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Puc. S1. Cnextpsl SIMP H (CDCl3, 600 MI'n, 303 K, anudaruueckas 061acTh), HOTydeHHbIE
nipu TutpoBanuu PyMoC (5:104 M) pactsopom ZNTPP (8-103 M) 110 1oCTIKEHMS ClIe Ly IONIIX

MOJISIPHBIX COOTHOIIICHUM:

C:P=1:2,1:4,1:6,1:10.

2. PEHTreHOCTPYKTYPHBIH aHAJIU3

2.1. PCA cynpamonexynapuozo komnaexca CPs:».

Taba. S1. Kpucramnorpapudeckne mapamMeTpsl U JeTald yTOYHEHUS cTPYKTYphl CPé+2.

[Tapamerp CPs+2 CPs+2 [1]
bpyrro-dpopmyna Ca26H326Cl1218M0sN40O14ZNn3g ;:344H300C|8|8M06N40014zn
CCDC 2259980 1843801
M.M. 8768.45 7615.81
TIK 100(2) 100(2)
CuHronus triclinic triclinic
IIp.rp. P-1 P-1

a/A 20.503(4) 20.2530(10)
b/A 21.903(4) 20.5959(11)
/A 26.674(5) 21.6995(10)
a/° 102.98(3) 103.620(2),
e 111.36(3) 107.057(3),
7/° 99.37(3) 98.424(2)
/A3 10469(4) 8180.5(7)

Z 1 1

Z' 0.5 -
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Dpaca. T/cM® 1.391 1.546

/vt 1.522 1.681

F(000) 4394.0 -

Pa3mep KpucTamia/Mm® 0.15x0.12 x 0.08 0.4 x0.2 x0.06
HcTOYHMK W3ITydeHUS synchrotron (A = 0.745) MoKa (A =0.71073)
20 obnacTh CKaHUPOBaHUS/® 3.398 t0 62.026 4.085 —27.499

M HTepBabl HHIEKCOB
OTpakeHU I

-28<h<28,-30<k<30,-36 <1
<36

—26 <h <26,-26 <k <26,
—28<1<28

Uucno oTpakeHui 199610 75927
, 57681 [Rin = 0.0372, Rigra =
HNCJIO HE3AaBUCUMBIX OTpa CHUU 00363]
ﬁaHH“e/ OrpaHWICHUAMAPAMETD 57681 /49/2908 37364/1486/1932
GOOF 1.051 0.935
R[1>=25 (I)] Ry = 0.0585, WR; = 0.1591 Ry = 0.0869, WR; = 0.2088

R [mo Bcem peduiekcam]

R1=0.0728, wR, = 0.1691

R1=10.2530, wR2 = 0.3163

Max/min muku 31eKTpOHHOM
wiotHocTH/ € A

2.35/-2.25

3.49/-1.88

Taoa. S2. Iiaunbl cBsizeii B CPs+2.

ATomM | ATOM d/A AToM AToM d/A
1(1) Mo(1) 2.8027(9) C(220) C(221) 1.378(7)
1(1) Mo(2) | 2.7914(17) C(221) C(222) 1.380(7)
1(1) Mo(3) | 2.7767(11) C(223) C(224) 1.442(5)
1(2) Mo(1) 2.7687(9) C(224) C(225) 1.335(6)
1(2) Mo(2)! | 2.7713(8) C(225) C(226) 1.461(6)
1(2) Mo(3)! | 2.7596(10) C(226) C(227) 1.399(6)
1(3) Mo(1) 2.7680(7) C(227) C(228) 1.494(6)
1(3) Mo(2)! | 2.7655(16) C(227) C(234) 1.402(6)
1(3) Mo(3) | 2.7801(10) C(228) C(229) 1.398(7)
1(4) Mo(1)! | 2.7922(7) C(228) C(233) 1.385(6)
1(4) Mo(2)! | 2.8032(8) C(229) C(230) 1.394(7)
1(4) Mo(3) | 2.7977(10) C(230) C(231) 1.357(9)
Mo(1) [Mo(2)! | 2.6454(10) C(231) C(232) 1.381(9)
Mo(1) [Mo(2) | 2.6609(10) C(232) C(233) 1.393(7)
Mo(1) |Mo(3)} | 2.6543(16) C(234) C(235) 1.441(6)
Mo(1) [Mo(3) 2.6541(8) C(235) C(236) 1.365(6)
Mo(1) |0(11) 2.092(3) C(236) C(237) 1.432(7)
Mo(2) [Mo(3) 2.6612(7) C(237) C(238) 1.408(6)
Mo(2) [Mo(3)! | 2.6605(9) C(238) C(239) 1.500(6)
Mo(2) |0(21) 2.110(2) C(239) C(240) 1.392(8)
Mo(3) |0(31) 2.093(3) C(239) C(244) 1.369(8)
Zn(11) |N(11) 2.119(4) C(240) C(241) 1.397(8)
Zn(11) |N(12) 2.067(4) C(241) C(242) 1.362(11)
Zn(11) |N(13) 2.067(5) C(242) C(243) 1.343(11)
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Ta6a. S2. Jnunbl cBsi3eii B CPs+2.

AToM | AToM d/A AToM ATom d/A
Zn(11) IN(14) | 2.076(5) C243)  [C(244) | 1.393(9)
Zn(11) IN(15) | 2.055(5) C(301)  [C(302) | 1.441(8)
Zn(2l) IN@D) | 2.121(3) C(301)  [C(338) | 1.397(8)
Zn(21) IN@22) | 2.080(4) C(302)  |c(303) | 1.350(8)
Zn(21) [N@23) | 2.071(4) C(303)  [C(304) | 1.441(8)
Zn(21) [N@4) | 2071(3) C(304)  [C(305) | 1.410(7)
Zn(2l) IN@25) | 2.073() C(305)  |C(306) | 1.486(9)
Zn(3l) INGL) | 2.127(3) C(305)  [c(312) | 1.416(8)
Zn(31) |N(32) | 2.068(5) C(306)  |C(307) | 1.375(7)
Zn(31) IN(GB3) | 2.061(4) C(306)  |C(311) | 1.413(10)
Zn(31) |N(34) | 2.071(4) C(307)  |c(308) | 1.380(10)
Zn(31) IN(G35) | 2.069(4) C(308)  |C(309) | 1.351(10)
o(11) lc(ie) | 1.282(5) C(309)  |C(310) | 1.353(11)
0(12) lc(e) | 1.217(5) C(310)  |c(311) | 1.401(12)
0@ |c(26) | 1.290(5) C(312)  [C(313) | L.444(7)
0(22) [c(26) | 121605 C(313)  |C(314) | 1.346(9)
0Bl |c(36) | 1.278(5) C(314)  |C(315) | 1.445(8)
0(32) c(36) | 1.232(5) C(315)  [c(316) | 1.389(9)
N(11) [c(13) | 1.268(6) C(316)  [c(317) | 1501(7)
N(11) [c(14) | 1.300(7) C(316)  |C(323) | 1.406(8)
N(12) [C(101) | 1.365(6) C(317)  |c(318) | 1.388(9)
N(12) [C(104) | 1.368(6) C@317)  [c(322) | 1.388(8)
N(13) |C(112) | 1.373(8) C(318)  |C(319) | 1.413(8)
N(13) |C(115) | 1.368(7) C(319)  [C(320) | 1.362(12)
N(14)  [C(123) | 1.349(9) C(320)  |c(321) | 1.384(12)
N(14) |C(126) | 1.355(9) C(321)  [c(322) | 1.401(8)
N(15)  |C(134) | 1.376(7) C(323)  [C(324) | 1.436(9)
N(15) |C(137) | 1.366(6) C(324)  |c(325) | 1.339(8)
N@2D)  [C(23) | 1.336(5) C(325)  |C(326) | 1.447(7)
N2L)  [C24) | 1.341(5) C(326)  |C(327) | 1.398(7)
N(22) |c(201) | 1.370(6) C(327)  [C(328) | 1.492(8)
N(22) |C(204) | 1.371(6) C(327)  [C(334) | 1414(7)
N@23) |C(212) | 1.373(5) C(328)  |C(329) | 1.400(8)
N(@23) |C(215) | 1.378(6) C(328)  |C(333) | 1.391(7)
N(@24)  |C(223) | 1.380(5) C(329)  |C(330) | 1.376(9)
N(24) |C(226) | 1.366(6) C(330)  [C(331) | 1.374(9)
N(25) [C(234) | 1.374(6) C(331)  [C(332) | 1.390(9)
N(25) |C(237) | 1.372(6) C(332)  |c(333) | 1.388(9)
NGL)  [C(33) | 1.332(5) C(334)  |C(335) | 1.444(7)
NGL)  |C(34) | 1.343(5) C(335)  |C(336) | 1.345(8)
N(32) |c(301) | 1.376(6) C(336)  |C(337) | 1.444(8)
N(32) [C(304) | 1.360(8) C(337)  |c(338) | 1.389(8)
N(33) [C(312) | 1.371(8) C(338)  |C(339) | 1.500(6)

sS4




Ta6a. S2. Jnunbl cBsi3eii B CPs+2.

AToM | AToM d/A AToM ATom d/A
N(33) |C(315) | 1.379(6) C(339)  [C(340) | 1.383(8)
N(34)  [C(323) | 1.370(6) C(339)  [C(344) | 1.366(7)
N(34) [C(326) | 1.365(7) C(340)  [C(341) | 1.384(8)
N(G35)  [C(334) | 1.358(7) CG34l)  |c(342) | 1.356(8)
N(35)  |C(337) | 1.376(6) C(342)  |C(343) | 1.352(8)
cal)  lc2) | 1.326(7) C(343)  |C(344) | 1.389(7)
cal) lc@as) | 1.370(8) Zn(4l)  [0(41) | 2.108(3)
C(1l) lc(1e) | 1.502(6) Zn(4l) N1 | 2.053(4)
C(12) lc(13) | 1.389(7) Zn(41)  N(@2) | 2.065(4)
C(14) [c5) | 1377(8) Zn(4l)  |N(@43) | 2.055(4)
cel)  lce2) | 1.392(6) Zn(d1)  N(@4) | 2.064(4)
cel)  lces) | 1.392(5) N(41) C(401) | 1.378(6)
C21) Ic(26) | 1.508(5) N(41) C(404) | 1.369(5)
C22) Ice3) | 138205 N(42) C(412) | 1.362(6)
C24) [c(25) | 1375(5) N(42) C(415) | 1.344(8)
C3l) [c(32) | 1.390() N(43) C(423) | 1.342(8)
C3L) |c(35) | 1.388(5) N(43) C(426) | 1.368(6)
C31) lc@6) | 1.507(5) N(44) C(434) | 1.375(5)
C(32) c(33) | 1.383(6) N(44) C(437) | 1.359(6)
C(34) |c(35) | 1.368(6) C401)  |C(402) | 1.451(6)
C(101) |C(102) | 1.430(7) C(01)  |C(438) | 1.396(6)
C(101) |c(138) | 1.407(7) C(402)  |C(403) | 1.344(6)
C(102) |c(103) | 1.337(8) C(403)  |C(404) | 1.453(6)
C(103) |C(104) | 1.441(7) C(404)  |C(405) | 1.394(6)
C(104) |C(105) | 1.413(7) C(405)  |C(406) | 1.491(6)
C(105) |C(106) | 1.474(8) C(405)  [c(a12) | 1.407(7)
C(105) |c(112) | 1.415(7) C(406)  |C(407) | 1.388(6)
C(106) |C(107) | 1.393(8) C(406)  |C(a11) | 1.392(6)
C(106) |C(111) | 1.396(7) C(407)  |C(408) | 1.396(7)
C(107) |c(108) | 1.384(9) C(408)  |C(409) | 1.362(9)
C(108) |C(109) | 1.390(9) C(409)  [c(410) | 1.372(9)
C(109) |Cc(110) | 1.375(9) C(410)  [c(a11) | 1.390(7)
C(110) lc(111) | 1.381(8) C412)  [c(a13) | 1.426(7)
C(112) lc(113) | 1.436(8) C(413)  [C(414) | 1.340(10)
C(113) |C(114) | 1345(11) C(414)  [Cc(415) | 1457(9)
C(114) |Cc(115) | 1.410(12) C(415)  [c(416) | 1.404(9)
C(115) |C(116) | 1.409(12) C(416)  [C(423) | 1.416(9)
C(116) |c(117) | 1.597(9) c@1e)  c() 1.590(9)
C(116) [c(123) | 1.378(13) C(423)  [C(424) | 1.445(8)
C(117) |c(118) | 1.3900 C(424)  [c(425) | 1.343(9)
C(117) |c(122) | 1.3900 C(425)  |c(a26) | 1.449(7)
C(118) |C(119) | 1.3900 C(426)  |c(a27) | 1.392(7)
C(119) |C(120) | 1.3900 C@427)  |c(428) | 1.500(6)
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Ta6a. S2. Jnunbl cBsi3eii B CPs+2.

AToM | AToM d/A AToM ATom d/A
C(120) |c(121) | 1.3900 C@27)  [c(@34) | 1.413(7)
C(121) |c(122) | 1.3900 C(428)  [C(429) | 1.370(6)
C(123) |C(124) | 1.454(10) C(428)  [C(433) | 1.392(7)
C(124) [c(125) | 1.332(13) C(429)  |C(430) | 1.392(6)
C(125) |C(126) | 1.448(8) C(430)  |c(431) | 1.365(8)
C(126) [C(127) | 1.396(9) C(431)  |C(432) | 1.351(9)
C(127) lc(128) | 1.510(9) C(432)  |c(433) | 1.380(8)
C(127) |c(134) | 1.401(8) C(434)  |c(435) | 1.435(7)
C(128) [C(129) | 1.377(8) C(435)  |C(436) | 1.349(7)
C(128) [C(133) | 1.364(8) C(436)  |C(437) | 1.446(6)
C(129) [C(130) | 1.392(12) C(437)  |C(438) | 1.412(6)
C(130) |c(131) | 1.401(11) C(438)  |C(439) | 1.484(7)
C(131) |c(132) | 1.378(10) C(439)  |C(440) | 1.388(7)
C(132) |c(133) | 1.372(10) C(439)  [C(444) | 1.406(7)
C(134) |C(135) | 1.440(9) C(440)  |c(ad1) | 1.387(7)
C(135) |C(136) | 1.351(8) C441)  [c(442) | 1.386(8)
C(136) |C(137) | 1.442(8) C(442)  [C(443) | 1.365(10)
C(137) |c(138) | 1.405(7) C(443)  [C(a44) | 1.396(9)
C(138) |C(139) | 1.500(7) CI(1S)  lc(1S) | 1.902(8)
C(139) |C(140) | 1.388(8) Ci2S)  lc(1s) | 1.733(6)
C(139) |C(144) | 1.396(10) C(1S) ci(1) 1.983(9)
C(140) |C(141) | 1.370(11) CI3S)  [c(2S) | 1.753(16)
C(141) |c(142) | 1.398(18) Cl4s)  [c(2S) | 1.700(11)
C(142) |c(143) | 1.34(2) N(51) CG1) | 1514(8)
C(143) |C(144) | 1.402(12) N(51) c®61l) | 1.529(7)
C(201) |C(202) | 1.446(6) N(51) C1) | 1.539(7)
C(201) [C(238) | 1.394(7) N(51) C8l) | 1511(8)
C(202) |C(203) | 1.347(8) C(51) C(52) | 1.510(8)
C(203) |C(204) | 1.451(6) C(52) C(53) | 1.486(8)
C(204) |C(205) | 1.407(7) C(53) C54) | 1.538(8)
C(205) |C(206) | 1.485(6) C(61) C62) | 1.528(9)
C(205) |C(212) | 1.401(6) C(62) C63) | 1.533(11)
C(206) |C(207) | 1.400(7) C(63) C(64) | 1.549(12)
C(206) |C(211) | 1.397(7) c(71) C(72) | 1511(9)
C(207) |C(208) | 1.378(8) C(72) C(73) | 1.544(8)
C(208) |C(209) | 1.389(10) C(73) C(74) | 1.524(9)
C(209) |C(210) | 1.375(10) c@1) C®62) | 15350)
C(210) lc(211) | 1.391(7) C(82) C(83) | 1.504(13)
C(212) |c(213) | 1.430(7) C(83) C(84) | 1.379(16)
C(213) |C(214) | 1.368(6) cl6s)  |c(3S) 181(2)
C(214) |c(215) | 1.437(6) CIGS)  |c(39) 1.85(2)
C(215) |C(216) | 1.408(6) C(20) C(419) | 1.3900
C(216) |C(217) | 1.497(6) C(20) C(421) | 1.3900
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Ta6a. S2. Jnunbl cBsi3eii B CPs+2.

AToM | ATOoMm d/A ATOoM AToMm d/A
C(216) |C(223) 1.392(6) C(419) C(418) 1.3900
C(217) |C(218) 1.384(6) C(418) C(1) 1.3900
C(217) |C(222) 1.400(5) C(1) C(422) 1.3900
C(218) [C(219) 1.402(6) C(422) C(421) 1.3900
C(219) |[C(220) 1.395(6)
11-X,1-Y,1-Z
Ta6u. S3. BanenTHsle yribl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/

Mo(2) [I(1) |Mo(1) 56.80(4) C(136)|C(135)[C(134) 106.9(5)
Mo(3) [I(1) |Mo(1) 56.81(3) C(135)|C(136)(C(137) 107.3(5)
Mo(3) I(1) [Mo(2) 57.10(3) N(15) |C(137)/C(136) 109.5(5)
Mo(1) I(2) |Mo(2)* 57.05(3) N(15) |C(137)/C(138) 124.6(5)
Mo(3)}1(2) Mo(1) 57.39(3) C(138)|C(137)/C(136) 125.9(5)
Mo(3)}1(2) [Mo(2)* 57.517(19) C(101)|C(138)|C(139) 117.2(5)
Mo(1) (I(3) [Mo(3) 57.16(2) C(137)|C(138)/C(101) 126.0(5)
Mo(2)YI(3)  [Mo(1) 57.12(2) C(137)|C(138)/C(139) 116.9(5)
Mo(2)YI(3)  [Mo(3) 57.34(2) C(140)|C(139)/C(138) 121.0(6)
Mo(1)}1(4) |Mo(2)* 56.79(2) C(140)|C(139)|C(144) 119.9(6)
Mo(1)Y1(4) [Mo(3) 56.70(3) C(144)|C(139)/C(138) 119.0(6)
Mo(3) [I(4) [Mo(2)! 56.72(2) C(141)|C(140)|C(139) 120.7(9)
1(2) [Mo(1) |I(2) 176.637(14) C(140)|C(141)C(142) 119.9(9)
1(2) [Mo(1) [I(4)* 89.56(3) C(143)|C(142)C(141) 119.1(9)
1(3) [Mo(1) [I(2) 89.95(3) C(142)|C(143)|C(144) 123.0(12)
1(3) [Mo(1) I(2) 90.20(3) C(139)|C(144)/C(143) 117.3(10)
1(3) [Mo(1) [I(4)} 175.735(14) N(22) |C(201)/C(202) 109.1(4)
1(4)!  [Mo(1) [I(1) 90.04(3) N(22) |C(201)/C(238) 126.2(4)
Mo(2) [Mo(1) |I(1) 61.38(3) C(238)|C(201)/C(202) 124.7(4)
Mo(2)Mo(1) [I(2) 121.36(3) C(203)|C(202)|C(201) 107.3(4)
Mo(2) [Mo(1) [I(2) 121.19(4) C(202)|C(203)|C(204) 107.4(4)
Mo(2)}Mo(1) [I(2) 61.53(3) N(22) |C(204)/C(203) 108.8(4)
Mo(2)YMo(1) [I(3) 61.39(4) N(22) |C(204)/C(205) 126.1(4)
Mo(2) [Mo(1) [I(3) 121.73(2) C(205)|C(204)|C(203) 125.2(4)
Mo(2) [Mo(1) [I(4)* 61.81(2) C(204)|C(205)|C(206) 118.0(4)
Mo(2)YMo(1) [I(4)* 122.02(4) C(212)|C(205)|C(204) 124.8(4)
Mo(2)}Mo(1) Mo(2) 90.29(3) C(212)|C(205)(C(206) 117.2(4)
Mo(2)}Mo(1) [Mo(3)* 60.28(3) C(207)|C(206)(C(205) 122.4(5)
Mo(2)YMo(1) Mo(3) 60.27(2) C(211)|C(206)(C(205) 120.3(4)
Mo(3) [Mo(1) [I(1) 61.10(3) C(211)|C(206)|C(207) 117.3(5)
Mo(3)Mo(1) [I(1) 121.45(4) C(208)|C(207)|C(206) 121.5(6)
Mo(3) [Mo(1) [I(2) 121.79(3) C(207)|C(208)|C(209) 120.3(6)
Mo(3)YMo(1) [I(2) 61.13(4) C(210)|C(209)(C(208) 119.3(5)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/
Mo(3) [Mo(1) [I(3) 61.65(3) C(209)|C(210)|C(211) 120.6(6)
Mo(3)YMo(1) [I(3) 121.66(3) C(210)|C(211)[C(206) 121.0(5)
Mo(3)YMo(1) [I(4)} 61.76(2) N(23) |C(212)(C(205) 125.4(4)
Mo(3) [Mo(1) [I(4)} 121.88(3) N(23) |C(212)C(213) 110.0(4)
Mo(3)}Mo(1) [Mo(2) 60.07(3) C(205)|C(212)|C(213) 124.6(4)
Mo(3) [Mo(1) Mo(2) 60.09(2) C(214)|C(213)|C(212) 106.9(4)
Mo(3)YMo(1) [Mo(3) 90.33(3) C(213)|C(214)[C(215) 107.0(4)
0O(11) Mo(2) |I(2) 84.18(10) N(23) |C(215)C(214) 109.5(4)
0O(11) Mo(2) I(2) 92.46(10) N(23) |C(215)C(216) 124.8(4)
0O(11) Mo(2) [I(3) 89.18(9) C(216)|C(215)|C(214) 125.7(4)
O(11) [Mo(1) |I(4)* 86.57(9) C(215)|C(216)|C(217) 115.6(4)
O(11) [Mo(1) [Mo(2)* 138.51(9) C(223)|C(216)|C(215) 125.6(4)
0O(11) |Mo(2) |[Mo(2) 131.13(9) C(223)|C(216)|C(217) 118.6(4)
O(11) [Mo(1) [Mo(3)! 136.86(10) C(218)|C(217)|C(216) 122.1(4)
0O(11) |Mo(2) |[Mo(3) 132.55(10) C(218)|C(217)|C(222) 118.5(4)
1(1) [Mo(2) |I(4)} 90.05(3) C(222)|C(217)|C(216) 119.3(4)
12} [Mo(2) [I(2) 89.20(3) C(217)|C(218)|C(219) 120.6(4)
12} [Mo(2) [I(4)} 176.740(13) C(220)|C(219)|C(218) 119.7(4)
13! [Mo(2) [I(1) 176.338(13) C(221)|C(220)|C(219) 119.8(4)
13! [Mo(2) [I(2)* 90.20(3) C(220)|C(221)/C(222) 120.3(4)
1(3)!  [Mo(2) [I(4)! 90.35(3) C(221)|C(222)|C(217) 121.1(4)
Mo(1) [Mo(2) [I(1) 61.81(3) N(24) |C(223)/C(216) 125.9(4)
Mo(1)YMo(2) [I(2) 121.18(3) N(24) |C(223)/C(224) 109.2(4)
Mo(1)}Mo(2) [I(2)} 61.43(2) C(216)|C(223)|C(224) 124.9(4)
Mo(1) [Mo(2) [I(2)* 120.84(2) C(225)|C(224)|C(223) 107.7(4)
Mo(1)YMo(2) [I(3)* 61.49(3) C(224)|C(225)|C(226) 107.1(4)
Mo(1) [Mo(2) [I(3)* 121.44(3) N(24) |C(226)|C(225) 109.0(4)
Mo(1)}Mo(2) [I(4)} 121.56(2) N(24) |C(226)|C(227) 125.9(4)
Mo(1) [Mo(2) [I(4)} 61.40(2) C(227)|C(226)|C(225) 125.1(4)
Mo(1)}Mo(2) Mo(1) 89.71(3) C(226)|C(227)|C(228) 116.9(4)
Mo(1)}{Mo(2) [Mo(3) 60.02(4) C(226)|C(227)|C(234) 125.3(4)
Mo(1)Mo(2) [Mo(3)* 60.03(3) C(234)|C(227)|C(228) 117.8(4)
Mo(1) [Mo(2) Mo(3) 59.83(2) C(229)|C(228)|C(227) 121.1(4)
Mo(3)YMo(2) [I(2) 121.64(4) C(233)|C(228)|C(227) 120.8(4)
Mo(3) [Mo(2) [I(1) 61.17(2) C(233)|C(228)|C(229) 118.1(4)
Mo(3)}Mo(2) [I(2)} 121.45(3) C(230)|C(229)|C(228) 120.9(5)
Mo(3) [Mo(2) [I(2)* 61.02(2) C(231)|C(230)|C(229) 120.1(6)
Mo(3)}Mo(2) [I(3)* 61.61(4) C(230)|C(231)/C(232) 120.2(5)
Mo(3) [Mo(2) [I(3)* 121.50(2) C(231)|C(232)|C(233) 120.2(5)
Mo(3) [Mo(2) [I(4)} 121.20(3) C(228)|C(233)|C(232) 120.5(5)
Mo(3)}Mo(2) [I(4)} 61.54(3) N(25) |C(234)/C(227) 125.5(4)
Mo(3)}Mo(2) [Mo(1) 59.84(4) N(25) |C(234)/C(235) 109.4(4)
Mo(3)}Mo(2) [Mo(3) 90.04(3) C(227)|C(234)|C(235) 124.9(4)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/
0O(21) Mo(2) |I(1) 86.35(8) C(236)|C(235)|C(234) 106.8(4)
0(21) Mo(2) [I(2)* 90.83(8) C(235)|C(236)(C(237) 107.2(4)
0(21) [Mo(2) I(3)* 90.05(8) N(25) |C(237)C(236) 109.7(4)
0(21) Mo(2) [I(4)* 85.96(8) N(25) |C(237)/C(238) 125.0(4)
0O(21) Mo(2) [Mo(1) 132.27(8) C(238)|C(237)|C(236) 125.3(4)
0(21) [Mo(2) [Mo(1)* 138.02(8) C(201)|C(238)|C(237) 125.9(4)
0(21) |Mo(2) [Mo(3)} 134.61(8) C(201)|C(238)[C(239) 116.5(4)
0(21) [Mo(2) Mo(3) 135.18(8) C(237)|C(238)[C(239) 117.6(4)
1)) [Mo(3) I(3) 90.24(3) C(240)|C(239)(C(238) 121.0(5)
1(1) [Mo(3) [I(4) 175.998(14) C(244)|C(239)|C(238) 120.4(5)
12!  [Mo(3) [I(1) 89.74(3) C(244)|C(239)|C(240) 118.5(5)
12! [Mo(3) [I(3) 176.737(14) C(239)|C(240)|C(241) 120.2(6)
12! [Mo(3) [I(4) 89.63(3) C(242)|C(241)/C(240) 119.9(7)
1(3) [Mo(3) |I(4) 90.16(3) C(243)|C(242)|C(241) 120.2(6)
Mo(1) [Mo(3) |I(1) 62.09(2) C(242)|C(243)|C(244) 121.2(7)
Mo(1)YMo(3) [I(2) 121.41(3) C(239)|C(244)|C(243) 120.1(7)
Mo(1) [Mo(3) [I(2)} 121.53(2) N(32) |C(301)/C(302) 109.0(5)
Mo(1)}Mo(3) [I(2)} 61.48(3) N(32) |C(301)/C(338) 125.6(5)
Mo(1) [Mo(3) [I(3) 61.19(2) C(338)|C(301)/C(302) 125.4(5)
Mo(1)Mo(3) [I(3) 121.14(3) C(303)|C(302)|C(301) 107.1(5)
Mo(1)Mo(3) [I(4) 61.55(3) C(302)|C(303)|C(304) 107.3(6)
Mo(1) [Mo(3) [I(4) 121.45(2) N(32) |C(304)/C(303) 109.4(5)
Mo(1)}Mo(3) [Mo(1) 89.67(3) N(32) |C(304)/C(305) 125.4(5)
Mo(1) [Mo(3) [Mo(2)* 59.71(3) C(305)|C(304)|C(303) 125.1(6)
Mo(1)Mo(3) [Mo(2)* 60.09(4) C(304)|C(305)|C(306) 118.6(5)
Mo(1)YMo(3) [Mo(2) 59.70(2) C(304)|C(305)|C(312) 124.7(6)
Mo(1) [Mo(3) [Mo(2) 60.08(2) C(312)|C(305)|C(306) 116.7(5)
Mo(2) [Mo(3) [I(1) 61.73(4) C(307)|C(306)|C(305) 121.5(6)
Mo(2)YMo(3) [I(1) 121.78(3) C(307)|C(306)|C(311) 115.3(6)
Mo(2)!Mo(3) [I(2)} 121.55(4) C(311)|C(306)|C(305) 123.2(5)
Mo(2) [Mo(3) [I(2)* 61.46(2) C(306)|C(307)|C(308) 121.4(6)
Mo(2)Mo(3) [I(3) 61.06(4) C(309)|C(308)|C(307) 121.2(6)
Mo(2) [Mo(3) [I(3) 121.27(2) C(308)|C(309)/C(310) 121.0(8)
Mo(2)}Mo(3) [I(4) 61.75(3) C(309)|C(310)|C(311) 117.5(8)
Mo(2) [Mo(3) [I(4) 121.22(4) C(310)|C(311)/C(306) 123.0(7)
Mo(2)Mo(3) Mo(2) 89.96(3) N(33) |C(312)/C(305) 126.5(5)
O(31) Mo(3) |I(1) 90.99(9) N(33) |C(312)/C(313) 109.2(5)
0(31) [Mo(3) I(2)* 90.79(9) C(305)|C(312)|C(313) 124.2(6)
O(31) Mo(3) [I(3) 85.94(9) C(314)|C(313)/C(312) 107.1(6)
O(31) Mo(3) |I(4) 85.07(9) C(313)|C(314)/C(315) 107.9(5)
0O(31) Mo(3) |[Mo(1) 135.35(9) N(33) |C(315)/C(314) 108.5(5)
0(31) [Mo(3) [Mo(1)! 134.69(9) N(33) |C(315)/C(316) 125.5(5)
0(31) [Mo(3) [Mo(2)! 130.95(8) C(316)|C(315)/C(314) 126.0(5)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/
0O(31) Mo(3) |[Mo(2) 139.09(8) C(315)|C(316)|C(317) 117.4(5)
N(12) |Zn(11)|N(11) 100.33(16) C(315)|C(316)(C(323) 126.0(5)
N(12) |Zn(11)|N(14) 161.02(16) C(323)|C(316)(C(317) 116.6(6)
N(13) [Zn(11)|N(11) 101.1(2) C(318)|C(317)[C(316) 120.2(5)
N(13) [Zn(11)|N(12) 88.40(17) C(322)|C(317)|C(316) 121.0(6)
N(13) [Zn(11)|N(14) 88.3(2) C(322)|C(317)/C(318) 118.9(5)
N(14) |Zn(11)|N(11) 98.65(17) C(317)|C(318)|C(319) 120.0(7)
N(15) [Zn(11)|N(11) 96.54(15) C(320)|C(319)[C(318) 120.5(8)
N(15) [Zn(11)|N(12) 88.91(16) C(319)|C(320)[C(321) 120.2(6)
N(15) [Zn(11)|N(13) 162.31(19) C(320)|C(321)/C(322) 119.7(7)
N(15) [Zn(11)|N(14) 88.6(2) C(317)|C(322)|C(321) 120.8(7)
N(22) [Zn(21)|N(21) 95.56(13) N(34) |C(323)/C(316) 125.2(5)
N(23) [Zn(21)|N(21) 96.39(14) N(34) |C(323)/C(324) 109.0(5)
N(23) [Zn(21)|N(22) 87.95(15) C(316)|C(323)|C(324) 125.7(5)
N(23) [Zn(21)|N(24) 88.78(14) C(325)|C(324)/C(323) 107.9(5)
N(23) [Zn(21)|N(25) 162.42(13) C(324)|C(325)|C(326) 106.8(6)
N(24) [Zn(21)|N(21) 104.90(13) N(34) |C(326)|C(325) 109.3(4)
N(24) [Zn(21)|N(22) 159.52(13) N(34) |C(326)|C(327) 125.8(5)
N(24) [Zn(21)|N(25) 88.29(15) C(327)|C(326)|C(325) 124.9(6)
N(25) [Zn(21)|N(21) 101.12(14) C(326)|C(327)|C(328) 118.4(5)
N(25) [Zn(21)|N(22) 88.75(15) C(326)|C(327)|C(334) 124.7(6)
N(32) [Zn(31)|N(31) 97.42(16) C(334)|C(327)|C(328) 116.9(4)
N(32) [Zn(31)|N(34) 166.03(16) C(329)|C(328)|C(327) 121.9(5)
N(32) [Zn(31)|N(35) 89.26(18) C(333)|C(328)|C(327) 121.1(5)
N(33) [Zn(31)|N(31) 97.59(16) C(333)|C(328)/C(329) 117.0(6)
N(33) [Zn(31)|N(32) 89.25(19) C(330)|C(329)/C(328) 121.3(5)
N(33) [Zn(31)|N(34) 88.80(19) C(331)|C(330)/C(329) 121.4(6)
N(33) [Zn(31)|N(35) 162.08(16) C(330)|C(331)/C(332) 118.3(6)
N(34) [Zn(31)|N(31) 96.54(15) C(333)|C(332)/C(331) 120.5(6)
N(35) [Zn(31)|N(31) 100.31(15) C(332)|C(333)/C(328) 121.4(5)
N(35) [Zn(31)|N(34) 88.35(17) N(35) |C(334)/C(327) 125.7(5)
C(16) |O(11) |Mo(1) 139.6(3) N(35) |C(334)/C(335) 109.7(4)
C(26) |0O(21) |Mo(2) 130.8(2) C(327)|C(334)/C(335) 124.6(5)
C(36) |O(31) |Mo(3) 135.8(3) C(336)|C(335)|C(334) 107.1(5)
C(13) |N(11) |Zzn(11) 123.9(3) C(335)|C(336)|C(337) 107.2(4)
C(13) |N(11) |C(14) 116.6(5) N(35) |C(337)|C(336) 109.1(5)
C(14) |IN(11) |Zn(11) 119.2(4) N(35) |C(337)/C(338) 126.4(5)
C(101)|N(12) |zn(11) 126.0(3) C(338)|C(337)|C(336) 124.5(4)
C(101)|N(12) |C(104) 106.4(4) C(301)|C(338)|C(339) 117.6(5)
C(104)|N(12) |Zzn(11) 127.4(3) C(337)|C(338)|C(301) 125.6(4)
C(112)|N(13) |Zzn(11) 126.4(4) C(337)|C(338)|C(339) 116.7(5)
C(115)|N(13) |Zn(11) 125.9(4) C(340)|C(339)/C(338) 121.6(5)
C(115)|N(13) |C(112) 106.3(6) C(344)|C(339)/C(338) 121.1(4)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/
C(123)|N(14) |Zn(11) 125.8(5) C(344)|C(339)/C(340) 117.2(5)
C(123)|N(14) |C(126) 106.8(5) C(339)|C(340)[C(341) 121.0(6)
C(126)|N(14) |Zn(11) 126.3(4) C(342)|C(341)[C(340) 120.8(6)
C(134)|N(15) |Zn(11) 125.7(4) C(343)|C(342)[C(341) 118.7(5)
C(137)|N(15) |Zn(11) 125.8(4) C(342)|C(343)|C(344) 121.1(6)
C(137)|N(15) |C(134) 106.7(5) C(339)|C(344)/C(343) 121.0(5)
C(23) [N(21) |Zn(21) 119.8(3) N(41) [Zn(41)|0(41) 96.44(14)
C(23) [N(21) [C(24) 117.9(3) N(41) [Zn(41)|N(42) 88.64(16)
C(24) [N(21) |Zn(21) 122.3(3) N(41) [Zn(41)|N(43) 164.48(18)
C(201)|N(22) |Zzn(21) 126.1(3) N(41) [Zn(41)|N(44) 88.48(15)
C(201)|N(22) |C(204) 107.5(4) N(42) |Zn(41)|0(41) 98.20(18)
C(204)|N(22) |Zn(21) 126.1(3) N(43) [Zn(41)|0(41) 99.08(17)
C(212)|N(23) |Zn(21) 125.4(3) N(43) [Zn(41)|N(42) 88.95(16)
C(212)|N(23) |C(215) 106.5(4) N(43) [Zn(41)|N(44) 88.91(17)
C(215)|N(23) |Zn(21) 125.5(3) N(44) |Zn(41)|0(41) 100.42(13)
C(223)|N(24) |Zn(21) 126.4(3) N(44) |Zn(41)|N(42) 161.35(19)
C(226)|N(24) |Zn(21) 126.6(3) C(401)|N(41) |Zn(41) 125.6(3)
C(226)|N(24) |C(223) 106.9(3) C(404)N(41) |Zn(41) 126.3(3)
C(234)|N(25) |Zn(21) 126.0(3) C(404)IN(41) |C(401) 106.6(4)
C(237)|N(25) |Zn(21) 126.5(3) C(412)|N(42) |Zn(41) 127.2(3)
C(237)|N(25) |C(234) 106.9(4) C(415)|N(42) |Zn(41) 126.3(4)
C(33) |N(31) |Zn(31) 120.4(3) C(415)|N(42) |C(412) 106.5(4)
C(33) |N(31) |C(34) 118.3(4) C(423)|N(43) |Zn(41) 126.6(4)
C(34) |N(31) |Zn(31) 121.3(3) C(423)|N(43) |C(426) 106.3(4)
C(301)|N(32) |Zn(31) 125.7(4) C(426)|N(43) |Zn(41) 126.5(4)
C(304)|N(32) |Zn(31) 126.3(3) C(434)IN(44) |Zn(41) 126.7(3)
C(304)|N(32) |C(301) 107.1(5) C(437)|N(44) |Zn(41) 126.7(3)
C(312)|N(33) |Zn(31) 125.7(3) C(437)|N(44) |C(434) 106.5(4)
C(312)|N(33) |C(315) 107.3(5) N(41) |C(401)/C(402) 109.1(4)
C(315)|N(33) |Zn(31) 125.9(4) N(41) |C(401)/C(438) 125.6(4)
C(323)|N(34) |Zn(31) 125.1(4) C(438)|C(401)C(402) 125.2(4)
C(326)|N(34) |Zn(31) 126.2(3) C(403)|C(402)|C(401) 107.5(4)
C(326)|N(34) |C(323) 107.0(5) C(402)|C(403)|(C(404) 106.9(4)
C(334)|N(35) |Zn(31) 127.3(3) N(41) |C(404)/C(403) 109.7(4)
C(334)|N(35) |C(337) 106.9(4) N(41) |C(404)/C(405) 125.4(4)
C(337)|N(35) |Zn(31) 125.8(4) C(405)|C(404)|C(403) 124.8(4)
C(12) |C(11) |C(15) 115.6(5) C(404)|C(405)|C(406) 117.0(4)
C(12) |C(11) |C(16) 123.5(4) C(404)|C(405)C(412) 125.4(4)
C(15) |C(11) |C(16) 120.6(4) C(412)|C(405)|C(406) 117.5(4)
C(11) |C(12) |IC(13) 120.4(5) C(407)|C(406)|C(405) 123.4(4)
N(11) |C(13) |C(12) 124.0(5) C(407)|C(406)|C(411) 118.5(4)
N(11) |C(14) |C(15) 123.2(6) C(411)|C(406)|C(405) 118.1(4)
C(11) |C(15) |C(14) 119.7(6) C(406)|C(407)|C(408) 119.9(5)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/

0O(11) |C(16) |C(11) 112.4(4) C(409)|C(408)|C(407) 120.5(5)
0(12) [C(16) |O(11) 127.1(4) C(408)|C(409)(C(410) 120.7(5)
0(12) [C(16) |C(11) 120.5(4) C(409)|C(410)[C(411) 119.3(5)
C(22) |C(21) |C(25) 118.6(3) C(410)|C(411)[C(406) 121.1(5)
C(22) |C(21) |C(26) 121.7(3) N(42) |C(412)/C(405) 125.1(4)
C(25) |C(21) |C(26) 119.8(4) N(42) |C(412)/C(413) 110.3(5)
C(23) [C(22) |C(21) 118.4(4) C(405)|C(412)[C(413) 124.6(5)
N(21) |C(23) |C(22) 123.2(4) C(414)/C(413)[C(412) 107.1(5)
N(21) |C(24) |C(25) 123.0(4) C(413)|C(414)[C(415) 106.2(6)
C(24) |C(25) |C(21) 118.8(4) N(42) |C(415)/C(414) 109.8(6)
0O(21) |C(26) |C(21) 113.5(3) N(42) |C(415)/C(416) 126.2(6)
0(22) |C(26) |0(21) 127.0(3) C(416)|C(415)|C(414) 123.9(6)
0(22) |C(26) |C(21) 119.4(3) C(415)|C(416)|C(423) 124.6(7)
C(32) |C(31) |C(36) 121.3(3) C(415)|C(416)(C(1) 114.0(6)
C(35) |C(31) |C(32) 118.5(4) C(423)|C(416)(C(1) 113.2(6)
C(35) |C(31) |C(36) 120.2(3) N(43) |C(423)/C(416) 125.4(6)
C(33) |C(32) |C(31) 118.8(4) N(43) |C(423)/C(424) 110.8(5)
N(31) |C(33) |C(32) 122.6(4) C(416)|C(423)|C(424) 123.8(6)
N(31) |C(34) |C(35) 122.9(4) C(425)|C(424)|C(423) 106.6(6)
C(34) |C(35) |C(31) 118.9(4) C(424)|C(425)|C(426) 106.5(5)
O(31) |C(36) |C(31) 112.2(3) N(43) |C(426)/C(425) 109.8(5)
0(32) |C(36) |0(31) 127.3(4) N(43) |C(426)/C(427) 125.7(5)
0(32) |C(36) |C(31) 120.4(3) C(427)|C(426)|C(425) 124.5(4)
N(12) (C(101)|C(102) 109.6(4) C(426)|C(427)|C(428) 118.9(5)
N(12) |C(101)|C(138) 125.2(4) C(426)|C(427)|C(434) 125.4(4)
C(138)|C(101)|C(102) 125.2(4) C(434)|C(427)|C(428) 115.6(4)
C(103)|C(102)|C(101) 107.7(4) C(429)|C(428)|C(427) 121.2(4)
C(102)|C(103)|C(104) 106.8(5) C(429)|C(428)|C(433) 117.6(5)
N(12) (C(104)|C(103) 109.5(4) C(433)|C(428)|C(427) 121.1(4)
N(12) (C(104)|C(105) 125.9(4) C(428)|C(429)|C(430) 121.0(5)
C(105)|C(104)|C(103) 124.6(5) C(431)|C(430)|C(429) 120.2(5)
C(104)|C(105)|C(106) 118.5(4) C(432)|C(431)/C(430) 119.5(5)
C(104)|C(105)|C(112) 124.0(5) C(431)|C(432)|C(433) 121.0(6)
C(112)|C(105)|C(106) 117.5(5) C(432)|C(433)|C(428) 120.6(6)
C(107)|C(106)|C(105) 121.5(5) N(44) |C(434)C(427) 125.0(4)
C(107)|C(106)|C(111) 117.7(5) N(44) |C(434)/C(435) 109.5(4)
C(111)|C(106)|C(105) 120.8(5) C(427)|C(434)|C(435) 125.5(4)
C(108)|C(107)|C(106) 120.5(5) C(436)|C(435)|(C(434) 107.5(4)
C(107)|C(108)|C(109) 120.5(6) C(435)|C(436)|C(437) 106.5(5)
C(110)|C(109)|C(108) 119.8(6) N(44) |C(437)/C(436) 109.9(4)
C(109)|C(110)/C(111) 119.4(5) N(44) |C(437)/C(438) 126.0(4)
C(110)|C(111)|C(106) 122.0(5) C(438)|C(437)|C(436) 124.1(5)
N(13) [C(112)|C(105) 126.1(5) C(401)|C(438)|C(437) 124.2(5)
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Ta6a. S3. BanentHblie yriibl B CPs+2.

AToM | ATOM | ATOM Yroa/° AToM | ATOM | ATOM Yroa/

N(13) [C(112)|C(113) 109.4(5) C(401)|C(438)|C(439) 117.6(4)
C(105)|C(112)|C(113) 124.5(6) C(437)|C(438)|C(439) 118.2(4)
C(114)|C(113)|C(112) 106.4(7) C(440)|C(439)(C(438) 120.3(4)
C(113)|C(114)C(115) 108.3(6) C(440)|C(439)(C(444) 118.2(5)
N(13) [C(115)|C(114) 109.6(7) C(444)|C(439)/C(438) 121.3(5)
N(13) [C(115)|C(116) 123.8(8) C(441)|C(440)|C(439) 120.5(5)
C(116)|C(115)C(114) 126.5(7) C(442)|C(441)(C(440) 120.6(6)
C(115)|C(116)IC(117) 122.0(6) C(443)|C(442)[C(441) 119.9(6)
C(123)|C(116)|C(115) 127.0(6) C(442)|C(443)(C(444) 120.1(6)
C(123)|C(116)|C(117) 107.8(8) C(443)|C(444)|C(439) 120.6(6)
C(118)|C(117)|C(116) 131.3(5) CI(2S)|C(1S) (CI(1S) 98.4(4)

C(118)|C(117)|C(122) 120.0 CI(29)|C(1S) |CI(1) 95.3(3)

C(122)|C(117)|C(116) 108.6(6) CI(4S)|C(2S) |CI(3S) 113.1(8)
C(119)|C(118)|C(117) 120.0 C(51) |N(51) |C(61) 111.7(5)
C(118)|C(119)|C(120) 120.0 C(51) |IN(51) C(71) 106.7(4)
C(121)|C(120)|C(119) 120.0 C(61) |N(51) IC(71) 110.1(5)
C(122)|C(121)|C(120) 120.0 C(81) |N(51) IC(51) 111.2(5)
C(121)|C(122)|C(117) 120.0 C(81) |N(51) |C(61) 106.7(4)
N(14) [C(123)|C(116) 125.6(6) C(81) |N(51) IC(71) 110.5(5)
N(14) (C(123)|C(124) 109.7(8) C(52) |C(51) IN(51) 115.0(4)
C(116)|C(123)|C(124) 124.7(7) C(53) |C(52) |C(51) 112.0(5)
C(125)|C(124)|C(123) 106.9(6) C(52) |C(53) |C(54) 114.1(5)
C(124)|C(125)|C(126) 106.7(7) C(62) |C(61) IN(51) 116.0(5)
N(14) |C(126)|C(125) 109.9(6) C(61) |C(62) |C(63) 110.9(6)
N(14) (C(126)|C(127) 126.2(5) C(62) |C(63) |C(64) 112.8(7)
C(127)|C(126)|C(125) 123.9(7) C(72) |C(71) IN(51) 114.4(4)
C(126)|C(127)|C(128) 118.7(5) C(71) |C(72) |C(73) 109.2(5)
C(126)|C(127)|C(134) 124.8(6) C(74) |C(73) |IC(72) 112.9(6)
C(134)|C(127)|C(128) 116.5(6) N(51) |C(81) |C(82) 118.6(5)
C(129)|C(128)|C(127) 121.0(6) C(83) |C(82) |C(81) 112.3(6)
C(133)|C(128)|C(127) 118.8(5) C(84) |C(83) |C(82) 117.3(14)
C(133)|C(128)|C(129) 119.8(6) CI(6S)|C(3S) |CI(5S) 92.5(10)
C(128)|C(129)|C(130) 119.3(7) C(419)|C(20) |C(421) 120.0

C(129)|C(130)|C(131) 121.2(8) C(418)|C(419)(C(20) 120.0

C(132)|C(131)|C(130) 116.8(8) C(419)|C(418)|C(1) 120.0

C(133)|C(132)|C(131) 121.9(7) C(418)|C(1) |C(416) 110.9(7)
C(128)|C(133)|C(132) 120.5(6) C(422)|C(1) |C(416) 129.0(7)
N(15) (C(134)|C(127) 126.0(6) C(422)|C(1) |C(418) 120.0

N(15) (C(134)|C(135) 109.5(5) C(421)|C(422)[C(1) 120.0

C(127)|C(134)|C(135) 124.4(5) C(422)|C(421)C(20) 120.0

11-X,1-Y,1-Z
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Ta6u. S4. lnunbl BogopoaHbIX cBs3eil B CPs+2.

D H A d(D-H)/A d(H-A)/A d(D-A)/A D-H-A/°
O(41)H(41A)[0(12) 0.85 1.97 2.744(5) 150.2
O(41)[H(41B)|0(22)* 0.85 1.91 2.743(4) 165.4
11-X,1-Y,1-Z

2.2. PCA cynpamonexynapnozo komnaexca CPas+».

Taba. S5. Kpucramnorpadudeckue mapamMeTpsl U €Tl yTOUHEHUs CTPYKTYpbl CPa+2.

[Tapamerp CPa4+2
Bpyrro-dpopmyna Cs30H274 c1 201sM0 6 N30O12Zns
CCDC 2259979

M. M. 7543.84

T/K 100(2)
Cunronus MOHOKJIMHHASI
[Ip.rp. P2i/c

a/A 21.347(4)
b/A 25.990(5)

c/A 33.172(7)

al° 90

o 104.19(3)

)/ 90

/A 17843(7)

Z 2

pealc T/cM® 1.404

/vt 1.690

(000) 7512.0

Pasmep KpucTamia/Mm®

0,07 x 0,07 x 0,05

HcTouHuk N3JIYUCHUS

cuaxpotpoH (A = 0,745)

20 o0yacTh CKAaHUPOBAHUS/©

2.636 10 62.096

M HTEepBabl HHIEKCOB OTPaKCHUI

-29<4y<29,-25<k<35,-36 <n1<45

Hucno oTpaxkeHui

141005

Uucno HE3aBUCUMBIX OTPaKEHUN

48949 [Rint = 0,0958, Reurvia = 0,0979]

JlaHHbIe/OrpaHUYCHM S/ TITAPAMETPBI

48949/33/1843

GOOF

1.004

R[1>=20 (1]

R1=0,0833, wR> = 0.2225

R [mo Bcem pedutekcam]

R1=0,1675, wR> = 0,2763

Max/min muku 31eKTpOHHOM
mrorHoctr/ e A3

2.99/-1.60

Ta6a. S6. lnnubl cBsazeid B CPa+2.
ATOM d/A
11 2.7780(11)

d/A
1.366(13)

ATOoM
C304

ATOoM
N31
S14

ATOM
Mo2




Ta6a. S6. lnnnsl cBsazeil B CPa+2,

AtoM | AToMm d/A AToM ATom d/A

I Mol 2.7720(11) N31 C301 1.423(14)
Il Mo3 2.7720(12) C119 C120 1.358(15)
12 Mo2t | 2.7993(11) Cc217 c218 1.371(14)
12 Mol 2.7849(10) C205 C204 1.386(15)
12 Mo3 2.7828(10) C205 C206 1.504(13)
14 Mo2l | 2.7741(12) C15 Cc13 1.368(11)
14 Moll | 2.7702(10) Cc113 Cc112 1.454(13)
14 Mo3 2.7601(11) N32 Cc312 1.412(14)
13 Mol | 2.7881(12) N32 315 1.363(13)
13 Mol 2.7866(11) Cl12 C105 1.368(12)
13 Mo3' | 2.7928(11) CI5 C3S 167(3)

Mo2  |Mol 2.6323(10) Cc137 C138 1.404(13)
Mo2  |Moll | 2.6595(12) Cc137 C136 1.463(14)
Mo2  |Mo3 2.6525(11) C226 C227 1.382(12)
Mo2 Mo3! 2.6696(12) C226 C225 1.443(13)
Mo2 |03 2.109(5) C327 C326 1.376(14)
Mol  |Mo3 2.6587(12) C327 C328 1.498(14)
Mol  |Mo3' | 2.6663(11) C201 C202 1.456(16)
Mol  |o1 2.111(5) C237 C236 1.423(13)
Mo3 |05 2.213(9) C233 C232 1.413(15)
Znl N14 2.074(7) C236 C235 1.343(14)
Znl  |NL2 2.076(7) C326 C325 1.436(14)
znl  |N13 2.055(7) C204 C203 1.439(16)
Znl  N11 2.147(6) Cc128 C129 1.358(16)
Znl  N15 2.066(7) Cc128 C133 1.331(17)
72 IN23 2.075(7) C220 c221 1.338(19)
Zn2 N2l 2.141(7) C220 C219 1.408(18)
Zn2 N24 2.069(7) C324 C325 1.351(16)
Zn2 N22 2.069(8) C324 C323 1.416(16)
72 IN25 2.084(8) C339 C344 1.356(14)
Zn3 |06 2.081(7) C339 C338 1.514(15)
73 N34 2.079(8) C339 C340 1.368(16)
Zn3 N33 2.057(8) C305 C312 1.355(16)
zn3  |N3L 2.031(9) C305 C304 1.403(16)
Zn3  |N32 2.070(9) C305 C306 1.478(15)
cit  |c1s 1.765(12) C337 C338 1.390(14)
cl2  |c1s 1.758(11) C337 C336 1.425(14)
o1 Ccl4 1.300(9) C344 C343 1.409(16)
cI3  [c2S 1.757(19) Cc312 C313 1.419(15)
03 C24 1.274(10) C219 C218 1.391(16)
cle  |cas 1.49(3) C328 C333 1.360(15)
02 Ccl4 1.202(9) C328 C329 1.377(16)
cis  |cas 1.743(18) C230 C229 1.353(14)
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Ta6a. S6. lnnnsl cBsazeil B CPa+2,

AtoM | AToMm d/A AToM ATom d/A
04 Co4 1.210(10) C230 Cc231 1.328(16)
N14 C126 1.369(11) C206 C207 1.398(15)
N14 C123 1.366(11) C206 C211 1.360(16)
clo  [c5S 1.80(2) C105 C106 1517(11)
N23  |c215 1.367(12) C33 Cc32 1.470(17)
N23 Cc212 1.360(11) C33 C34 1.51(2)
cla  |c2s 1.60(2) 315 C316 1.357(15)
N12 C101 1.369(12) C315 C314 1.408(14)
N12 C104 1.353(11) C303 C304 1.444(16)
N13  |C115 1.387(11) C303 C302 1.334(17)
N13 Cl12 1.395(11) C138 C139 1.515(12)
N21 C26 1.311(11) C316 C323 1.426(14)
N21 c21 1.328(11) C316 C317 1.528(16)
cil0  |c5s 1.67(2) C322 Cc3l7 1.372(16)
N24  |C223 1.372(11) C322 C321 1.330(17)
N24 C226 1.381(10) C333 C332 1.381(16)
N1L  [cll 1.312(10) C338 C301 1.381(15)
NIl [C16 1.316(10) N3 cal 1.593(16)
N22  |c201 1.377(14) N3 C39 1.443(18)
N22  |C204 1.361(12) N3 ca3 1.475(18)
C223 C224 1.437(12) N3 C35 1.61(2)
C223 C216 1.407(11) C32 C31 1.562(17)
N5 [C134 1.385(11) C129 C130 1.383(18)
N15 C137 1.372(11) C332 C331 1.381(17)
N25 C234 1.368(12) C329 C330 1.354(16)
N25 C237 1.376(12) C317 C318 1.374(16)
C127  [C126 1.413(13) C336 C335 1.377(15)
C127 Cl34 1.392(13) C207 C208 1.411(17)
C127 C128 1.482(12) C203 C202 1.335(17)
C126 C125 1.438(12) C106 Cl11 1.3900
N34 C334 1.386(12) C106 C107 1.3900
N34 C337 1.425(13) Cl11 C110 1.3900
Cl115  |c116 1.406(12) C110 C109 1.3900
Cl15  |cl14 1.414(13) C109 C108 1.3900
cl18  |c117 1.380(11) C108 C107 1.3900
C118 C119 1.378(14) C232 C231 1.323(17)
C101 C102 1.444(13) C306 C311 1.355(16)
C101 C138 1.380(13) C306 C307 1.393(17)
C224 C225 1.334(12) C136 C135 1.338(15)
cCl4a  [c13 1.500(10) C314 C313 1.377(16)
C123 C116 1.406(13) C211 C210 1.424(17)
C123 Cl24 1.417(13) C301 C302 1.464(15)
C12 C11 1.403(10) C343 C342 1.366(18)

S16




Ta6a. S6. lnnnsl cBsazeil B CPa+2,

AToM | ATtoMm d/A AToM ATOM d/A
C12 C13 1.377(11) C210 C209 1.35(2)
C122 C117 1.373(12) C133 C132 1.378(18)
C122 Cil21 1.381(13) C131 C130 1.32(2)
C25 C26 1.371(11) C131 C132 1.39(2)
C25 C23 1.362(11) C45 C44 1.63(2)
Clle C117 1.494(13) C45 C46 1.46(4)
C103 C104 1.466(13) C331 C330 1.342(17)
C103 C102 1.364(14) C342 C341 1.384(18)
C23 C24 1.532(12) C208 C209 1.352(19)
C23 C22 1.413(13) C321 C320 1.26(2)
C125 C124 1.357(14) C320 C319 1.40(2)
C216 C215 1.370(12) C340 C341 1.375(18)
C216 C217 1.511(13) C311 C310 1.357(19)
Cl7 C4S 1.758(18) C40 C39 1.64(2)
N33 C326 1.388(12) C40 C41 1.60(3)
N33 C323 1.344(13) C307 C308 1.372(18)
C222 C217 1.403(14) C310 C309 1.409(19)
C222 C221 1.394(16) C308 C309 1.40(2)
C215 C214 1.429(12) C318 C319 1.42(2)
C234 C227 1.407(13) C43 C44 1.60(2)
C234 C235 1.434(13) C139 Cl144 1.3900
C121 C120 1.394(14) C139 C140 1.3900
C212 C213 1.414(14) C144 C143 1.3900
C212 C205 1.412(14) C143 C142 1.3900
C134 C135 1.425(14) C142 Ci141 1.3900
Cl14 C113 1.354(14) Ci141 C140 1.3900
C16 C15 1.383(10) C35 C36 1.37(2)
C334 C327 1.397(14) C37 C36 1.58(2)
C334 C335 1.430(13) C37 C38 1.32(2)
Cc21 C22 1.363(12) C41 C42 1.53(3)
C214 C213 1.350(14) C243 C244 1.3900
C104 C105 1.372(13) C243 C242 1.3900
C238 C201 1.397(15) C244 C239 1.3900
C238 C237 1.393(14) C239 C240 1.3900
C238 C239 1.481(13) C240 C241 1.3900
C228 C227 1.507(12) C241 C242 1.3900
C228 C233 1.376(13) Cl11 C6S 2.01(4)
C228 C229 1.351(14) Cl12 C6S 1.54(4)
11-X,1-Y,1-Z
Ta6a. S7. Basentablie yribl B CPa+2,

ATOM | ATOM | ATOM Yroa/° Atom |ATOM | ATOM Yroa/
Mol |1 Mo2 56.62(3) N25 C234 |C227 124.5(8)
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Ta6a. S7. BasenTHsblie yriabl B CPa+2,

AToM | ATOM | ATOM Yroa/° AToM |ATOM| ATOM Yroa/®
Mol |11 Mo3 57.31(3) N25 C234 |C235 108.5(9)
Mo3 (i1 Mo2 57.10(3) C227 |C234 |C235 127.0(9)
Mol (12 Mo2? 56.88(3) N11 Cl1 |C12 123.8(7)
Mo3 |12 Mo2? 57.14(3) Cl125 |C124 (C123 109.0(9)
Mo3 |12 Mol 57.05(3) Cl122 |C121 (C120 119.0(9)
Mo1! |14 Mo2? 56.69(3) N23 C212 |C213 108.8(8)
Mo3 |[I4 Mo2? 57.68(3) N23 C212 |C205 126.3(9)
Mo3 |[I4 Mo1? 57.65(3) C205 |C212 |C213 124.8(9)
Mo2! |13 Mo3! 56.76(2) N15 C134 |C127 126.1(9)
Mol (I3 Mo2? 56.99(3) N15 C134 |C135 109.0(9)
Mol (I3 Mo3! 57.09(2) C127 |C134 |C135 125.0(9)
11 Mo2 |12} 176.36(3) C113 |C114 [C115 107.5(9)
11 Mo2 13! 90.45(3) N11 Cil6 |C15 122.3(8)
141 Mo2 |I1 90.71(3) N34 C334 |C327 125.0(9)
141 Mo2 |12} 89.36(3) N34 C334 |C335 108.8(9)
141 Mo2 |I3¢ 176.16(3) C327 |C334 |C335 126.2(10)
13 Mo2 |12} 89.25(3) N21 C21 |C22 122.5(9)
Mol! Mo2 |11 121.59(4) C213 |C214 |C215 107.6(9)
Mol Mo2 |I1 61.57(3) N12 C104 |C103 109.0(8)
Mol! Mo2 |12} 61.29(3) N12 C104 |C105 126.5(9)
Mol |Mo2 (12} 121.49(4) C105 |C104 |C103 124.4(9)
Mol |Mo2 |14 61.58(2) C214 |C213 [C212 107.5(8)
Mol! Mo2 |14t 120.74(4) C201 |C238 |C239 116.6(10)
Mol! Mo2 |I3! 61.48(3) C237 |C238 |C201 125.2(10)
Mol [Mo2 |I3! 122.11(3) C237 |C238 |C239 118.2(9)
Mol |[Mo2 |Mo1! 90.06(3) C233 |C228 |C227 119.9(10)
Mol |Mo2 |Mo3 60.41(3) C229 |C228 |C227 122.5(9)
Mol |Mo2 [Mo3! 60.38(3) C229 |C228 |C233 117.6(10)
Mol! |Mo2 [Mo3! 59.85(4) C304 |N31 [Zn3 129.4(8)
Mo3! Mo2 |11 121.94(3) C304 |N31 |[C301 105.7(9)
Mo3 Mo2 |I1 61.34(3) C301 |N31 (Zn3 124.8(7)
Mo3 |[Mo2 |12} 121.52(3) C120 |C119 [C118 119.2(10)
Mo3! Mo2 |12} 61.12(3) C222 |C217 |C216 119.3(9)
Mo3! Mo2 141 60.90(3) C218 |C217 |C216 120.9(9)
Mo3 |Mo2 |I41 121.99(3) C218 |C217 |C222 119.7(10)
Mo3 [Mo2 |I3! 61.71(3) C212 |C205 |C206 118.2(10)
Mo3! [Mo2 |I3! 121.29(4) C204 |C205 [C212 125.0(9)
Mo3 |[Mo2 |Mo1! 60.26(3) C204 |C205 |C206 116.8(10)
Mo3 |Mo2 [Mo3! 90.71(3) C13 Ci15 |Cl16 120.1(8)
03 Mo2 |I1 88.48(16) Cl114 |C113 [Cl1l12 108.0(9)
03 Mo2 |12} 87.88(16) 03 C24 |C23 113.1(7)
03 Mo2 |14} 91.01(19) 04 C24 |03 128.6(8)
03 Mo2 13! 85.36(19) 04 C24 |C23 118.3(7)
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Ta6a. S7. BasenTHsblie yriabl B CPa+2,

AToM | ATOM | ATOM Yroa/° AToM |ATOM| ATOM Yroa/®
03 Mo2 |Mo1! 132.93(15) ||C312 |N32 |Zn3 125.6(7)
03 Mo2 |Mol 136.97(15) ||C315 |N32 |Zn3 126.5(7)
03 Mo2 |Mo3! 136.2(2) C315 |N32 [C312 107.5(9)
03 Mo2 |Mo3 133.0(2) Ci12 Cl3 |Cl14 119.8(7)
(W Mol |I2 89.63(3) C15 Cl3 |Cl14 122.1(7)
(1 Mol |I3 175.67(3) C15 Cl13 |C12 118.1(7)
12 Mol |I3 89.57(3) C21 C22 |C23 118.8(8)
141 Mol |I1 90.92(3) N13 C112 |C113 107.7(8)
141 Mol |I2 176.33(3) C105 |C112 |N13 124.1(8)
141 Mol |I3 89.61(3) C105 |C112 (C113 128.1(9)
Mo2! Mol |I1 121.60(4) N15 C137 |C138 126.0(9)
Mo2 Mol |I1 61.80(3) N15 C137 |C136 108.2(9)
Mo2! Mol |12 61.83(3) C138 |C137 [C136 125.7(9)
Mo2 Mol |I2 121.60(4) N24 C226 |C227 124.7(9)
Mo2! Mol |14t 120.72(3) N24 C226 |C225 109.6(8)
Mo2 |Mol [I41 61.73(3) C227 |C226 |C225 125.7(8)
Mo2! Mol |I3 61.54(3) C334 |C327 |C328 116.5(9)
Mo2 Mol |I3 122.07(3) C326 |C327 |C334 125.0(9)
Mo2 Mol |Mo2! 89.94(3) C326 |C327 |C328 118.5(9)
Mo2 Mol |Mo3! 60.51(3) N22 C201 |C238 126.9(10)
Mo2 Mol |Mo3 60.17(3) N22 C201 |C202 108.5(10)
Mo2! Mol [Mo3! 59.74(3) C238 |C201 |C202 124.5(11)
Mo3 Mol |I1 61.34(3) C119 |C120 (C121 121.2(9)
Mo3! Mol |11 122.30(3) C234 |C227 |C228 115.3(8)
Mo3 Mol |I2 61.43(3) C226 |C227 |C234 127.0(8)
Mo3! Mol |12 121.55(3) C226 |C227 |C228 117.7(8)
Mo3! Mol |I41 60.99(3) N25 C237 |C238 125.7(9)
Mo3 |Mol [I4! 121.90(3) N25 C237 |C236 109.3(9)
Mo3! Mol |I3 61.57(3) C238 |C237 |C236 124.9(9)
Mo3 Mol |I3 121.76(4) C228 |C233 [C232 118.3(11)
Mo3 Mol |[Mo2! 60.26(3) C235 |C236 |C237 107.1(9)
Mo3 Mol |Mo3! 90.65(3) N33 C326 |C325 107.9(9)
01 Mol |I1 89.30(16) C327 |C326 |N33 127.6(9)
01 Mol |I2 84.24(15) C327 |C326 |C325 124.5(10)
01 Mol (141 92.14(15) N22 C204 |C205 126.1(10)
01 Mol |I3 86.39(16) N22 C204 |C203 108.4(10)
01 Mol |Mo2 138.58(14) ||C205 |C204 |C203 125.4(10)
01 Mol |Mo2! 131.44(14) ||C103 |C102 [C101 106.2(9)
01 Mol |Mo3! 136.21(17) ||C129 |Cl128 |C127 121.4(10)
01 Mol |Mo3 132.88(17) ||C133 |Cl128 |C127 121.0(10)
11 Mo3 |I2 89.67(3) C133 |C128 [C129 117.3(11)
11 Mo3 13! 90.48(3) C236 |C235 |C234 108.0(9)
12 Mo3 13! 177.14(4) C221 |C220 [C219 121.7(12)

519




Ta6a. S7. BasenTHsblie yriabl B CPa+2,

ATOoM | ATOM | ATOM Yroa/® ATOM |ATOM | ATOM Yroa/®
14 Mo3 |I1 176.60(4) C325 |C324 |C323 107.2(11)
14 Mo3 |I2 89.98(3) C344 |C339 |C338 119.4(10)
14 Mo3 13! 89.69(3) C344 |C339 |C340 118.4(11)
Mo2! [Mo3 |I1 121.21(4) C340 |C339 |C338 122.2(10)
Mo2 [Mo3 |I1 61.56(3) C220 |C221 |C222 120.7(12)
Mo2! [Mo3 |I2 61.74(3) C312 |C305 |C304 127.1(10)
Mo2 [Mo3 |I2 120.93(4) C312 |C305 |C306 117.7(12)
Mo2 [Mo3 |14 121.36(3) C304 |C305 |C306 115.2(11)
Mo2! Mo3 |14 61.42(4) N34 C337 |C336 109.5(9)
Mo2 [Mo3 13! 61.54(3) C338 |C337 N34 122.7(10)
Mo2! [Mo3 13! 120.45(3) C338 |C337 |C336 127.8(10)
Mo2 [Mo3 [Mo2?! 89.29(3) C339 |C344 |C343 120.9(12)
Mo2 |Mo3 [Mo1! 60.00(3) N32 C312 |C313 108.1(10)
Mo2 [Mo3 |Mol 59.42(3) C305 |C312 |N32 125.3(10)
Mo1! (Mo3 |I1 121.56(4) C305 |C312 |C313 126.6(11)
Mol Mo3 |I1 61.34(3) C218 |C219 |C220 117.5(12)
Mol Mo3 |I2 61.52(2) C324 |C325 |C326 107.3(10)
Mo1! [Mo3 |I2 120.85(4) C224 |C225 |C226 106.6(8)
Mo1! [Mo3 |14 61.37(3) C333 |C328 |C327 119.4(10)
Mol ([Mo3 |l4 121.29(4) C333 |C328 |C329 117.7(11)
Mol [Mo3 13! 120.95(3) C329 |C328 |C327 122.9(10)
Mol! [Mo3 13! 61.34(3) C231 |C230 |C229 121.4(12)
Mol [Mo3 [Mo2?! 59.88(3) C207 |C206 |C205 120.6(10)
Mo1! [Mo3 [Mo2! 59.12(3) C211 |C206 |C205 121.1(11)
Mol |Mo3 [Mo1! 89.35(3) C211 |C206 |C207 118.3(11)
05 Mo3 |I1 86.5(2) C104 |C105 |C106 116.6(8)
05 Mo3 |I2 89.2(3) C112 |C105 |C104 127.3(9)
05 Mo3 |14 90.1(2) C112 |C105 |C106 116.1(8)
05 Mo3 13! 88.0(3) C32 C33 |C34 106.8(12)
05 Mo3 |Mo2! 137.2(3) N32 C315 |C314 109.0(10)
05 Mo3 |Mo2 133.5(3) C316 |C315 |N32 124.3(9)
05 Mo3 |Mol 134.5(2) C316 |C315 |C314 126.6(11)
05 Mo3 |Mo1l! 136.1(2) C302 |C303 |C304 107.2(11)
N14 |(Znl |N12 162.5(3) C217 |C218 |C219 121.3(12)
N14 (Znl |N11 98.3(3) C101 |C138 |C137 125.5(9)
N12 (Znl |N11 99.2(2) C101 |C138 |C139 119.0(8)
N13 [(Znl1 |N14 89.1(3) Cl137 |C138 |C139 115.5(8)
N13 (Znl |N12 88.6(3) C315 |C316 |C323 127.4(10)
N13 |[Znl1 |N11 98.0(3) C315 |C316 |C317 118.2(10)
N13 |Znl |N15 160.9(3) C323 |C316 |C317 114.4(10)
N15 [(Znl1 |N14 88.3(3) C321 |C322 |C317 119.4(13)
N15 (Znl |N12 88.2(3) C328 |C333 |C332 122.4(12)
N15 (Znl1 |N11 101.1(3) Cl2 ClS [CI1 112.0(6)
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Ta6a. S7. BasenTHsblie yriabl B CPa+2,

AToM | ATOM | ATOM Yroa/° AToM |ATOM| ATOM Yroa/®
N23 [(Zn2 |N21 99.5(3) C337 |C338 [C339 115.9(10)
N23 [(Zn2 |N25 162.6(3) C301 |C338 [C339 117.2(10)
N24 (Zn2 |N23 88.6(3) C301 |C338 |C337 126.9(10)
N24 |Zn2 |N21 96.7(3) C31 N3 C35 104.2(12)
N24 |Zn2 |N25 88.1(3) C39 N3 C31 107.0(10)
N22 |Zn2 |N23 88.6(3) C39 N3 C43 117.3(13)
N22 (Zn2 |N21 102.7(3) C39 N3 C35 113.3(15)
N22 [(Zn2 |N24 160.6(3) C43 N3 C31 110.2(11)
N22 |Zn2 |N25 88.9(3) C43 N3 C35 104.1(11)
N25 |Zn2 |N21 97.9(3) C33 C32 |C31 110.9(10)
N34 |Zn3 |06 101.1(3) C128 |C129 |C130 122.3(14)
N33 [(Zn3 |06 98.1(3) C32 C31 |N3 117.7(10)
N33 [Zn3 |N34 88.4(3) C331 |C332 [C333 117.7(13)
N33 [Zn3 |N32 88.2(3) N33 C323 |C324 110.4(9)
N31 [(Zn3 |06 100.7(3) N33 C323 |C316 124.1(10)
N31 |Zn3 N34 89.6(4) C324 |C323 |C316 125.4(10)
N31 [(Zn3 |N33 161.2(3) C330 |C329 |C328 120.2(12)
N31 [(Zn3 |N32 88.2(4) C322 |C317 [C316 121.7(10)
N32 (Zn3 |06 96.2(3) C322 |C317 |C318 117.3(12)
N32 [(Zn3 |N34 162.7(3) C318 |C317 [C316 121.0(12)
Ci14 |01 Mol 136.3(5) C335 |C336 |C337 106.4(9)
C24 1|03 Mo2 131.9(5) C228 |C229 |C230 122.0(11)
C126 |N14 |Znl 126.7(6) C206 |C207 |C208 118.0(11)
C123 |[N14 [Znl 124.8(6) N31 C304 |C305 123.5(11)
C123 |[N14 [C126 106.4(7) N31 C304 |C303 111.1(11)
C215 |[N23 [Zn2 125.6(6) C305 |C304 |C303 125.4(11)
C212 |IN23 |Zn2 125.5(6) C336 |C335 [C334 109.1(10)
C212 |IN23 |C215 108.2(7) C202 |C203 |C204 108.8(11)
C101 |N12 |zZn1 126.6(6) Cl111 |C106 |C105 119.3(7)
C104 |IN12 (Znl 125.3(6) Cl111 |C106 |C107 120.0
C104 |[N12 |[C101 107.7(7) C107 |C106 |C105 120.6(7)
C115 |[N13 [Zn1 126.6(6) C106 |C111 (C110 120.0
C115 |IN13 |C112 106.5(7) C109 |C110 |C111 120.0
C112 |IN13 |zZn1 126.7(6) C108 |C109 |C110 120.0
C26 |N21 |Zn2 121.9(6) C109 |C108 |C107 120.0
C26 |N21 [C21 118.8(7) C108 |C107 |C106 120.0
C21 |N21 [Zn2 119.2(6) C231 |C232 |C233 121.7(12)
C223 |[N24 |Zn2 126.3(5) C311 |C306 |C305 121.5(12)
C223 |N24 |C226 106.3(7) C311 |C306 |C307 114.9(12)
C226 |N24 |Zn2 127.1(6) C307 |C306 |C305 123.3(11)
Cl1 |N11 Zn1 122.7(5) C135 |C136 [C137 107.2(10)
Cl1 |N11 [C16 118.0(7) C313 |C314 [C315 108.6(10)
Cl6 |N11 (Znl 119.2(5) C206 |C211 |C210 123.2(13)
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Ta6a. S7. BasenTHsblie yriabl B CPa+2,

AToM | ATOM | ATOM Yroa/° AToM |ATOM| ATOM Yroa/®
C201 |[N22 [Zn2 124.3(7) N31 C301 |C302 107.6(10)
C204 |IN22 |Zn2 126.3(7) C338 |C301 |N31 126.8(10)
C204 |N22 |C201 107.8(9) C338 |C301 [C302 125.6(11)
N24 |C223 |C224 109.0(7) C342 |C343 |C344 120.1(12)
N24 |C223 |C216 124.8(8) C303 |C302 |C301 108.4(11)
C216 |C223 |C224 126.1(8) C209 |C210 |C211 117.3(14)
C134 |IN15 [Znl 126.1(6) C128 |C133 [C132 120.6(15)
C137 |[N15 [Znl 126.2(6) C130 |C131 [C132 117.1(14)
C137 IN15 |C134 107.3(8) C46 C45 |C44 108.1(16)
C234 |IN25 |Zn2 126.2(6) C330 |C331 [C332 119.7(13)
C234 |N25 |C237 107.0(8) C136 |C135 [C134 108.4(10)
C237 |[N25 [Zn2 124.8(6) C343 |C342 |C341 118.6(13)
C126 |C127 |C128 116.2(9) C232 |C231 |C230 118.8(11)
C134 |C127 |C126 125.5(8) C209 |C208 |C207 122.2(14)
C134 |C127 |C128 118.3(9) C203 |C202 |C201 106.4(11)
N14 |Cl126 |C127 124.6(8) C320 |C321 |C322 126.3(16)
N14 |C126 |C125 110.5(8) C321 |C320 |C319 119.4(15)
C127 |C126 |C125 124.8(8) C131 |C130 [C129 120.5(16)
C334 |[N34 |Zn3 126.6(7) C339 |C340 [C341 121.6(12)
C334 |[N34 |C337 106.2(8) C314 |C313 [C312 106.8(10)
C337 N34 |Zn3 126.4(7) C208 |C209 |C210 121.0(13)
N13 [C115 |C116 124.6(8) C306 |C311 |C310 125.2(14)
N13 |C115 |Cl14 110.3(8) C331 |C330 [C329 121.8(13)
C116 |C115 |C114 125.1(9) C41 C40 |C39 104.6(16)
C119 |C118 |C117 120.5(10) C308 |C307 |C306 122.8(13)
N12 |(C101 |C102 110.1(8) N3 C39 |C40 107.0(14)
N12 |C101 |C138 125.5(8) Cl10 |C5S |CI9 118.6(14)
C138 |C101 |C102 124.4(9) C311 |C310 (C309 118.9(14)
C225 |C224 |C223 108.5(9) C307 |C308 |C309 120.0(14)
01 Cl14 [C13 111.1(6) C317 |C318 [C319 121.2(16)
02 Cl4 01 127.1(7) C340 |C341 [C342 120.2(14)
02 Cl14 [C13 121.8(7) N3 C43 |C44 109.6(11)
N14 |C123 |Cll6 125.8(8) Cl44 |C139 |C138 122.9(8)
N14 |C123 |Cl124 109.1(9) Cl144 |C139 |C140 120.0

Cl16 |C123 |C124 125.0(9) C140 |C139 |C138 117.1(8)
C13 |C12 [C11 117.6(7) C143 |C144 |C139 120.0

C117 |C122 [Ci121 119.9(9) Cl144 |C143 [C142 120.0

C23 |C25 |[C26 119.8(8) C143 |Cl142 C141 120.0

N21 |C26 |C25 122.8(8) C140 |C141 |C142 120.0

C115 |C116 |C123 125.8(9) Cl141 |C140 |C139 120.0

C115 |Cl116 |C117 118.6(8) Cl8 C4S |CI7 114.9(10)
C123 |Cl116 |C117 115.6(8) C43 C44 |C45 108.0(13)
C102 |C103 |C104 107.1(9) C320 |C319 [C318 116.4(15)
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Ta6a. S7. BasenTHsblie yriabl B CPa+2,

AToM | ATOM | ATOM Yroa/ AToM |ATOM | ATOM Yroa/
C25 |C23 [C24 121.7(8) C36 C35 |N3 115.8(14)
C25 |C23 |[C22 117.2(8) Cl6 C3S [CI5 128.1(17)
C22 |C23 [C24 121.1(7) C38 C37 |C36 124.9(19)
C124 |C125 |C126 104.9(8) C133 |C132 [C131 121.2(16)
C223 |C216 |C217 117.6(8) Cl4 C2S [CI3 117.7(14)
C215 |C216 |C223 126.4(8) C42 C41 |C40 115(2)
C215 |C216 |C217 116.0(7) C35 C36 |C37 117.2(15)
C326 |[N33 |Zn3 125.7(6) C308 |C309 [C310 117.5(13)
C323 |[N33 |Zn3 126.3(7) C244 |C243 |C242 120.0
C323 |[N33 |[C326 107.1(8) C239 |C244 (C243 120.0
C221 |C222 |C217 118.9(11) C244 |C239 |C238 119.2(9)
C118 |C117 |Cl16 119.1(8) C244 |C239 |C240 120.0
C122 |C117 |C118 120.0(9) C240 |C239 [C238 120.8(9)
C122 |C117 |Cl16 120.8(7) C241 |C240 |C239 120.0
N23 [C215 |C216 126.1(8) C240 |C241 (C242 120.0
N23 |[C215 |C214 107.8(8) C241 |C242 (C243 120.0
C216 |C215 |C214 126.1(9) Cl12 |C6S |Cl11 111(2)

11-X,1-Y,1-Z

Ta6a. S8. lnnubl BogopoaHbIxX cBsizeii B CPa+2.

DIl H| A d(D-H)/A d(H-A)/A | d(D-A)/A |D-H-A/°
06 |H6A|04 0.85 1.91 2.716(8) 156.2
06 |H6B|02 0.85 2.04 2.810(9) 149.4

B crpykrypax o6oux rubpunoB CPirz u CPs:+2, TEOMETpHUS KiacTepa
[{Moslg}(PyCOO)s]> coBmamaer ¢ paHee ONyOIMKOBAHHBIMU CTPYKTYPaMH
reKCasICPHBIX  MOJIUOJICHOBBIX  KOMIUIEKCOB, 00€ THOpHUAHBIE CHUCTEMBbI
KPUCTAJUIM3YIOTCSL B BHUJE TeTpa-H-OyTmiaMMoHueBbix codieil. [lopdupunar
nuHka(ll) Takke uMeeT THUNMHYHYIO T€OMETPHUIO, TI€ LIMHK PACIOOXKEH B sIpe
nopduprHa U UMEET OJIUH aKCUAIbHBINA MUPUIUIBHBIN JIUran/ (Tabn. S2, S6). Atom
IIUHKA MIPUHAMACT KBaIpAaTHO-TTUPAMHUIATIEHY O re€OMETPHUIO. Ero
KOOPIMHAIIMOHHAs cepa COCTOUT U3 YETHIPEX aTOMOB a30Ta MOPGHUPHUHOBOTO SApa
(paccrostaust Zn--N(noppupun) coctapisior 2.055(7)--2.084(8) A mns CPasz u
2.055(5)--2.080(4)A mns CPe+2, n aToMa a30Ta NMPHAMHOBOTO MOTHBA KIIacTepa
(paccrosinust Zn--Npy comocTaBuMbl ¢ panee coodreHHbMu [1, 2] u paBubi 2.147(6)

A u 2.141(DA; 2.1194)A, 2.121(3)A u 2.127(3)A ans kaka0ro CUMMETPUYHO
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HezaBucumoro mnopdupunara 1uHKa(ll) B CPsr2 u CPe+2, cooTBETCTBEHHO.
BcenenctBrue akcuanbHOW KOOpAMHALMM aToM Zn BeIXOAUT U3 Ny TUI0CKOCTH
nopuprHa B HANPABJICHUH MUPUAMIBHOTO (PparMeHTa: OTKIOHEHHE COCTABIISET
0.328(3) A u 0.332(4) A nna CPus2, u 0.329(2), 0.343(2) u 0.286(2) A nns CPs+2
JUISL  KaXJO0ro CHUMMETpUYHO He3aBucumoro ZnTPP, u4rto comoctaBuMO cC

aHAJTOTMYHBIMU 3HAYCHUSIMH JIJIs1 THOPUIHBIX KOMIUIEKCOB Ha ocHoBe ZNDTOIP [1].
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