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Table 1. Parameters used for the X-ray data collection

Crystal: bright orange, rhombic plate,
size 0.05 x 0.21 x 0.37 mm

Wavelength: Cu Kq radiation (1.54178 &)

m 26.82cm™

Diffractometer: Enraf-Nonius CAD4

Scan mode: ®

Tmeasurement: 293 K

26max: 133°

N(hkDunique: 5173

Criterion for /o: Io>206(lo)

N(param)refined: 354

Programs: SHELXS-96, SHELXL-96

Table 2. Final atomic coordinates and displacement parameters (in Az)

Atom Site x y z Uiso

Source of material: The title compound was synthesized by reaction ggg

of zinc acetate and the ligand in boiling ethanolic solution (see ref. 1). H(43)
Crystals suitable for X-ray analysis were obtained by slow cooling H(81)
of the solution. H(82)
In the complex the Zn atom is tetrahedrally coordinated with only H(E3)
. . . . H(12)
little distortion. The chelate rings are nearly planar and have bond H(13)
angles of 103° with the central zinc atom. The angles S—Zn—S and H(14)

N—Zn—N are 110° and 111°, respectively. The distances Zn—S and H(15)

0.5780 0.2467 0.7812 0.14(1)
0.5304 0.1744 0.8956 0.14(1)
0.6159 0.2726 0.8830 0.14(1)
0.2543 1.1953 0.4272 0.15(1)
0.1058 1.2062 0.4695 0.15(1)
0.1324 1.2693 0.3468 0.15(1)
0.4936 0.7700 0.4398 0.085(5)
0.6765 0.8105 0.3228 0.085(5)
0.8748 0.6721 0.3499 0.085(5)
0.8900 0.4932 0.4938 0.085(5)

o : H(16) 0.7071 0.4527 0.6108 0.085(5)
Zn—N were found to be about 227 pm and 204 pm, respectively. H(32) 0.1486 03180 1.0477 0.107%)
H(33) -0.0683 0.3004 1.1221 0.107(7)

C32HoeNgS2Zn, wriclinic, P1 (No. 2), a =9.925(1) A, b =12.622(2) k H(34) -0.2659 0.3704 1.0081 0.107(7)
c=132742) A, a.=68.71(1)°, P =88.5%(1)°, Y=80.92(1)°, V=15200A%,  H(35) —0.2466 0.4580 0.8197 0.107(7)
Z=2, R(F) =0.045, Ri(F%) =0.123. H(36) -0.0297 04757 07453  0.107(7)
H(52) -0.1771 1.0862 0.2450 0.114(7)

H(53) -0.3183 1.0576 0.1202 0.114(7)

H(54) -0.2338 0.9303 0.0321 0.114(7)

H(55) -0.0080 0.8314 0.0688 0.1147)

H(56) 0.1332 0.8600 0.1936 0.1147)

H(72) 0.4614 1.0228 0.6039 0.082(5)

H(73) 0.6056 1.0158 0.7452 0.082(5)

H(74) 0.6606 0.8435 0.8958 0.082(5)

H(75) 0.5712 0.6782 0.9052 0.082(5)

H(76) 04271 0.6852 0.7639 0.082(5)
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Zn[SCN(Ph)NC(Me)CN(Ph)]2

Table 3. Final atomic coordinates and displacement parameters (in A%

Atom Site x y z Un Un Uss Un Uiz Un

Zn 2i 0.29844(4) 0.70768(3) 0.57610(3)  0.0570(3) 0.0388(2) 0.0425(2) —0.0009(2) -0.0006(2) -0.0074(2)
S(1) 2 0.15709%(9) 0.62346(7) 0.70759(7)  0.0643(5) 0.0497(4) 0.0573(4) 0.0063(3) 0.01324) —0.0006(3)
S(2) 2i 0.18961(9) 0.77194(6) 0.40989(6) 0.0799(5) 0.0388(4) 0.0499(4) —0.0022(3) -0.0125(4) —0.0126(3)
N(1) 2i 0.4694(2) 0.5870(2) 0.6048(2) 0.05%(1) 0.039(1) 0.042(1) -0.007(1) —0.001(1) -0.013(D)
N(2) 2i 0.4890(2) 0.4875(2) 0.6818(2) 0.053(1) 0.039%(1) 0.049(1) —0.003(1) —0.007(1) -0.015(1)
N(3) 2i 0.2103(3) 0.4044(2) 0.8464(2) 0.061(2) 0.044(1) 0.042(1) ~0.009(1) —0.001(1) —0.008(1)
N@4) 2i 0.3108(3) 0.3071(2) 0.8880(2) 0.069(2) 0.043(1) 0.050(1) —0.006(1) —0.008(1) =0.005(1)
N(5) 2 0.0710(3) 0.9931(2) 0.3075(2) 0.057(1) 0.040(1) 0.047(1) 0.000(1) -0.012(1) —0.014(1)
N(6) 2i 0.0598(3) 1.1055(2) 0.3059%(2) 0.072(2) 0.041(1) 0.066(2) 0.004(1) -0.022(1) -0.01%(1)
N(7) 2i 0.3398(2) 0.8566(2) 0.5882(2) 0.056(1) 0.043(1) 0.040(1) 0.000(1) —0.003(1) -0.015(1)
N(8) 2 0.2845(3) 0.9591(2) 0.5297(2) 0.056(1) 0.045(1) 0.049(1) 0.002(1) -0.007(1) —0.01%(1)
C(1) 2i 0.2550(3) 0.4918(2) 0.7665(2) 0.058(2) 0.042(1) 0.039(1) -0.007(1) -0.001(1) -0.010(1)
C(2) 2 0.3927(3) 0.4487(2) 0.7526(2) 0.055(2) 0.038(1) 0.043(1) -0.006(1) —0.006(1) -0.010(1)
C@3) 2 0.4182(3) 0.3339(2) 0.8319(2) 0.062(2) 0.041(1) 0.049(2) -0.005(1) -0011(1) -0.007(1)
C@ 2i 0.5471(4) 0.2493(3) 0.8495(3) 0.073(2) 0.049(2) 0.084(3) 0.006(2) -0.013(2) —0.004(2)
C(5) 2i 0.1538(3) 0.9156(2) 0.3895(2) 0.050(2) 0.043(1) 0.041(1) -0.002(1) -0.002(1) -0.012(1)
C(6) 2i 0.1988(3) 0.9811(2) 0.4452(2) 0.055(2) 0.042(1) 0.046(2) -0.000(1) —0.007(1) —0.015(1)
c 2 0.1375(3) 1.0977(3) 0.3870(3) 0.065(2) 0.045(2) 0.067(2) 0.005(1) -0.021(2) -0.023(D
C(8) 2i 0.1595(5) 1.2014(3) 0.4096(4) 0.099(3) 0.051(2) 0.117(3) 0.016(2) -0.052(3) —0.040(2)
C(11) 2i 0.5838(2) 0.6077(2) 0.5358(1) 0.050(2) 0.047(2) 0.049(2) -0.009(1) 0.002(1) -0.023(1)
C(12) 2 0.5748(2) 0.7133(2) 0.4509(2) 0.064(2) 0.057(2) 0.055(2) -0.013(2) 0.007(2) -0.021(2)
C(13) 2 0.6828(2) 0.7372(2) 0.3818(2) 0.080(2) 0.068(2) 0.057(2) -0.027(2) 0.016(2) —0.024(2)
C(19) 2i 0.7998(2) 0.6555(2) 0.3978(2) 0.064(2) 0.095(3) 0.078(2) -0.027(2) 0.020(2) -0.049(2)
C(15) 2i 0.8088(2) 0.5499(2) 0.4827(2) 0.055(2) 0.079(2) 0.093(3) —0.008(2) 0.011(2) —0.037(2)
C(16) 2 0.7008(2) 0.5260(1) 0.5518(2) 0.056(2) 0.061(2) 0.069(2) —0.003(2) 0.005(2) -0.023(2)
C(@31) 2 0.0790(2) 0.3984(2) 0.8898(2) 0.067(2) 0.049(2) 0.048(2) -0.017(1) 0.004(1) -0.015(1)
C@32) 2i 0.0676(2) 0.3467(2) 1.0010(1) 0.083(2) 0.058(2) 0.048(2) —0.018(2) 0.008(2) —0.020(2)
C(33) 2 -0.0604(3) 0.3363(2) 1.0449(1) 0.105(3) 0.077(2) 0.060(2) -0.031(2) 0.026(2) ~0.029(2)
C(34) 2i —0.1770(2) 0.3776(3) 0.9776(2) 0.087(3) 0.097(3) 0.094(3) -0.032(2) 0.039(3) —0.042(3)
C(35) 2i —0.1657(2) 0.4294(2) 0.8664(2) 0.069(2) 0.096(3) 0.089(3) —0.024(2) 0.006(2) -0.028(2)
C(36) 2i -0.0377(2) 0.4397(2) 0.8225(1) 0.068(2) 0.079(2) 0.056(2) —0.022(2) 0.002(2) —0.017(2)
C(51) 2i —0.0092(2) 0.9757(2) 0.2306(2) 0.063(2) 0.046(2) 0.040(1) -0.011(1) —0.005(1) —0.009(1)
C(52) 2 —0.1425(2) 1.0340(2) 0.2089%(2) 0.058(2) 0.093(3) 0.059(2) -0.005(2) —0.008(2) -0.028(2)
C(53) 2% -0.2258(2) 1.0172(3) 0.1352(2) 0.070(2) 0.134(4) 0.065(2) -0.034(3) -0.012(2) -0.023(3)
C(54) 2i —0.1759(3) 0.9420(3) 0.0833(2) 0.124(4) 0.098(3) 0.066(2) —0.056(3) -0.024(2) -0.018(2)
C(55) 2 —0.0426(3) 0.8837(2) 0.1049(2) 0.149(9) 0.064(2) 0.066(2) -0.020(3) —0.026(3) -0.026(2)
C(56) 2i 0.0407(2) 0.9005(2) 0.1786(2) 0.099(3) 0.054(2) 0.056(2) —0.003(2) -0.013(2) —0.020(2)
C(71) 2i 0.4312(2) 0.8546(2) 0.6712(1) 0.055(2) 0.058(2) 0.044(2) 0.005(1) —0.008(1) -0.022(1)
C(72) 2i 0.4839(2) 0.9522(2) 0.6656(1) 0.060(2) 0.064(2) 0.053(2) —0.006(2) —0.005(1) -0.019(2)
C(73) 2i 0.5691(2) 0.9481(2) 0.7490(2) 0.066(2) 0.082(2) 0.065(2) —0.012(2) -0.009(2) —0.033(2)
C(719) 2i 0.6015(3) 0.8464(2) 0.8379(2) 0.074(2) 0.095(3) 0.068(2) 0.007(2) -0.024(2) -0.036(2)
C(75) 2 0.5488(3) 0.7488(2) 0.8434(2) 0.108(3) 0.075(2) 0.060(2) 0.013(2) —0.036(2) -0.019(2)
C(76) 2 0.4636(3) 0.7529(2) 0.7601(2) 0.094(3) 0.057(2) 0.054(2) 0.000(2) -0.021(2) —0.018(2)
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