2)
3785 (3) 4136 (2) 154 (1) 22 (1)

3776 (4) 4131 (3) 152 (2) 13 (1)

C6S* 2892 (6) 4917 (8) 183 (5) 76 (3)
2875 (2) 4883 (3) 172 (1) 31 (1)

2865 (3) 4879 (4) 163 (2) 19 (1)

N1S* 6204 (14) 3970(12) -16(7) 93 (3)
6202 (7) 3903 (4) 8(3) 33 (1)

6210 (9) 3905 (6) 10(4) 18(1)

018+ 7356 (14) 4299 (14) -291(8) 143 (4)
7376 (4) 4212 (4) -304(2) 57 (1)

7375 (5) 4210(4) -309(3) 35(1)

028* 5859 (15) 3011 (12) 247 (8) 146 (5)
5817 (4) 2949 (3) 324 (2) 54 (1)

5829 (4) 2957 (4) 337(2) 33 (1)

0s1 0 0 0 39(1)
0 0 0 16 (1)

0 0 0 12 (1)

cli+ -64 (2) -1771(1) 561 (1) 53 (1)
-59(1) -1795(1) 565 (1) 21 (1)

-61(1) -1795(1) 565 (1) 15(1)

N1* -184(16) -1380(12) 454 (8) 40(3)
-242(7) -1397(6) 465 (3) 23 (1)

-230(11) -1387(11) 460 (6) 22 (3)

O1l* -260(20) -2249(14) 691(10) 80 (5)
-331(6) -2251(6) 675 (3) 32(1)

-325(9) -2276(8) 675 (5) 20(2)

Ccl2* 2258 (1) -98(2) -450 (1) 56 (1)
2279 (1) -100(1) -440(1) 25 (1)

2283 (1) -95(1) -438(1) 17 (1)

N2 * 1715(15) 52 (15) -391(9) 47(3)
1624 (7) 29 (5) -364(3) 19(1)

1630(11) 26 (8) -359(5) 17(2)

02* 2866 (17) 110(20) -538(13) 98 (6)
2827 (7) 3(6) -539(3) 36 (2)

2829 (10) -20(8) -535(5) 22 (2)

Cl3 1426 (1) 1589 (1) 1102 (1) 53 (1)
1434 (1) 1607 (1) 1104 (1) 22 (1)

1442 (1) 1613 (1) 1103 (1) 16 (1)

* BaceJsieHHOCTb mno3mumim C9a, ClO0a 0.72 (295K), 0.95 (130K), 1 (30K); C9b,
Cl0b 0.28 (295K), 0.05 (130K); C18-028 0.5; Cli, Cl2 0.75; N1, 01, N2, 02
0.25.
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Tabmvua I[11.3. IOnueHel cBaszew (d, A) B KaTuoH-pamukanax BEDT-TTF wu

aHmoHe [OsSNOCls;] mis cTpykType 1

CBa3b d (295K) d (130K) d (30K)
S1-C1 1.731(4) 1.737(1) 1.738(2)
S1-C3 1.746(3) 1.746(1) 1.745(2)
S2-C1 1.731(4) 1.736(1) 1.740(2)
S2-C4 1.749(3) 1.752(1) 1.752(2)
S3-C2 1.733(4) 1.736(1) 1.739(2)
S3-C5 1.744(3) 1.750(1) 1.750(2)
S4—C2 1.732(4) 1.732(1) 1.733(2)
S4-Cé6 1.748(3) 1.749(1) 1.751(2)
S5-C3 1.747(3) 1.745(1) 1.749(2)
S5-C7 1.800(4) 1.806(1) 1.807(2)
S6-C4 1.742(3) 1.746(1) 1.745(2)
S6-C8 1.800(4) 1.809(1) 1.810(2)
S7-C5 1.736(3) 1.742(1) 1.745(2)
S7-C9a 1.810(5) 1.814(1) 1.816(2)
S7-C9b 1.80(1) 1.78(2) -

S8—C6 1.743(3) 1.746(1) 1.750(2)
S8—-C10a 1.816(6) 1.807(2) 1.814(2)
S8—C10Db 1.76(1) 1.86(3) -

Cc1-C2 1.379(4) 1.374(2) 1.368(3)
C3-C4 1.344(5) 1.356(2) 1.356(3)
C5-C6 1.351(5) 1.354(2) 1.350(3)
c7-C8 1.488(6) 1.514(2) 1.516(3)
C9a—C10a 1.510(8) 1.514(2) 1.511(3)
C9b—C10b 1.47(2) 1.53(4) -
S11-C11 1.748(4) 1.754 (1) 1.753(2)
S11-C13 1.757(3) 1.761(1) 1.763(2)
S12-C11 1.750(4) 1.749(1) 1.751(2)
S12-C14 1.757(3) 1.761(1) 1.761(2)
S13-C12 1.748(3) 1.750(1) 1.752(2)
S13-C15 1.751(3) 1.754(1) 1.758(2)
S14—C12 1.746(3) 1.752(1) 1.750(2)
S14—C16 1.749(3) 1.754 (1) 1.753(2)
S15-C13 1.750(3) 1.754(1) 1.753(2)
S15—-C17 1.801(4) 1.810(1) 1.811(2)
S16-C14 1.754(3) 1.752(1) 1.753(2)
S16-C18 1.807(4) 1.811(1) 1.815(2)
S17-C15 1.743(3) 1.744 (1) 1.742(2)
S17—C19 1.794 (4) 1.809(1) 1.811(2)
S18-C16 1.743(3) 1.746(1) 1.750(2)
818-C20 1.805(3) 1.812(1) 1.816(2)
Cc11-C12 1.356(4) 1.357(2) 1.354(3)
C13-C14 1.338(5) 1.348(2) 1.351(3)
C15-C16 1.337(5) 1.349(2) 1.347(3)
Cc17—-C18 1.508(6) 1.525(2) 1.523(3)
C19-C20 1.495(5) 1.518(2) 1.518(3)
0Os1-Cl1 2.3774(9) 2.3666(7) 2.359(1)
Os1-N1 1.84(1) 1.830(7) 1.81(1)
Osl-Cl2 2.3770(9) 2.3755(8) 2.371(1)
Os1-N2 1.80(1) 1.697(6) 1.70(1)
0s1-C13 2.3808(7) 2.3810(4) 2.3805(5)
N1-01 1.116(9) 1.053(7) 1.09(1)
N2-02 1.131(9) 1.212(7) 1.21(1)



6-(BEDT-TTF)4 [OSNOC15] 1.33 'NBO‘67 (2)

Puc. I12. O603nauyenust atomoB B BEDT-TTF u anuone [OsNOCIs] B cTpykType 2.
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Tabauua I12.1. Kpucranjaorpadudyeckure IOaHHBEIE UM IIapaMeTPH DSKCIEepUMMeHTa

nsa 0- (BEDT-TTF), [OsNOC1ls] 1 33'NBg 67

XapakTepucTmura

IndpakTOMETP
Temnepatypa, K
BpyTTo-dopmya

MoJleKyJIAPHEIN BeC

CHUMHTOHUA
a, A

b, A

c, A

a [e]

ﬁ o

,)/ o

v, A’

[lp. rpynna, 2

3
Pers. s T/CM

W, cm?t

F (000)

IOuanasou O,

Inana30H MHIOEKCOB

UMcJio M3MEePEeHHBX pedjIekCcoB

UMcJo He3aBUCUMMEX pediekcos
Rint ’ RG

UycJio yTOUHSEMHX IlapaMeTpoB
IOBPOTHOCTE YTOUHEHMS MO F-

R - daxTop [I > 20(I)]

CAD4F
295(2)
CasHzs.33C1lg 49N505 67081 33535
2173.89
MOHOKJIMHHAA
15.034 (3)
6.728(2)
35.211(6)
90
92.98(1)
90
3556 (1)
I2/a, 2
2.030
39.07
2140
2.32+24.97
-17<h<17
-7<k<0
-41<1<41
6222
3100
0.114, 0.119
223
1.061
0.0437




Tabauua I12.2.

KoopomuaTe

(X10*)

napamMeTpsl (A*X10°) HEBONOPOIHHIX ATOMOB B CTPYKType 2.

AToOM x/a v/b z/c Usrs .

S (1) 8734 (1) 5433 (2) -127 (1) 52 (1)
S(2) 8476 (1) 9623 (2) -322 (1) 52 (1)
S (6) 7746 (1) 8883 (3) -1099(1) 56 (1)
S (4) 9116 (1) 10858 (2) 533 (1) 55 (1)
S(7) 10109 (2) 7434 (3) 1506 (1) 70 (1)
S(3) 9532 (1) 6716 (2) 705 (1) 51 (1)
S (5) 7981 (2) 3883 (3) -850 (1) 84 (1)
S(8) 9604 (2) 12375(3) 1292 (1) 70(1)
c(1) 8812 (4) 7890 (8) 17(2) 41 (1)
Cc(2) 9132 (4) 8433 (10) 374 (2) 44 (1)
C(3) 8249 (4) 5953 (10) -572(2) 48 (2)
C(4) 8147 (4) 7883 (9) -670(2) 44 (2)
C(5) 9724 (4) 8420(10) 1071 (2) 46 (2)
c(6) 9530 (4) 10306 (10) 991 (2) 47 (2)
Cc(7A) * 7486 (10) 4840 (20) -1272(3) 46 (3)
c(8sa)* 7975 (9) 6767 (19) -1414(3) 45 (3)
C(7B) * 7944 (11) 5000(20) -1319(4) 53(3)
c(8B)* 7374 (10) 6680(20) -1356(4) 57(3)
c(9a) * 9947 (11) 9390 (20) 1826 (4) 52 (4)
c(10An) * 10227 (10) 11260(20) 1711 (4) 46 (3)
C(9B) * 9537 (12) 9240 (30) 1817 (5) 63 (4)
Cc(10B) * 9817 (12) 11340(30) 1747 (4) 62 (4)
Os(1)* 7500 2500 -2500 51 (1)
Cl(1)~* 6491 (4) 4819 (9) -2253 (1) 83(2)
N(1)* 6710 (30) 4090 (70) -2310(15) 76 (8)
o(1)* 6360(30) 5450 (50) -2165(13) 76 (8)
Cl(2)* 6268 (3) 447 (8) -2714 (1) 68 (1)
N(2)* 6620(30) 960 (60) -2652(16) 76 (8)
0o(2)* 6240(30) -400(50) -2797(12) 76 (8)
Cl(3) 7599 (2) 753 (5) -1919(1) 72 (1)
c(18)* 6240(20) 1040(70) -2603(18) 113(8)
C(28) 5890(20) 2920(80) -2536(19) 113 (8)
C(38) 6460(30) 4510(70) -2458(15) 113 (8)
Cc(48) 7380 (20) 4230 (60) -2450(20) 113 (8)
c(58) 7730(20) 2360 (60) -2510(30) 113(8)
C(68) 7160(20) 760 (60) -2590(20) 113(8)
N(1S) 8720 (40) 2120(70) -2539(18) 113 (8)
0(18) 9140 (20) 3530(80) -2416(16) 113 (8)
0(28) 8920 (30) 560 (80) -2692(17) 113 (8)

* BaceJsyieHHOCTh mnosuumit C(7A) -C(10B)

pacTBopuTesb C(1S)-0(29)
COOTBETCTBEHHO.

IIO3ULMAM :

3aceJieHHocTs Cl1,

Cl2 0.75;

0.5;

N1,

B sguelike aumon Os (1) -C1l(3)
cMemaHs ¢ 3acejyieHHocThio 0.67 m 0.33
Kpome TOTO B aHmoHe NO-Tpylona pachnpenejieHa I[I0 UYeTHpPEM

o1,

N2,

02 0.25

"u

9

VI SKBUMBAJIEHTHEIE M3O0TPOIIHBEIE TEILJIOBEIE
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B KaTMOH-panukanax BEDT-TTF ninsa
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k-(BEDT-TTF),[OsNOCIs]-BN (3)

Puc. I13. O603nauenus atomoB B BEDT-TTF I, II (aromber B BEDT-TTF III, IV 0603Ha4YcHBI
ananoru4yHo) u annoHe [OsNOCls] B ctpykrype 3.

11
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Tabauua I[13.1. Kpucramjaorpaduueckye IaHHEE U IapaMeTphl DKCIepUMMeHTa

oisa kpucrTasaoB K- (BEDT-TTF),[OsNOCl:;]-BN (3) ©e3 CBepxXCTPYKTypH (A) u

CO CBepXCTPpYyKTypou (B).

XapakTepucTmKa A B
IndpakToMeTpP CAD4F Bruker X8APEX
Temnepatypa, K 295 (2) 293 (2)
BpyTTo-dbopmyia C47H3,C1:sN,0,08,S5, C47H3,C1:sN,0,08,S5,
MoJIeKyJIAPHEIM BeC 2039.16 2039.16
CMHTOHUA TpUKIMHHAA TpUKIMHHAA
a, A 8.7410 (4) 8.7540 (2)
b, A 11.9042 (6) 11.9199(3)
c, A 17.1842(6) 34.4221(8)
a, ° 95.305(4) 95.305(1)
B, ° 92.646(3) 92.6464 (9)
Y, °© 95.136(4) 95.1342(9)
v, A 1770.6(1) 3556.7(2)
Np. rpynna, Z PT1, 1 P11, 2
Pewes., T/ CM 1.912 1.904
U, cm?t 29.74 29.61
F (000) 1014 2028
Imnanason O, ° 2.00+27.46 0.59+30.34
IImanasoH MHIEKCOB 0<h<11 -5<h<11
-15<k<15 -16<k<16
-22<1<22 -47<1<48
UMciio mM3MepeHHHEX pedsiexcosB 8607 42521
UMcJio He3aBUCHUMEIX pedileKCOB 8066 17822
Rine, Rs 0.018, 0.043 0.0234, 0.0356
UMCcJio yTOUHSAEMEIX I1apaMeTpOB 434 902
[OBPOTHOCTE YTOYHEHMS Mo F- 1.015 1.093
0.0363 0.0375

R - daxTop [I > 20(I)]
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IIponoirkeHre Tabamupl [13.2.1.

C(39) 629(7)
C(48) -954(8)
C(58) -1921 (5)
C(68) -1303(7)

6055 (5) 143 (4) 55(2)
6085 (6) 166 (5) 71(3)
5085 (8) 39(5) 78(3)
4056 (6) -111(5) 71(3)

* BacemneHHocTh no3uumi Cl7a, Cl8a 0.65; Cl7b, Cl8b 0.35; C27a, C28a 0.6;

C27b, C28b 0.4; C29a,
OBMUUY PaCTBOPUTEIIS

C30a 0.45; C29b, C30b 0.55; C1l3-01 0.5; 3BacejyeHHOCTbH
C(78)-C(6S) 0.5.

Tabauua I[13.2.2. KoopauHaTH (X10*) ¥ BSKBMBAJIEHTHBIE V30TPOIIHEIE TEIJIOBHE

napameTprl  (A?x10%)

HEBOINOPOXOHEIX ATOMOB B CTPYKType 3 KPUCTAJIJIOB CO

CBEPXCTPYKTYPOM .

ATOM x/a v/b z/c Usrs
S(11) 5843 (1) 605 (1) -758 (1) 49 (1)
S(12) 8186 (1) 2497 (1) -804 (1) 51(1)
S(13) 7288 (1) 174 (1) 86 (1) 47 (1)
S(14) 9673 (1) 2047 (1) 46 (1) 47 (1)
S(15) 4261 (1) 825(1) -1523 (1) 57 (1)
S(16) 7017 (1) 3088 (1) -1567(1) 69 (1)
S(17) 8488 (1) -540(1) 823 (1) 50(1)
S(18) 11265(1) 1712 (1) 802 (1) 58 (1)
C(11) 7437 (3) 1430(3) -537(1) 40(1)
c(12) 8074 (3) 1238 (3) -182 (1) 41 (1)
Cc(13) 5720 (3) 1334 (3) -1174 (1) 40 (1)
C(14) 6804 (3) 2211 (3) -1193(1) 43 (1)
C(15) 8702 (3) 404 (2) 469 (1) 38 (1)
C(1le6) 9782 (3) 1277 (2) 449 (1) 40 (1)
C(1l7a)* 4610 (15) 1667 (16) -1912(5) 46 (4)
Cc(1l8a)* 6261 (15) 2060 (15) -1964 (3) 52(4)
C(17b) * 5082 (11) 1276 (6) -1966(3) 54 (2)
C(18b) * 5518 (10) 2539 (6) -1930(2) 70(2)
C(19) 9806 (4) 99 (3) 1221 (1) 60 (1)
Cc(20) 10266 (4) 1334 (3) 1226 (1) 61(1)
S(21) 3771(1) 3282 (1) -409(1) 53 (1)
S(22) 2223 (1) 5171(1) -47(1) 50(1)
S(23) 5074 (1) 2763 (1) 442 (1) 50(1)
S(24) 3535(1) 4654 (1) 804 (1) 46 (1)
S(25) 2439 (2) 3402 (1) -1200(1) 87 (1)
S(26) 726 (1) 5738 (1) -773(1) 80 (1)
S(27) 6104 (1) 1969(1) 1191 (1) 63 (1)
S(28) 4188 (2) 4165 (1) 1612 (1) 86 (1)
c(21) 3379 (3) 4080 (3) 17 (1) 42 (1)
Cc(22) 3932 (3) 3864 (3) 376 (1) 42 (1)
Cc(23) 2563 (4) 3961 (3) -714 (1) 54 (1)
C(24) 1883 (4) 4835 (3) -552 (1) 49 (1)
C(25) 5145 (3) 2952 (3) 949 (1) 46 (1)
c(26) 4406 (4) 3809 (3) 1118 (1) 45 (1)
Cc(27a) * 1740(10) 4583 (9) -1425(3) 74 (3)
Cc(28a) * 389 (12) 5110(9) -1254 (2) 69(3)
C(27b) * 1084 (18) 4155 (10) -1433(4) 72 (4)
C(28b) * 1164 (19) 5373 (9) -1277(3) 60 (4)
C(29a) * 5838 (16) 2461 (11) 1708 (3) 56 (4)
C(30a)* 4298 (17) 2843 (19) 1764 (6) 60(5)
C(29b) * 4946 (8) 1895 (6) 1612 (2) 67 (2)
C(30b) * 4878 (13) 2967 (7) 1851 (2) 66 (3)
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IIponoirkeHme Tabnauupl [13.2.2.

Cl7b, C18b,

.3;

Cc(30a) O

C(40a)

C(49b),
3acesyieHHocTs Cl(5)-0(5)

c(29a),

c(18a),

c(28a),

* BaceJyieHHoOCTh mnosuumi C(l7a),

C(28b),
B aHmoHe NO-

c(27b),
0.35;

0.6;

c(39a),
0.65;

C(27a),

s
.4 ;

0
0

C(30b)

C(40a)
Tpyma pacnpenejieHa O OBYM MNO3ULMAM:

Cc(29b),
c(39a),

C(50b)

C(50a)

C(49a),

B BEDT-TTF njsa kxpucTajlJioB 3 ©es

R)

(d,

IJIMHBEL CBA3el

Tabauua II13.3.1.
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B-(BEDT-TTF),[OsNOCI;s] (4)

N1
CI3'

Q01

Puc. [14. O603nauenus atomoB B Mojiekysie BEDT-TTF u annone [OsNOClIs] B ctpykType 4.



Tabauua [14.1. Kpucramjgorpaduueckye IaHHBEE U IapaMeTphl DKCIepUMMeHTa

nia xkpuctanioe - (BEDT-TTF),[0sNOCls] (4).

XapakTepucTmura
IndpakTOMETP CAD4F
Temnepatypa, K 291 (2)
BpyTTOo-dbopmysia Cyo Hig Cls N; O; Os; Sqg
MoJleKyJIAPHEIN BeC 1166.74
CUHTOHUSA TPUKIMHHA A
a, A 8.7249(3)
b, A 10.3380(5)
c, A 11.0927(6)
o, ° 110.410(4)
B, ° 98.410(4)
y, ° 103.834(4)
v, A’ 881.06(7)
Mp. rpymnna, Z PT1, 1
Pawu., T/CM 2.199
u, cm?t 49.71
F (000) 568
IOuanasou O, ° 2.02+30.01
IInana30H MHIEKCOB _12<h<11
-14<k<13
-15<1<15
UMCcJio M3MEepPeHHHX PediIeKCOoB 10214
UMCJIO He3aBUCUMEIX pedIeKCOoB 5133
Rines Ro 0.021, 0.029
UyCJIO YyTOUHSEMEIX [1apaMeTpoB 214
IOoBPOTHOCTL yTOUHEHMS Mo F° 1.031

R - daxTop [I > 20(I)] 0.0238
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Tabauua I[14.2. KoopZMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMeTpel (A*X10°) HEBOmOPOIHHIX AaTOMOB B CTPYKType 4.

AToOM x/a v/b z/c Usrs .

S (1) 2900 (1) 6581 (1) 5924 (1) 35(1)
S(2) 1875 (1) 3909 (1) 3534 (1) 32(1)
S (3) 4770 (1) 5145 (1) 7526 (1) 34 (1)
S (4) 3695 (1) 2399 (1) 5206 (1) 31 (1)
S (5) 842 (1) 8024 (1) 4887 (1) 50 (1)
S(6) -264 (1) 4942 (1) 1981 (1) 47(1)
S(7) 6372 (1) 4063 (1) 9339 (1) 40(1)
S (8) 5161 (1) 849 (1) 6658 (1) 40(1)
C(1) 2929 (3) 4822 (3) 5181 (2) 28 (1)
c(2) 3720(3) 4179(3) 5880 (2) 28 (1)
C(3) 1487 (3) 6494 (3) 4591 (3) 33 (1)
C(4) 1031 (3) 5257 (3) 3478 (3) 33 (1)
C(5) 5288 (3) 3706 (3) 7754 (2) 29 (1)
Cc(6) 4810 (3) 2440 (3) 6661 (3) 30(1)
C(7) -147(5) 7800 (5) 3221 (4) 53 (1)
c(8) 310 (4) 6789 (4) 2103 (4) 44 (1)
c(9) 6044 (5) 2278 (4) 9392 (3) 51 (1)
c(10) 4783 (4) 1032 (4) 8257 (4) 46 (1)
0s (1) 0 0 0 24 (1)
Ccl(1) 1855 (1) 268 (1) 1930(1) 41(1)
Cl(2) 1802 (1) 2180(1) 99 (1) 44 (1)
Cl(3)=* 1386 (3) -1311(3) -1370(3) 28 (1)
0(1)* -1668(14) 1512 (13) 1624 (12) 46 (2)
N(1)=* -1140(14) 1038(11) 1075(10) 36 (2)

* BaceJjieHHOCTb no3mumy parHa 0.5.
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kaTmoH-panukanax BEDT-TTF wu

(d, A) =B

9

cBAa3en

IImHEBL

Tabauua I[14.3.

IJIs1 CTPYKTYPH 4.

[OsNOC1s]

AHMOHE

CB4a3b

N N N N~~~ e~~~ o~~~ o~~~ o~ o~~~ o~ —~
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2.3743(
2.3763(
0.898(1




B"-(BEDT-TTF);[0sNOCI;] (5)

Puc. I15. O603nauenns atomoB B BEDT-TTF 1, Il u anmone [OsNOCIs] B ctpykType S.

22
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Tabauua I15.1. Kpucramjaorpaduueckye IaHHEE U IapaMeTphl BKCIepUMMeHTa

Rintl R(S
UMciio yTOUHAEMEIX [IapaMeTpoB

IOBPOTHOCTE yTOUHEHMS MO F-

R - daxTop [I > 20(I)]

nia xpuctaoe B’ '- (BEDT-TTF); [0sNOCls] (5).
XapaKTepucTmkKa
IndpakTOMeTP Bruker KappaCCD
Temnepatypa, K 291 (2)
BpyTTOo-dbopmysia C50 Hyy Clg Ny O Osq Soy
MoJleKyJIAPHEIN BeC 1551.39
CHMHTOHMS TPUKIMHHA S
a, A 7.6672(8)
b, A 9.866 (1)
c, A 17.973(1)
a, ° 91.115(9)
B, ° 93.636(7)
y, ° 102.434(9)
v, A° 1324.2(2)
lp. rpynna, Z P11, 1
Pawu., T/CM 1.945
u, cm?t 36.38
F (000) 764
IOuanasou O, ° 3.89-27.99
IInana30H MHIEKCOB -10<K<10
-13<k<13
-23<1<23
UMCcJio M3MEepPeHHHX PediIeKCOoB 26451
UrCcJo He3aBUCUMEX pPedIeKCOB 5653

0.054, 0.051
312
1.083
0.0475
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Tabauua I15.2. KoopZaMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMeTpel (A*X10°) HEBONOPOIHHIX AaTOMOB B CTPYKType 5.

ATOM x/a v/b z/c Usis.

S (1) 1652 (3) -3438(2) 6421 (1) 44 (1)
S (2) 3897 (2) -656(2) 6446 (1) 37(1)
S (3) 520 (3) -3139(2) 4662 (1) 46 (1)
S(4) 2404 (3) -234(2) 4770(1) 40 (1)
S (5) 2453 (3) -3944 (2) 8009 (1) 43 (1)
S(6) 5204 (3) -606(2) 8021 (1) 45(1)
S(7) -846(3) -3092(2) 3102 (1) 48(1)
s (8) 1305 (3) 441 (2) 3252 (1) 48 (1)
C(1) 2410 (9) -1953 (6) 5939 (4) 34 (1)
Cc(2) 1851 (9) -1791(7) 5212 (3) 33 (1)
C(3) 2839 (9) -2831(6) 7269 (3) 33 (1)
C(4) 3885 (9) -1525(6) 7280 (3) 32(1)
C(5) 385(9) -2171(6) 3872 (3) 31 (1)
Cc(6) 1229(9) -822(7) 3921 (3) 35(1)
C(7a)* 4060(20) -3017(13) 8737 (7) 52 (4)
C(8a)* 4210 (30) -1478(13) 8805 (8) 40(4)
C(7b) * 2900 (30) -2680(20) 8752 (10) 37(6)
C(8b) * 4810 (30) -1870(30) 8773 (14) 34 (6)
C(9) -125(13) -1914 (8) 2363 (4) 54 (2)
c(10) -259(13) -486(9) 2517 (4) 55 (2)
S(11) 5318 (3) 6719 (2) 4233 (1) 47(1)
S(12) 3538 (3) 3752 (2) 4050 (1) 46 (1)
S(13) 4518 (3) 7398 (2) 2681 (1) 54 (1)
S(14) 2415 (3) 3853 (2) 2465 (1) 45 (1)
C(11) 4760 (10) 5099 (7) 4643 (4) 37(2)
c(12) 4310(9) 6125 (7) 3341 (4) 36 (1)
c(13) 3509 (9) 4779 (7) 3261 (4) 35(1)
C(14) 4113 (12) 6326 (8) 1832 (4) 53 (2)
C(15) 2393 (11) 5242 (8) 1813 (4) 48(2)
Os (1) 0 0 0 31(1)
Ccl(1)* -840 (5) -1753(3) -954 (2) 49 (1)
Cl(2)=* -1867(5) 1324 (4) -602(2) 50 (1)
Ccl(3) 2427 (3) 1144 (3) -658 (1) 66 (1)
N(1)* -710(40) -1250(30) -767(19) 53(9)
0(1)* -820(50) -2210(40) -1090(20) 74 (11)
N(2)* -1420(50) 950 (30) -495(19) 49(9)
0(2)* -2340(50) 1700 (40) -660(20) 80(13)

* 3BacejsieHHOCTb noszmuumit C(7a), C(8a) 0.65; C(7b), C(8b) 0.35; B aHmoHe NO-
Tpylna pasynopsanodeHa IO YeTHPeM NO3MUMAM: 3acejieHHocTs Cl (1), Cl(2) 0.75,
N(1)-0(2) 0.25.
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Tabauua II5.3.

IJIs CTPYKTYPH 5.

[OsNOC1s]
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B"-(BEDT-TTF),[NP] (6)

N13 014
I N14
N ©1 N12
c11' c12
™~ Fe1l 4/ .
> ~
C12 c11

N12 c13' N14' N1

N13! 014

Puc. 116. O603nauenust atomoB B BEDT-TTF u anuone [NP] B ctpykType 6.
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Tabauua I16.1. Kpucramjaorpaduueckye IaHHEE U IapaMeTphl DKCIepUMMeHTa

s xpuctassoe B''- (BEDT-TTF),[NP] (6).
XapaKTepucTmkKa
IndpakTOMETP CAD4F
Temnepatypa, K 295 (2)

BpyTTo-dopmya

MoJieKyJIAPHEIN BeC

CUMHTOHUA
a, A

b, A

c, A

a [e]

ﬁ o

,)/ o

v, A’

[lp. rpynna, 2

Pz, s I‘/CM3

u, cmt

F (000)

Inanason O,

IInana30H MHIEKCOB

UMcIo M3MEpPeHHHX pediieKCcoB
UMCJIO He3aBUCUMEIX pedIeKCOB
Rint ’ R(S

UMCJIOo YyTOUYHSAEMEIX I1apaMeTpoOB

IOBPOTHOCTE YTOUHEHMS MO F-

R - daxTop [I > 20(I)]

Cys His Fey Ng O Sy
985.25
TPUKIMHHAA
6.686(1)
8.672(1)
16.095(3)
99.91(1)
101.54 (1)
94.59(1)
894.3(2)
PT1,1
1.829
13.92
498
50
-7 <h
-10 < k

IN
~J

IN

10
19

o
IN
—
IN

0.040, 0.0604
223
1.009
0.056
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Tabauua I16.2. KoopZOMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMeTpel (A*X10°) HEBOmOPOIHHIX AaTOMOB B CTPYKType 6.

ATOM x/a v/b z/c Usis.

S (1) 5436 (2) 3687 (2) 3717 (1) 31(1)
S (2) 1151 (2) 4203 (2) 3355(1) 35(1)
S (3) 4758 (2) 2098 (2) 5318 (1) 33 (1)
S (4) 514 (2) 2773 (2) 5028 (1) 34 (1)
S (5) 6444 (2) 4937 (2) 2253 (1) 40(1)
S(6) 1237 (2) 5488 (2) 1800 (1) 44 (1)
S(7) 4616 (2) 528 (2) 6781 (1) 35(1)
s (8) -555(2) 1278 (2) 6409 (1) 44 (1)
Cc(1) 3094 (8) 3524 (6) 4005 (3) 28 (1)
Cc(2) 2830 (7) 2881 (6) 4705 (3) 27 (1)
C(3) 4631 (8) 4548 (6) 2840 (3) 28 (1)
C(4) 2599 (8) 4772 (6) 2653 (3) 30(1)
C(5) 3295(7) 1456 (6) 6000 (3) 24 (1)
Cc(6) 1307 (8) 1763 (6) 5856 (3) 28 (1)
C(7) 4788 (9) 4840(7) 1219 (4) 38 (1)
c(8) 3197 (8) 5964 (7) 1229 (4) 38 (1)
c(9) 2554 (10) -160(9) 7251 (5) 54 (2)
c(10) 1001 (10) 867(9) 7382 (4) 55(2)
Fe (1) 0 0 0 44 (1)
C(11) 1041 (9) 1882 (6) -341(4) 39(1)
c(12) 1786 (8) 651(7) 1132 (3) 38(1)
N(11) 1639(9) 2993 (6) -548(4) 61(2)
N(12) 2826 (9) 997 (7) 1807 (3) 63(2)
C(13)* 2128 (11) -1098(10) -405(6) 46 (2)
N(13)* 3385(12) -1745(11) -647(6) 102 (3)
N(14)* -1869(18) 937(15) 346 (9) 46 (2)
0(14) * -3170(20) 1560 (18) 578(11) 102 (3)

* 3acejyleHHOCTH no3mumy paBHa 0.5.
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Tabauua I16.3.

OJI9 CTPYKTYPH 6.

[NP]

AHMOHE

CB4a3b
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B"-(BEDT-TTF);[NP]-EG (7)

Puc. I17. O603nauenus atomoB B BEDT-TTF 1, 11, IIl u anmnone [NP] B ctpykType 7.
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Tabauua I17.1. Kpucramjaorpaduueckye IaHHBEE U IapaMeTphl BKCIepUMMeHTa

OJI KPUCTAaJIJIOB B"—(BEDT—TTF)3[NP]EG (7).

XapakTepucTmura

IndpakTOMETP
Temnepatypa, K
BpyTTo-dopmyia

Bruker X8APEX

295(2)

Cs7 Hiyp Fer Ng O3 Syy

MoJIeKyJISAPHE BEC 1431.96
CUHTOHUSA TPUKJIMHHAEA
a, A 19.481(3)
b, A 8.641 (1)
c, A 16.441(2)
o, ° 98.89 (1)
B, ° 93.17(1)
v ° 101.27(1)
v, & 2680.5(1)
Mp. rpymnna, Z P1, 2
Pawu., T/CM 1.774
u, cmt 12.62
F (000) 1456
IOuanasou O, ° 65.42
Iranas3o0oH MHISKCOB -28 < h £ 27
-13 < k £ 11
-24 £ 1 £ 22
UMuCIIO M3MEePEeHHHX pedJIeKCoB 27538
UMCJIO HE3aBUCUMEIX PedIIEKCOB 14818

Rint, Ro 0.023, 0.050
UMCJIO YyTOYHSAEMHIX [apaMeTpOB 694
JIIOBPOTHOCTE yTOUHEeHUsS 1o F 0.961

R - daxTop [I > 20(I)] 0.047
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VI SKBUMBAJIEHTHEIE M3O0TPOIIHBEIE TEILJIOBEIE

(X10*)

KoopomuaTe

Tabauua II7.2.

napamMeTpel (A*X10°) HEBOmOPOIHHIX aTOMOB B CTPYyKType 7.

USKB .

z/c

v/b

x/a

ATOM
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IIponoirxkeHre Tabmmugsl I17.

2.
c(27) 5360 (3) 1900(2) 5976 (1) 44 (1)
c(28) 4201 (3) 1809 (2) 6477 (1) 43(1)
c(29a)* 110(6) 8121 (4) 5286 (3) 39(1)
C(30a)* -958(6) 7837 (3) 5804 (2) 39(1)
C(29b) * -646(13) 7881 (8) 5136 (6) 42(3)
C(30b) * -38(14) 8155 (6) 5885 (5) 45(3)
Fe (1) 393 (1) -238(1) 1608 (1) 30(1)
Cc(1A) 2145 (3) -719(2) 2097 (1) 37(1)
c(2A) -1561(3) 164 (2) 1237(1) 41 (1)
Cc(3A) 994 (3) 726 (2) 2283 (1) 36 (1)
C(4n) -389(3) -1275(2) 1033 (1) 36 (1)
C(5A) -766(3) -720(2) 2290 (1) 39(1)
N (1A) 3171 (3) -1003(2) 2391 (1) 59 (1)
N (2A) -2702(3) 407 (2) 1011 (1) 65 (1)
N (3A) 1348 (3) 1301 (2) 2670(1) 54 (1)
N (4A) -835(3) -1886(2) 693 (1) 55 (1)
N (5A) -1413(3) -970(2) 2716 (1) 70(1)
N (6A) 1376 (3) 189(1) 1035(1) 47 (1)
O (1A) 2033 (3) 485 (2) 636 (1) 96 (1)
0(18) -20(3) -360(2) 4102(1) 83 (1)
0(28) 2567 (3) 35(2) 5298 (1) 99 (1)
C(19) 1589 (4) -337(3) 4062 (2) 76 (1)
c(2S) 2688 (4) 57(3) 4650(2) 100(2)

* BacejyieHHocThs nos3uumii C(9a), C(1l0a), C(1l9a), C(20a) 0.8; C(9b), C(10b),
C(19b), C(20b) 0.2; C(29a), C(30a) 0.67; C(29b), C(30b) 0.33.
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o/'-(EDT-TTF-CONHS,),[NP] (8)

7~ CBA C1A A)
T~ Fe1 g
w5, )
Tcan C2A 2
N4A C3A N2A
SON3A

Puc. I18. O603nauenust atomoB B EDT-TTF-CONHj; I, II u anuone [NP] B ctpykrype 8.
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Tabauua I18.1. KpucTamjorpaduueckye IaHHEE U IapaMeTphl DKCIepUMMeHTa

nia kpucrasaaoB o' - (EDT-TTF-CONH,), [NP] (8).

XapakTepucTuKa
IndpakTOMETP CAD4F
Temnepatypa, K 295 (2)

BpyTTo-dopmya

Cyq1 Hag Fey Ny Os Sy

MoJleKyJIAPHEIN BeC 1566.0
CUHTOHUSA MOHOKJIMHHA A
a, A 12.6780(7)
b, A 7.7065 (4)
c, A 30.733(1)
o, ° 90
B, ° 90.229 (4)
Y, ° 90
v, A 3002.7(3)
Mp. rpymnna, Z P2./c, 2
Pews., T/CM 1.732
W, cm?t 11.39
F (000) 1588
IOnanason O, ° 2.08+27.47
Inana30H MHIOEKCOB -16<h<16
-10<k<0
-39<1<39
UMcJio M3MEePEeHHHBX pedjIeKCcoB 17870
UMcJio He3aBUCUMHEIX pediieKCOoB 6837

Rines Ro 0.036, 0.032
Unciio yTOUHAEMBIX [IapaMeTpoB 472
JOOPOTHOCTE YTOUYHEHMSA II0 F? 1.007

R - daxTop [I > 20(I)] 0.0316
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Tabauua I18.2. KoopAMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMeTpel (A*X10°) HEBOmOPOIHHIX AaTOMOB B CTPYKType 8.

ATOM x/a v/b z/c Usis.

S (1) 2893 (1) 8127 (1) 7162 (1) 46 (1)
S (2) 799 (1) 9737 (1) 7120 (1) 45(1)
S (3) 2950 (1) 7739 (1) 8108 (1) 50 (1)
S (4) 426 (1) 9662 (1) 8062 (1) 49 (1)
S (5) 3112 (1) 8447 (1) 6129 (1) 41 (1)
S(6) 1033 (1) 10131 (1) 6072 (1) 39(1)
Cc(11) 1907 (2) 9045 (3) 6840 (1) 37(1)
c(12) 2004 (2) 9191 (3) 6400 (1) 35(1)
C(13) 2232 (2) 8429 (3) 7655 (1) 38 (1)
C(14) 1273 (2) 9159 (3) 7636 (1) 37(1)
C(15) 2631 (2) 8982 (3) 5615 (1) 36 (1)
c(16) 1693 (2) 9763 (3) 5592 (1) 39(1)
c(17) 3366 (2) 8505 (3) 5258 (1) 43 (1)
c(18) 2127 (2) 8484 (4) 8547 (1) 54 (1)
C(19) 965 (2) 8226 (4) 8471 (1) 55 (1)
0(1) 4255 (1) 8020 (3) 5358 (1) 74 (1)
N(1) 3023 (2) 8626 (4) 4855 (1) 58 (1)
S(21) 5841 (1) 7800 (1) 2379 (1) 55 (1)
S(22) 7995 (1) 6429 (1) 2390 (1) 39(1)
S (23) 5693 (1) 8143 (1) 1432 (1) 68 (1)
S(24) 8254 (1) 6598 (1) 1433 (1) 54 (1)
S (25) 5695 (1) 7615 (1) 3399 (1) 47(1)
S(26) 7801 (1) 6038 (1) 3462 (1) 40(1)
c(21) 6900 (2) 7050 (3) 2687 (1) 38(1)
Cc(22) 6825 (1) 6932 (3) 3131 (1) 37(1)
Cc(23) 6469 (2) 7586 (3) 1878 (1) 42 (1)
Cc(24) 7462 (2) 6970 (3) 1885 (1) 38 (1)
C(25) 6129 (2) 6954 (3) 3912 (1) 39(1)
C(26) 7086 (2) 6251 (3) 3936 (1) 39(1)
c(27) 5346 (2) 7262 (3) 4264 (1) 45 (1)
C(28A)* 6418 (4) 7480 (8) 969 (1) 74 (1)
C(29A) * 7227 (5) 6078 (6) 1046 (2) 63 (1)
C(28B) * 6277 (11) 6510 (20) 1076 (4) 80 (5)
C(29B) * 7433 (14) 6840 (20) 971 (5) 105(9)
0(2) 4445 (1) 7705 (3) 4155(1) 62 (1)
N(2) 5657 (2) 7045 (4) 4670 (1) 64 (1)
Fe (1) * -29(1) 282 (2) -62(1) 37(1)
C(1A) 493 (12) -1963(12) -262(5) 37(2)
N (1A) 730(30) -3230(20) -417(7) 54 (4)
C(2Rn) 1394 (7) 1184 (11) -58(5) 39(2)
N (2A) 2222 (9) 1703 (14) -53(6) 53 (2)
C(4R) -381(12) 2420(12) 241 (5) 38(2)
N (4A) -670(20) 3640 (20) 406 (7) 48(3)
C(5A) -1435(7) -613(11) 42 (5) 38(2)
N (5A) -2282(9) -1095(15) 54 (6) 61(3)
C(3R) 311(11) -600(20) 518 (5) 55 (5)
N (3A) 438(12) -1200(20) 857 (5) 82 (4)
N -324(10) 824 (18) -560(4) 47 (3)
0 -604(9) 961 (16) -922(4) 60 (2)

* BaceJsieHHocTb no3mumi C(28A), C(29A) 0.75; C(28B), C(29B) 0.25;
3aceJiIeHHOCTL MNO3ULMM aHMoHa Fe(l)-O paBrHa 0.5.
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B KaTMOH-pamukajax EDT-TTF- (CONH,)

R)

(d,

IOJMHEL CBa3eln

Tabauua I18.3.

OJi9 CTPYKTYPH 8.
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B-(EDT-TTF-(CONHS,),),[NP]-NB (9)

H2b2 13\N2b

Q

H2a207,

\oH2b1
Nizan

O11B' -, ~ NT1A’

|
N11B' C11A
N13A'
C13A' C12A N12A
~
-
N12A' Cl12A C13A N13A
N11B C11A

O11B( /» \N11A

Puc. I19. O603uauenust atomoB B EDT-TTF-(CONH,), u anuone [NP] B cTpykType 9.
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Tabauua I119.1. Kpucramjorpaduueckye IaHHEE U IapaMeTphl BKCIepUMMeHTa

s xkpuctassoe - (EDT-TTF- (CONH,),) 4 [NP]-NB (9).

XapakTepucTuKa
IndpakTOMETP CAD4F
Temnepatypa, K 295 (2)

BpyTTo-dopmya

MoJleKyJIAPHEIN BeC

CMHITOHUA
a, A
b, A
c, A

a, °
ﬁ:o

o

A3

[lp. rpynna, 2

Pz, s I‘/CM3

u, cmt

F (000)

Inanason O,

IInana30H MHIEKCOB

UMcJio M3MEePEeHHBX pedIeKCcoB
UMCcJio He3aBUCKUMHIX pebsiekcos
Rint ’ RG

UMCJIO YyTOUHSEMHX IIapaMeTpPOB
[OoBPOTHOCTE YTOUHEHMS MO K-

R - daxTop [I > 20(I)]

Cs; H3; Fey Nijs O1; Soy
1861.2
TPUKIMHHAA
7.595 (1)
12.468(1)
12.133(1)
121.72(1)
96.07(1)
90.72(1)
968.7(2)
P T, 0.5
1.595
9.04
473
2.71+25.02
0<hs<9
-14<k<14
-14<1<14
3406
3130
0.120, 0.050
313
1.078
0.0457

40
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Tabauua I19.2. KoopZMHATEH (X10*) ¥ BKBMBAJIEHTHBE V30TPOIIHEIE TEIJIOBHE

napamMeTpel (A*X10°) HEBOmOPOIHHIX AaTOMOB B CTPYKType 9.

ATOM x/a v/b z/c Usis.

S (1) 3400 (1) -1402(1) 5531 (1) 38(1)
S(2) 3026 (1) -1479(1) 3062 (1) 37(1)
S (3) 4513 (2) -3969(1) 4434 (1) 60 (1)
S (4) 4066 (2) -4068(1) 1474 (1) 56 (1)
S (5) 1968 (1) 1437 (1) 6956 (1) 32(1)
S(6) 1683 (1) 1256 (1) 4435 (1) 33 (1)
C(1) 2845 (5) -630(3) 4716 (3) 31 (1)
Cc(2) 2257 (5) 554 (3) 5310 (3) 28 (1)
C(3) 3880(6) -2791 (4) 4149 (4) 38 (1)
C(4) 3705 (5) -2830(3) 3018 (4) 35(1)
Cc(5) 1323 (5) 2765 (3) 6930 (3) 26 (1)
Cc(6) 1183 (5) 2685 (3) 5762 (3) 28 (1)
C(7n) * 4977 (11) -5231(6) 2843 (7) 60(2)
c(8n) * 3794 (13) -5376 (8) 1705 (10) 62 (3)
C(7B) * 3810(30) -5282(13) 2834 (13) 53(4)
C(8B) * 4640 (30) -5286(18) 1780 (20) 46 (5)
c(9) 941 (5) 3769 (3) 8282 (3) 33 (1)
0(1) 879 (5) 3414 (3) 9052 (3) 50 (1)
N (1) 754 (5) 4915 (3) 8562 (3) 43 (1)
c(10) 642 (5) 3652 (3) 5443 (3) 32(1)
O (2A) * 115(17) 4637 (15) 6263 (17) 47(3)
N (2A) * 881 (13) 3425 (8) 4282 (8) 44 (2)
0O (2B) * 808 (16) 4793 (15) 6262 (16) 40(3)
N (2B) * -125(12) 3193 (8) 4224 (8) 41(2)
Fe* 5000 0 0 40(1)
C(11A) 5683 (12) 1327 (8) -186(8) 48(2)
N(11Aa) 6004 (18) 2050 (9) -317(12) 65(3)
N(11B) 5683 (12) 1327(8) -186(8) 48(2)
0(11B) 6004 (18) 2050 (9) -317(12) 65(3)
Cc(12) 3682 (13) 1115(8) 1429 (7) 43(2)
N(12) 3041 (13) 1773 (7) 2272 (9) 54 (2)
Cc(13) 7129 (13) 434 (8) 1222 (8) 45(2)
N(13) 8361 (12) 724 (9) 1962 (8) 60(2)
c(18) 7570 (20) 548 (15) 125(15) 37(3)
C(28) 8720 (20) 316 (16) 905(17) 42 (4)
C(38) 9210 (30) -964(18) 341(18) 52 (4)
C(48) 8650 (30) -1876(19) -885(19) 53 (4)
C(58) 7530(30) -1580(20) -1620(20) 53 (6)
C(69) 6950 (20) -338(15) -1135(14) 30(3)
N(18) 7050 (30) 1847 (19) 650 (20) 69 (5)
0(18) 7600 (40) 2620 (30) 1730(30) 134 (8)
0(28) 6600 (40) 2220 (30) 90 (30) 89 (9)

* BaceJyieHHoCTh mnos3muumit C(7A), C(8A) 0.70; C(7B), C(8B) 0.30; 0O(2A7), N(21),
O(2B), N(2B) 0.50; B guemke aHmoH [NP] Fe(l)-N(13) m pactBopuresnb C(1S) -
0(2S8) cmemanwel ¢ BacemneHHocTbi 0.5 m 0.25, cooTBeTCcTBEHHO. KpomMe TOTO B
aumoHe NO-Tpynna pacnpemnejsieHa IO IBYM IO3ULMAM: 3acejieHHocTs C(11A),
N(11A), N(11B), O(11B) 0.5
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B KaTMOH-pamukajax EDT-TTF- (CONH,) ,

A)

(d,

IJIMHEL CBSa3eln

Tabauua I19.3.

M aumoHe [NP]? mmis CTPYKTYPH 9.
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B"-(BEDO-TTF),.43{Ko[CrNO(CN)s]} (10)

O'( < 'N1A'
N' C1A'
bx C2A c3A N3A
- Cr1| -
= N
N3A' C3A' C2A’ :
Sin N2A

@) N1A

Puc. I110. O603nauyennst aromoB B BEDO-TTF u annone [CrtNO(CN)s] B ctpykrype 10.
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Tabauua [110.1. Kpucrajgmorpadmueckue IaHHBE UM NapaMeTph 3KCIepMMeHTa

mnia xkpucTaiuios B’ ' - (BEDO-TTF), 43{K, [CrNO(CN)s]} (10).
XapakTepucTuka
IndpakTOMETP CAD4F
Temnepatypa, K 295 (2)
BpyTTo-dopmysa Ca9.3 Hig.aa Cry Ky Ng O19.72 So.72
MoJieKyJIAPHEIN BeC 1154.47
Auelrka KaTtnonHasga AHMOHHAA
CMHTOHMSA TPUKIMHHA A TpUKIMHHAA
a, A 3.9938(3) 4.519(1)
b, A 5.3544 (5) 4.336(1)
c, A 19.303(1) 19.218(3)
o, ° 95.291 (8) 91.43(2)
B, ° 94.407(7) 93.96(2)
Y, ° 98.741(7) 119.14(2)
v, & 404.51(6) 327.0(1)
lp. rpynna, Z P 1, 0.5 P 1, 0.5
Pews., T/ CM 1.315 1.274
W, cm?t 5.88 11.72
F (000) 164 123
IOmanason O, ° 3.87+24.95 5.35+19.97
Iranaz3oH MHOEKCOB 0<h<4 -4<h<0
-6<k<6 -3<k<4
-22<1<22 -18<1<18
UMcJio M3MEePEeHHHBX pedIeKCcoB 1424 591
UMcJio He3aBUCUMHEIX pediieKCOoB 1222 506
Rine, Rs 0.2021, 0.0762 0.1149, 0.0729
UnCcyio yTOUHSEMEIX [IapaMeTPOB 84 67
[OBPOTHOCTE YTOUHEHMS MO F- 1.058 2.016

R - @aKTop [I > 20‘(]_’)] 0.0641 0.0931
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Tabmamua [110.2.1. KoopauHaTH (X10*) ¥ DKBMBAJIEHTHHE V3O0TPOIIHEIE TEIJIOBHE

rnapaMe TpbL (A%dif) HEBONOPOIHEIX aTOMOB B KATMOHHOM S4YeMKe CTPYKTYpH 10.

AToOM x/a v/b z/c Uss.

Cc(1) 9952 (12) 5223 (9) 4654 (3) 26 (1)
c(2) 8672 (14) 4902 (10) 3338(3) 31 (1)
C(3) 10845 (14) 7105 (9) 3516 (3) 32 (1)
C(4) 9383 (18) 5307 (13) 2183 (4) 53(2)
C(5) 10004 (19) 8127 (13) 2392 (4) 52(2)
S (1) 7496 (3) 3100(2) 4004 (1) 31 (1)
S(2) 12211 (3) 7944 (2) 4390 (1) 30(1)
0(1) 7426 (11) 4002 (8) 2677 (2) 42 (1)
0(2) 12029(11) 8745 (7) 3057 (2) 43 (1)

Tabmuua [110.2.2. KoopIMHATH (xloﬂ M DSKBMBAJIEHTHEE M3O0TPOIIHEIE TEIJIOBEE

napaMe TpbL (A%dif) aTOMOB B aHMOHHOM dUYelke CTPyKTypel 10.

ATOM x/a v/b z/c Ui

Cr(1)=* 0 0 0 57(6)
N -2120(20) 1760(20) -536(4) 83 (15)
(0] -3160(30) 2620 (30) -799(5) 50(13)
c(1n) -2120(20) 1760 (20) -536(4) 80 (16)
N (1A) -3160(30) 2620 (30) -799(5) 90(30)
C(2A) -3754(18) -1910(30) 578 (5) 57 (6)
N (2A) -6520(30) -3920(40) 815(8) 54 (8)
C(3R) 2240 (20) 4358 (14) 583 (4) 69(8)
N (3A) 4370(30) 7386 (19) 839 (7) 46 (7)
K(1)* 0 0 0 99 (9)

* B guelke aHMoH [CrNO(CN)5] Cr(1l)-N(3A) u xaTmoH K(1l) cMemaHEl C
3acesieHsHocThio 0.33 m 0.67, coorTBeTCcTBeHHO. Kpome TOTO B aHmoHe NO-Tpymnna
pacnpemejieHa IO IOBYM IMO3ULMAM: 3acejieHHocTs N, O, C(1lA), N(1A) 0.5.
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Tabmamua I[110.3. JIamHEl cBgszsenm (d, A) B KaTMOH-panukajgax BEDO-TTF wu

anmoHe [CrNO(CN)s] nna cTpykTyps 10.

CB43b d
C(1)-Cc(1)" 1.379(10)
C(1)-S(2) 1.733(5)
C(1)-s(1) 1.742(5)
c(2)-Cc(3) 1.353(8)
C(2)-0(1) 1.351(7)
C(2)-S(1) 1.729(5)
C(3)-0(2) 1.363(7)
C(3)-5(2) 1.730(6)
C(4)-0(1) 1.442(8)
C(4)-C(5) 1.504(10)
C(5)-0(2) 1.446(8)
Cr(1l)-N 1.7821
Cr(1l)-C(1n) 1.7821
Cr(1)-C(3A) 1.9301
Cr(1)-C(2n) 1.9324
N-O 0.8731
C(1A)-N(1n) 0.8731
C(2A) -N(24) 1.2525
C(3A)-N(3A) 1.2510




B”-(BEDO-TTF)[Feo_5C00‘5(CN)6] 1/3 (1 1)

N5A

N3A C5A

C3A C2A
¢ Co1jJFet Y

N2A

C6A C1A

NBA can NIA

N4A

47

Puc. [111. O603nauenust aromoB B BEDO-TTF I, Il u annone [FesCoos(CN)g] B ctpykType 11.
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Tabamua I[111.1. Kpucrajjmorpadmueckue IaHHBE UM NapaMeTph B3KCIepMMeHTa

s xkpucTasoe P’ - (BEDO-TTF),[Fe, sCoo.s (CN)gli/s (11).

XapakTepucTuKa

IndpakTOMETP Bruker X8APEX

Temnepatypa, K 295 (2)

BpyTTo-dopmysa Caz Hig COg.17 Feg.17 Ny Og Sg

MoJieKyJIAPHEIN BeC 1154.47

CUMHTOHUSA MOHOKJIMHHA A

a, A 4.075(6)

b, A 10.32(1)

c, A 37.73(5)

a, ° 90

B, ° 90

Y, ° 99.19(2)

v, & 1566 (3)

llp. rpynna, Z Pb, 2

Paws., T/CM 1.509

U, cmt 7.73

F (000) 725

IOnanason O, ° 1.62+27.14

Irarnas30H MHIOEKCOB -5<h<5
-10<k<12
-48<1<48

UMcJio M3MEePEeHHHBX pedjIeKCcoB 8848

UMcJio He3aBUCUMHEIX pediieKCOoB 4510

Rine, Rs 0.0798, 0.110

Unciio yTOUHAEMBIX [IapaMeTpoB 271

JOOPOTHOCTE YTOUYHEHMSA II0 F? 1.586

R - daxTop [I > 20(I)] 0.1225
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VI SOKBUMBAJIEHTHEBIE MI3OTPOIIHEIE TEIIJIOBEIE

(X10*)

KoopomuaTe

Tabamua II11.2.

napaMeTpsl (A’X10°) HEBODOPOIHHIX aTOMOB B CTPYyKType 11.

USKB .

z/c

v/b

x/a

ATOM
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B KaTMOH-pamukasiax BEDO-TTF wu

(d, A)

-

CcBAaA3en

JJIMHEL

Tabamua II11.3.

O0Ja CTPpyKTypel 11.

[Feq.5Coq.5 (CN) 6]
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«-(BDH-TTP),[Hg(SCN),]-(NB) (12)

11
S1A
C1A S4A N4A
N1A g 4
'S ]
S2A
C2A /
N2A

Y 4 A —

—

Puc. [112. O603nauenust aromoB B BDH-TTP I, Il u annone [Hg(SCN)4] B ycpemHeHHOH CTPYKType
12 (ananoruuno o6o3naueHsl atombl B BDH-TTP I, 11, 111, IV u annonax [Hg(SCN)4] B yaBoeHHO
siuerike 12 ¢ y4eToM CBEpXCTPYKTYPHI)
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Tabauua [112.1. Kpucrajjmorpadmueckue IaHHBE UM NapaMeTph 3KCIepMMeHTa

nia KpucrTasioB K- (BDH-TTP), [Hg (SCN),.]: (NB) (12).

XapakTepucTuKa
InppaxkToMeTpP CAD4F Bruker X8APEX
Temnepatypa, K 293 (2) 293 (2)
BpyTTo-dopmyna Cso H3z Hgy N5 O, S35 Cso Hiz Hgy Ns O, Sig
MosleKkyJapHIL Bec 2089.56 2089.56
CHMHTOHMA TPUKIMHHA S TPUKIMHHA S
a, A 8.0634 (3) 8.0626(2)
b, A 11.0512 (4) 11.0506 (3)
c, A 20.8943 (8) 41.787 (1)
o, ° 94.528(1) 94.527(1)
B, ° 97.970 (1) 97.964 (1)
12 90.143(1) 90.143(1)
v, & 1838.0 (1) 3675.3 (4)
lp. rpynna, Z PT, 1 Pl, 2
Pews., T/ CM 1.888 1.893
M, oMt 31.62 31.62
F (000) 1039 2088
Inanason @, ° 2.02+28.96 0.49+28.99
Ivarnas30H MHIOEKCOB -10<h<10 -10<h<10
-14<k<7 -14<k<7
-27<1<27 -55<1<54
UMCcJio M3MEepeHHHEX pPediIeKCOoB 12415 24681
UMCJIO He3aBMUCUMHEIX pedilekCOB 7570 21850
Rine, Rs 0.023, 0.046 0.030, 0.078
Unciio YTOUHAEMEIX ITapaMeTpoOB 387 1470
JIIOBPOTHOCTE yTOUHEeHUS 1o F 1.059 1.071

R - daxrop [I > 20(I)] 0.063 0.063
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C(4n) 1430(40) 5710(30) 992 (17) 85(2)

N (1A4) 5200(20) 1749(17) 127(10) 85(2)

N (2A) -410(30) 5140(20) -1371(11) 85(2)

N (3A) 2590(20) 501(17) 1284 (9) 85(2)

N (4A) 2370(30) 6480(20) 927 (13) 85(2)

c(18)* -3492(18) -1027(11) -436(8) 85(2)

C(28) -4648(16) -1629(15) -134(9) 85(2)

C(38) -4280(20) -2762(15) 89(9) 85(2)

C(48) -2750(20) -3293(12) 11(9) 85(2)

C(58) -1593(16) -2691(13) -290(8) 85(2)

C(68) -1965(15) -1558(12) -513(6) 85 (2)

N(1S) -740(20) -958(17) -843(10) 85 (2)

0(1s) -1309(19) -110(13) -1126(7) 85(2)

0(28) 554 (18) -1474(17) -828(9) 85(2)

* BaceJyieHHOoCTh nos3mumii C(17A), C(18A), C(29A), C(30A) 0.75; C(17B),
C(18B), C(29B), C(30B) 0.25; C(19A), C(19B), C(20A), C(20B), C(27An),
C(27B), C(28A), C(28B) 0.50. B gueirixke aumon [Hg(SCN),] Hg(l)-N(4A) u
pacTeopuTesb C(1S)-0(2S) pPaBHOBEPOATHO CMEIAHH.
Tabauila 112.2.2. KoopamHaTH (x10%) n SKBUMBAJIEHTHEE V30TPOIIHEIE
TenyioBsle napaMmeTpsl (A*X10°) HEeBONOPONHEIX aTOMOB B YIBOEHHON suelike 12

C YyYeTOM CBEPXCTPYKTYPEH.

AToOM x/a v/b z/c Usrs .

S(11) 7284 (5) 5280 (4) 163 (1) 33 (1)
S(12) 9627 (5) 7164 (4) -3(1) 35(1)
S(13) 6728 (5) 4261 (4) -548 (1) 34 (1)
S(14) 9060 (5) 6129 (3) -712 (1) 36 (1)
S(15) 8083 (5) 6304 (4) 914 (1) 44 (1)
S(16) 10249 (5) 8216 (4) 738 (1) 44 (1)
S(17) 5677 (6) 3483 (5) -1304 (1) 54 (1)
S(18) 8093 (7) 5236 (5) -1473 (1) 64 (2)
C(11) 7604 (17) 5335(12) -233(3) 30(3)
C(12) 8645 (17) 6167 (13) -318(3) 33(3)
C(13) 8570 (18) 6491 (16) 294 (4) 39 (4)
C(14) 8953 (13) 6951 (12) 611(3) 29 (3)
C(15) 7618 (16) 4958 (11) -844 (3) 23 (3)
Cc(1e) 7169 (18) 4650 (13) -1181(3) 33(3)
C(17) 8680 (20) 7513 (16) 1222 (4) 53 (4)
c(18) 10220(20) 8127 (16) 1161 (4) 53 (4)
C(19) 5660(20) 3613 (16) -1715(4) 60 (5)
c(20An) * 6750(30) 4620(20) -1803(4) 44 (6)
C(20B) * 7200 (40) 4250 (40) -1796(7) 37(11)
S(21) 4498 (5) 7818 (4) -40 (1) 36 (1)
S(22) 2028 (5) 9751 (4) -205(1) 34 (1)
S(23) 4975 (5) 8827 (4) 664 (1) 39 (1)
S(24) 2527 (5) 10772 (4) 502 (1) 34 (1)
S(25) 4025 (5) 6750 (4) -784 (1) 47 (1)
S(26) 1716 (5) 8732 (4) -959 (1) 42 (1)
S(27) 5079(7) 9686 (5) 1428 (1) 63 (1)
S(28) 2619 (6) 11561 (5) 1266 (1) 53 (1)
C(21) 4012 (16) 8812 (12) 271(3) 30(3)
Cc(22) 2922 (19) 9683 (13) 198(3) 39 (4)
C(23) 3143 (16) 8488 (12) -349(3) 29 (3)
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o'-(BDH-TTP)s[Hg(SCN),][Hg(SCN);] (13)

\J \J (E :
S16 S12 S14 S18

A%
S2A
N2A
Hgt saa [ ) s
S1A a C5A
C1A
N1A / S4A
N C4A C7A N7A
N4A S7A

S7A1 C7A1 N7A1

Puc. I113. O6o3nauenust aromoB B BDH-TTP I, II, V (III, IV ananoruuns [; VI, VIIL, VIII
ananorudasl V) u annonax [Hg(SCN)4] u [Hg(SCN)s] B cTpykType 13 npu KOMHaTHOH
temrepatype. Atomsl B BDH-TTP u annonax [Hg(SCN)4] u [Hg(SCN);] B ctpykType 13 pu
HU3KOHW TeMIiepaType 0003HaueHbI TAKUM e 00pazoM
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Tabamua [113.1. Kpucrajjmorpadmueckue IaHHBE UM NapaMeTph B3KCIepMMeHTa

oisa kpucrTasoB o' - (BDH-TTP) ¢ [Hg (SCN),] [Hg(SCN),] (13).

XapakTepucTuKa
IndpakTOMETP Bruker X8APEX
Temnepatypa, K 293 (2) 100(2)

BpyrTO-dopmyrna Ceg Hyg Hgy Ng Ssq Ces Hyg Hgy Ng Sse

MoJsleKy IApHELL BeC 3173.68 3173.68
CHMHTOHMA TpUKIMHHAA TpUKIMHHAA
a, A 11.760(2) 11.6116(6)
b, A 12.579(2) 22.884 (1)
c, A 38.149(1) 38.985(2)
a, ° 91.16(2) 76.743(3)
B, ° 95.25(3) 85.327(3)
Y. ° 113.47(2) 85.722(3)
v, & 5145 (2) 10032.8(9)
Mp. rpymnmna, Z P T, 2 P 1, 4
Pews., T/ CM 2.049 2.063
u, cm?t 41.66 42.50
F (000) 3136 6156
Imanason O, ° 0.54+27.25 1.61+36.73
HAvanasoH MHAEKCOB -12<h<14 -19<h<19
-15<k<14 -38<k<38
-47<1<47 -65<1<65
Unciio M3MEepPEeHHBIX pedIeKCOoB 50143 409813
UncJio He3aBUCUMEIX pediiekcoB 19566 98647
Rint, Ro 0.033, 0.060 0.0709, 0.0802
UMCcyio yTOUHSEMEIX [IapaMeTPOB 1084 2329
JOBPOTHOCTE YyTOUYHEHMS IO F? 1.092 1.130
R - daxrop [I > 20(I)] 0.069 0.068
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c(81) 4437 (7) -429(6) 5011(2) 33(2)

c(82) 5642 (7) -261(7) 5611 (2) 35(2)

c(83) 5962 (7) -349(6) 5956 (2) 35(2)

c(84) 5903 (7) -762(8) 6625 (2) 51(2)

C(85) 7259 (7) -245(8) 6560(2) 53(2)

Hg (1) -1139(1) 1826 (1) 2432 (1) 62 (1)

S (1A) -1693(3) 2607 (3) 1874 (1) 92 (1)

c(1A) -3020(12) 2602 (14) 1935(4) 114 (2)

N(1A) -4090(13) 2392(12) 1943 (4) 135(2)

S (2A) -1392(3) -232(3) 2428 (1) 82 (1)

c(2n) -2802(12) -879(14) 2538 (4) 114 (2)

N (2A) -3777(12) -1336(13) 2607 (4) 135(2)

S (3A) 770 (4) 3228 (3) 2816 (1) 117 (2)

Cc(3n) 1822 (14) 2419(13) 2819 (4) 114 (2)

N (3A) 2315(13) 1926 (12) 2805 (4) 135(2)

S (4A) -2564 (5) 2439 (5) 2823 (1) 148 (2)

C(4AR) -1498(13) 4006 (11) 2767 (4) 114 (2)

N (4A4) -756(13) 4924 (12) 2731 (4) 135(2)

Hg(2) 4029 (1) 2050(1) 2411 (1) 99 (1)

S (5A) 3285 (3) 2930(3) 1905 (1) 90 (1)

Cc(5A) 1770(12) 2336 (13) 1922 (4) 114 (2)

N (52) 740(12) 1892 (12) 1908 (4) 135(2)

S (6A) 5558 (4) 3640 (4) 2836 (1) 125(2)

Cc(6A) 4688 (13) 4563 (12) 2768 (4) 114 (2)

N (6A) 4120(13) 5109(12) 2712 (4) 135(2)

S (7A) * 3607 (9) -117(8) 2448 (2) 88 (3)

c(7A) * 2110(20) -860(30) 2508 (14) 114 (2)

N (7A4) * 1090 (20) -1370(30) 2559 (8) 135(2)

S(7A1) * 4458 (10) 324 (9) 2392 (3) 116 (4)

C(7A1) * 2950(20) -610(30) 2474 (12) 114 (2)

N (7A1) * 1920 (20) -1200(30) 2514 (13) 135(2)

* BacejyieHHoCTb mos3uumii C(19), C(20), C(39B), C(40B), C(49), C(50) 0.40;
c(19B), C(20B), C(39), C(40), C(49B), C(50B) 0.60; C(27), C(28), C(27B),
C(28B), S(7a), C(77A), N(77), S(7A1), C(7A1), N(7A1) 0.50; C(29), C(30)
0.75; C(29B), C(30B) 0.25.

Tabmauua I[113.2.2. KoopamuaTe (x10%) ¥  DKBUBAJIEHTHEE  M3O0TPOIIHBIE

TeryioBle napameTpr (A*X10°) HeBONOPOMHEIX aTOMOB B CTPyKType 13 mpu

HM3KOM TeMIepaType.

AToM x/a v/b z/c Usis
S (1) 10119(1) 1249(1) 5084 (1) 10(1)
S(2) 8528 (1) 260 (1) 5135(1) 10(1)
S(3) 9423 (1) 1801 (1) 4330(1) 11(1)
S (4) 7856 (1) 804 (1) 4382 (1) 10(1)
S (5) 10623 (1) 734 (1) 5906 (1) 11(1)
S (6) 9176 (1) -295 (1) 5936 (1) 12(1)
S(7) 9040(1) 2214 (1) 3481 (1) 13(1)
S(8) 7330(1) 1295(1) 3571 (1) 11 (1)
Cc(1) 9371 (4) 1247 (2) 4717 (1) 9(1)
c(2) 8649 (4) 790 (2) 4741 (1) 9(1)
C(3) 9492 (4) 602(2) 5346 (1) 9(1)
C(4) 9731 (4) 376 (2) 5687 (1) 8(1)
C(5) 8519 (4) 1436 (2) 4114 (1) 10(1)
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N (3D1) 4973 (15) 5961 (5) 2793 (6) 82 (2)

S (3A2) 7218 (6) 5410 (3) 2832 (1) 45 (1)

C(3A2) 6081(12) 5899 (7) 2789 (5) 46 (2)

N (3A2) 5219(14) 6169 (10) 2739 (7) 82 (2)

Hg(4) * 1665 (1) 4739 (1) 2422 (1) 24 (1)

S (4B) 2397 (2) 3687 (1) 2447 (1) 32(1)

S (4C) 810 (2) 5400 (1) 1886 (1) 46 (1)

C(4B) 1167 (5) 3338(3) 2539 (2) 41 (2)

N(4B) 347 (6) 3062 (3) 2608 (2) 53(2)

c(4cC) -533(5) 5160 (3) 1938 (2) 44 (2)

N (4C) -1461(6) 5000 (4) 1956 (2) 70(2)

S (4A1) 2111 (4) 5425 (2) 2821 (1) 41 (1)

C(4A1) 955 (10) 5914 (6) 2758 (4) 46 (2)

N (4A1) 106 (13) 6218 (8) 2742 (6) 82 (2)

S (4A2) 2693 (4) 5230(2) 2816 (1) 22 (1)

C(4A2) 3918 (12) 4768 (7) 2811 (5) 46 (2)

N (4A2) 4587 (17) 4337 (8) 2790 (6) 82 (2)

S (4D2) -233(5) 4755 (3) 2834 (1) 69 (2)

C(4D2) -31(16) 5497 (5) 2807 (5) 46 (2)

N (4D2) 190(20) 6015 (6) 2754 (8) 82 (2)

* BaceJyieHHoCTh mnos3muumit C(57A), C(58A) 0.75; C(57B), C(58B) 0.25; C(77n),
Cc(78A) 0.65; C(77B), C(78B) 0.35; C(17Aa), C(18A), C(17B), C(18B) 0.50.
Aumonn [Hg (SCN),] Hg(3)-N(3D1) u [Hg(SCN);] Hg(3)-N(3C), S(3A2)-N(3A2)

3aHMMAT ONOHY IMO3MLMI B guelke c 3acejeHHocTbio 0.55 m 0.45; Taxkxe aHMOHH
[Hg (SCN),] Hg(4)-N(4C), S(4A2)-N(4D2) m [Hg(SCN);] Hg(4)-N(4Al) =zaHMMALT
OOHY IMO3MULMI B suelke Cc 3acejeHHocTbio 0.45 m 0.55.

Tabmmua [113.3.1. IOnuHer cesszeir (d, A) B KaTMOH-panukajgax BDH-TTP wu

anmoHax [Hg(SCN),] wu [Hg(SCN);] znna cCcTpykTypel 13 @Opy KOMHATHOM

TeMIepaTrype.
CBA3b d CBA3b d
S(11)-C(11) 1.719(7) S(22)-C(22) 1.733(7)
S(11)-C(13) 1.759(7) S(22)-C(23) 1.759(8)
S(12)-C(12) 1.724(7) S(23)-C(21) 1.726(8)
S(12)-C(13) 1.770(7) S(23)-C(25) 1.753(8)
S(13)-C(11) 1.735(7) S(24)-C(22) 1.741(7)
S(13)-C(15) 1.755(8) S(24)-C(25) 1.778(7)
S(14)-C(12) 1.733(8) S(25)-C(24) 1.735(8)
S(14)-C(15) 1.771(7) S(25)-C(27) 1.788(7)
S(15)-C(14) 1.738(7) S(25)-C(27B) 1.797(7)
S(15)-C(17) 1.786(6) S(26)-C(24) 1.755(8)
S(16)-C(14) 1.749(7) S(26)-C(28B) 1.792(7)
S(16)-C(18) 1.783(6) S(26)-C(28) 1.792(7)
S(17)-C(16) 1.737(8) S(27)-C(26) 1.753(8)
S(17)-C(19) 1.791(8) S(27)-C(29B) 1.786(8)
S(17)-C(19B) 1.792(7) S(27)-C(29) 1.791(7)
S(18)-C(16) 1.753(8) S(28)-C(26) 1.746(8)
S(18)-C(20B) 1.790(7) S(28)-C(30) 1.791(7)
S(18)-C(20) 1.792(8) S(28)-C(30B) 1.795(8)
C(11)-C(12) 1.363(10) Cc(21)-C(22) 1.346(11)
C(13)-C(14) 1.342(10) C(23)-C(24) 1.349(10)
C(15)-C(16) 1.341(10) C(25)-C(26) 1.342(10)
C(17)-C(18) 1.495(8) C(27)-C(28) 1.510(8)
C(19)-C(20) 1.506(9) C(27B) -C(28B) 1.510(8)
C(19B) -C(20B) 1.510¢(8) C(29)-C(30) 1.512(8)
S(21)-C(21) 1.728(7) C(29B) -C(30B) 1.509(9)
S(21)-C(23) 1.768(8)
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