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Crystal structure of 3-(1'-nitropropyl)isobenzofuran-1(3H)-one,
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013 D Table 1. Data collection and handling.
I Crystal: colourless prism,
\ V- size 0.35 x 0.45 x 0.55 mm
"t,;\, C4 A = Wavelength: Mo K, radiation (0.71073 A)
- _/_ P — =, ( 7 \ \/,’,/_ 18 1.02 cm_l
¢ N = O.;:} 4 c1d & Diffractometer, scan mode: ~ Nonius Kappa CCD, ¢
\ C14 f({ SAL. 20mac 50.9°
A ‘;\C& x \{\/ ' N(hkl)measured, N(hki)unique : 2106, 2027
c1 . ¥ 06— c1s| o Criterion for lobs, N(hkl)g: Iobs > 3 S(lops), 1610
'\_ L/ Y P~ \ N(param)refined: 145
Cax \ / =N Programs: MULTAN [2], maXus [3], ORTEPII [4]
45& A—b
( 28 o7 Table 2. Atomic coordinates and displacement parameters (in Az).
010
Atom  Site x y z Uiso
Abstract H(6) 4e 0.07243 024014  -0.02783 0.05
C11H11NO4, monoclinic, P12y/c1 (No. 14), a = 8.861(1) A, H(14)  4e 030583 031607 -0.00165  0.05
b=11.794(1) A, c = 10.891(1) A, p =103.682(1) A, H()  4e 011207 -009673 025266  0.05
_ 33 z= - _ _ H4) 4e 0.30961 0.07239  -0.07228 0.05
V=1105.9A",Z =4, Ry(F) =0.089, wR(F) =0.171, T=298 K. H(15A) 4e 013755 045420 003367 005
H(15B) 4e 0.19025 0.43040 0.17917 0.05
Source of material H@3) 4e 0.34885 —0.11904 -0.02120 0.05
The compound was synthetized according to the Hauser proce- HQ2) e 025208 020212 0.13777 0.05
dure [1]. The crystallization was done from CH>Cl H(I6A) ~ 4e 030657 0=8s 6 Sil2a 005
: y 212 H(I6B) 4e 037857 051933  0.03451 005
H(16C) 4e 043127 0.49553 0.18001 0.05

Discussion

The structure was determined to identify the diasteroisomer pres-
ence in the crystal. We observe the di (RS/SR) ones. The atoms of
the ring moiety are coplanar. The packing shows intramolecular
(H6-07 = 1.999(1) A) and intermolecular hydrogen bonds
(H6-010 = 2.4268 A, H3-013 = 2.530(1) A).

Table 3. Atomic coordinates and displacement parameters (in Az).

Atom Site x y z Uil Uxn Uss Uiz Uiz Uas

C(5) de 0.1842(1) 0.10262(8)  0.06252(8)  0.0499(5) 0.0498(5) 0.0514(4) -0.0003(3) 0.0040(3) -0.0087(3)
C(6) de 0.1361(1) 0.22444(8) 0.05477(8)  0.0567(5) 0.0514(5) 0.0556(5) 0.0023(4) 0.0107(4)  -0.0014(3)
o) 4e 0.04958(8) 0.23718(6) 0.14981(8)  0.0631(5) 0.0537(4) 0.0938(5) 0.0003(3) 0.0287(4)  -0.0128(3)
N(12) 4e 0.3997(1) 0.27009(7) 0.18078(9)  0.0649(6) 0.0580(5) 0.0742(6) -0.0033(4) 0.01184) —0.0166(4)
C(14) 4¢ 0.2681(1) 0.31077(8) 0.07381(9)  0.0655(6) 0.0504(5) 0.0628(5) 0.0021(4) 0.0176(4)  —0.0006(4)
O(10)  4e -0.0221(1) 0.13178(8) 0.29641(9)  0.1092(7) 0.0961(7) 0.0904(6) —0.0310(5) 0.0554(5) -0.0263(4)
C(1) 4e 0.1515(1) -0.06133(9)  0.1868(1) 0.0774(7) 0.0556(6) 0.0731(6)  -0.0088(5) 0.0047(5) 0.0033(4)
C(9) 4e 0.1266(1) 0.05220(8) 0.15631(8)  0.0583(5) 0.0503(5) 0.0552(5) -0.0052(4) 0.0075(4)  -0.0044(3)
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Table 3. Continued.

Atom Site x y z Un Un Us3 U2 U3 Uz

C(8) 4e 0.0443(1) 0.13747(9) 0.21218(9) 0.0674(6) 0.0652(6) 0.0631(6) -0.0143(5) 0.0234(4) -0.0111(4)
C(4) 4e 0.2677(1) 0.0408(1) -0.0062(1) 0.0684(6) 0.0684(7) 0.0711(6) 0.0012(5) 0.0218(5) -0.0163(5)
o1l de 0.3801(1) 0.26458(8) 0.28545(8)  0.0922(7) 0.1052(7) 0.0693(5)  ~0.0032(5) 0.0109(4) 0.0025(4)
C(15) 4e 0.2222(1) 0.42980(9) 0.1009(1) 0.0842(8) 0.0489(6) 0.0990(8) 0.0063(5) 0.0303(6) —0.0028(5)
0(13) de 0.5218(1) 0.2455(1) 0.1536(1) 0.0689(6) 0.1313(9) 0.1254(8) 0.0214(5) 0.0140(5) —0.0393(6)
C(3) de 0.2905(1) -0.0743(1) 0.0250(1) 0.0650(7) 0.0667(7) 0.115(1) 0.0089(5) 0.0136(6) -0.0293(7)
C(2) de 0.2349(1)  -0.1230(1) 0.1190(1) 0.0685(7) 0.0520(6) 0.117(1) 0.0061(5) -0.0058(7) -0.0025(6)
C(l16) 4e 0.3452(2) 0.5163(1) 0.1121(2) 0.129(1) 0.0551(8) 0.181(2) —0.0095(8) 0.074(1) —0.0169(8)
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