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Abstract
Ci10H13NOS, monoclinic, C12/cl (no. 15),
a=17.9752) A, b=17.2265(9) A, c = 17.343(2) A,

—-178.5(1)° and -179.6(2)°, respectively, and the aromatic ring is
twisted with respect to this plane as the C1/N1/C2/C3 torsion
angle is —32.6(3)°. The key geometric parameters d(S1=Cl),
d(N1—C1) and d(N1—C2) are 1.672(2) A, 1.337(2) A and
1.426(2) A, respectively. Again consistent with related structures
[1-3], molecules associate via N-H---S interactions with
d(H--8')=2.58 A, d(N1.-S1') = 3.414(2) A and an angle of 160°
subtended at the H atom for symmetry operation i: —x,y,Y2—z.

Table 1. Data collection and handling.

Crystal: colorless block,

size 0.10 x 0.34 x 0.52 mm
Wavelength: Mo K, radiation (0.71069 A)
'3 2.68 cm™
Diffractometer, scan mode: Bruker AXS SMART CCD, w
20.,,.;: 60°
N(hkl)measured, N(hkdJunique: 8456, 3065
Criterion for Jobs, N(hkl)g: Tobs > 2 o(Iobs), 2305
N(param)retinea: 119
Programs: DIRDIF92 [4], SHELXL-97 [5],

ORTEP-II [6], teXsan [7]

Table 2. Atomic coordinates and displacement parameters (in A?,

) Atom Site x y b4 Uiso
B =110.687(3)°, V=2107.6 A®>, Z=8, Ru(F) = 0.054,
WRres(. F2 )=0.151,T=223 K. H(1) 8f 0.0890 0.1577 0.2709 0.043
H@3) 8f 0.2466 0.1489 0.2022 0.043
. H(S) 8f 0.4090 0.3113 04188 0.051
Source of material . HE) 8§ 03087 03588 04711 0051
The title compound was prepared from the reaction between etha- H(7) 8f 0.1764 0.3077 0.3890 0.044
nol and m-tolylthiocyanate using a literature procedure [1]. Crys- HGBA) & 0.3881 0.0943 0.2304 0.079
tals were obtained by the slow evaporation of a chloroform/ H(@8B) 8&f 0.4521 0.1603 03150 0.079
hexane (1:1) solution of the compound (m.p. 337-339 K). H@EC) & 04122 0.3059 0.2442 0.079
HOA) §& 0.0448 0.3780 0.0156 0.059
. . HOB) §&f 0.0577 0.1636 0.0037 0.059
DISCI!SSIOII H(10A) 8&f 0.1273 0.3383 -0.0616 0.095
Consistent with related structures [1-3], the central COC(=S)NC H(10B) 8&f 0.1883 0.2256 0.0121 0.095
chromophore in S=C(OEt)N(H)(CsH4Me-3) is essentially planar H(10C) & 0.1744 0.4391 0.0226 0.095
as seen in the S1/C1/N1/C2 and N1/C1/01/C9 torsion angles of
Table 3. Atomic coordinates and displacement parameters (in Az).
Atom Site x y z Un Uz Uss Uz Uns Un
S(1) 8f -002143(2) 0.16541(9) 0.12017(3)  0.0227(2)  0.0941(4)  0.0336(2) —-0.0003(2) 0.0072(2) —0.0104(2)
o) 8f 0.12089(7)  0.2566(2) 0.11752(7)  0.0298(6) 0.0546(8) 0.0321(6) 0.0007(5) 0.0104(5) 0.0015(5)
N(I) 8f 0.11701(8)  0.1925(2) 0.24151(8)  0.0233(6) 0.0512(8) 0.0314(7) —0.0025(5) 0.0086(5) —0.0055(6)
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Table 3. Continued.

Atom Site x y z Un U U3z Uiz Uiz Un

c) 8f 0.07629(9)  0.2066(2) 0.1607(1) 0.0260(7) 0.0448(9) 0.0325(8) 0.0031(6) 0.0100(6) —0.0062(6)
C(2) 8f 0.19906(9) 0.2254(2) 0.2871(1) 0.0242(7) 0.0375(8) 0.0314(7) -0.0011(6) 0.0052(6)  —0.0006(6)
Cc@3) 8f 0.25923(9) 0.1932(2) 0.2563(1) 0.0259(7) 0.0430(9) 0.0356(8) -0.0002(6) 0.0079(6) —0.0063(6)
C@4) 8f 0.3383(1) 0.2260(2) 0.3048(1) 0.0267(8) 0.0392(9) 0.047(1) —0.0007(6) 0.0107(7) 0.0002(7)
CS) 8f 0.3559(1) 0.2887(3) 0.3854(1) 0.0270(8) 0.052(1) 0.0387(9) —0.0081(7) 0.0012(7) 0.0048(7)
C(6) 8f 0.2960(1) 0.3178(3) 0.4165(1) 0.0390(9) 0.057(1) 0.0256(7) —0.0098(8) 0.0036(7) 0.0017(7
c( 8f 0.2171(1) 0.2871(2) 0.3678(1) 0.0323(8) 0.049(1) 0.0286(8) —0.0046(7) 0.0094(6) 0.0030(7)
C(8) 8f 0.4035(1) 0.1938(3) 0.2705(2) 0.0293(9) 0.062(1) 0.069(1) —0.0016(8) 001909 -0.011(1)
C9) 8f 0.0843(1) 0.2784(3) 0.0289(1) 0.043(1) 0.073(1) 0.0312(9) 0.0113(9) 0.0115(7) 0.0071(8)
C(10) 8f 0.1492(2) 0.32434) -0.0022(2) 0.067(2) 0.079(2) 0.054(1) —0.005(1) 0.034(1) 0.007(1)
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