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Search: search2 (Thu Jan 24 14:09:51 2013): Hits 1-4

LEGLOA

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

Ph,

VAXKUC

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NH

O2N

NH

B.-H.Zou, Z.Fang, H.Zhong, G.Kai, P.Wei (2012)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,68,02547

Cq3Hg Cly Ny Oy

Phenyl (5-chloro-2-nitrophenyl)carbamate

P21/c Cell: a 8476(1) b 5927(1) ¢ 24.996(5)

14 (A,°) o 90.00 B 9477(3) y 90.00

4.55 Temperature(K): 293 Density(g/cm3): 1.553
Parameters
Fragment 1
NHTOO (D) 1.944
NHO (A) 134.877

O:N
NH
[} Cl

M.C.Davis, T.J.Groshens (2012) Tetrahedron Lett. ,53,

4154

Ca1 Hz1 N5 Oy

Tri-t-butyl (2,4-dinitrobenzene-1,3,5-triyl)triscarbamate

Pbca Cell: a 14.009(0) b 9.116(0) ¢ 42.326(1)

61 (A°) o 90.00 B 90.00 Y 90.00

4.45 Temperature(K): 296  Density(g/cm3): 1.262
Parameters
Fragment 1
NHTOO (D)  2.021

po— NHO (A) 129.648
Fragment 2
NHTOO (D)  1.990
NHO (A) 129.615
Fragment 3
NHTOO (D) 1.973
NHO (A) 133.686

COOtBu
NH
NO2
COOtBu

QEDLOC

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

tBu

VAXLAJ

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

02N

Page 2

F.Zhang, Z.Fang, B.-H.Zou, G.Kai (2012)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,68,02771

C11Hi3Cly N2 Og

N-(5-Chloro-2-nitrophenyl)-2,2-dimethylpropanamide

Pnma Cell: a 10401(2) b 7.028(1) ¢ 17.106(3)
62 (A°) o 90.00 B 90.00 Y 90.00
6.36 Temperature(K): 293 Density(g/cm3): 1.364
Parameters
Cl
Fragment 1
NHTOO (D)  1.945
NHO (A) 134.757
NH
NO2
(]
M.C.Davis, T.J.Groshens (2012) Tetrahedron Lett. 53,
4154
Cy1Hi3N3 Og
t-Butyl (2,4-dinitrophenyl)carbamate
P21/c Cell: a 13441000 b 6.001(0) ¢ 16.969(0)
14 (A9 o 90.00 B 107.93(0) 7y 90.00
3.42 Temperature(K): 296  Density(g/cm3): 1.445
COOtBu  parameters
Fragment 1
NHTOO (D)  1.951
NH NHO (A) 134.682
NO2



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 5-8

AVOJURO02

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

O2N

AYUPUF

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

E.Pindelska, L.Dobrzycki, K.Wozniak, W.Kolodziejski
(2011) Cryst.Growth Des. 11,2074

CgHg N3 O

N-(4-Amino-2-nitrophenyl)acetamide

NO

P21/n Cell: a 12702(1) b 3.818(0) ¢ 17.365(1)
14 (A,°) o 90.00 B 91.63(0) 7y 90.00
4.48 Temperature(K): 100 Density(g/cm3):  1.540
COMe  Parameters
Fragment 1
NHTOO (D) 2.153
NH NHO (A) 117.921
NH2
C.Zalaru, M.R.Caira, M.lovu, E.Cristea (2004)
J.Chem.Cryst. ,34,317
C11HigNg Og
2-(Pyrazol-1-yl)-2'-nitroacetanilide
Pn Cell: a 469400) b 22389(0) c 15.748(0)
7 7% o 90.00 B 96.81(0) 7y 90.00
6.57 Temperature(K): 173  Density(g/cm3): 1.493
Parameters
Fragment 1
NHTOO (D)  2.010
NHO (A) 127.724
Fragment 2
NHTOO (D)  2.035
NHO (A) 126.251
Fragment 3
NHTOO (D)  2.089
NHO (A) 121.114
NH
o N N

/

AVOKIG

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

02N

AYUQAM

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NO2

Page 3

E.Pindelska, L.Dobrzycki, K.Wozniak, W.Kolodziejski
(2011) Cryst.Growth Des. ,11,2074

Cg Hg N3 Og,Hp O4

N-(4-Amino-2-nitrophenyl)acetamide monohydrate

C2/lc Cell: a 22656(1) b 11727000 ¢ 7.326(0)
15 (A,°) o 90.00 B102.93(0) y 90.00
3.19 Temperature(K): 100 Density(g/cm3): 1.493
Parameters
Fragment 1
NHTOO (D) 1.978
/COMe NHO (A) 138.719
NH
H20
NHz
C.Zalaru, M.R.Caira, M.lovu, E.Cristea (2004)
J.Chem.Cryst. ,34,317
C13H14 Ny Og
2-(3,5-Dimethylpyrazol-1-yl)-2'-nitroacetanilide
P-1 Cell: a 4728000 b 11.688(00) ¢ 12.036(0)
2 (A°) o 87.69(0) B 85.05(0) y 85.98(0)
4.58 Temperature(K): 173  Density(g/cm3): 1.379
Parameters
Fragment 1
NHTOO (D)  2.177
NHO (A) 107.585
NH
o} N N
HsC CHs



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 9-12

AYUQEQ

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO2

BOSVIO

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

O2N

O2N

C.Zalaru, M.R.Caira, M.lovu, E.Cristea (2004)
J.Chem.Cryst. ,34,317

Ci3Hi3 11Ny Og

2-(3,5-Dimethyl-4-iodo-pyrazol-1-yl)-2'-nitroacetanilide

12/a Cell: a 24.108(55) b 4.732(0) c¢ 25.337(5)
15 (A°) o 90.00 B 96.09(3) 7y 90.00
2.94 Temperature(K): 193 Density(g/cm3): 1.850
Parameters
Fragment 1
NHTOO (D)  2.206
NHO (A) 110.618
NH
[} N N
HaC CHs

L.A.Chetkina, Z.P.Povet'eva, V.K.Bel'skii, A.M.Andrievskii,
A.N.Poplavskii, K.M.Dyumaev (1982)
Dokl.Akad.Nauk SSSR(Russ.)(Proc.Nat.Acad.Sci.USSR) ,266,1191

C13Hs N5 Og
2,4,8,10-Tetranitro-phenanthride

p212121  Cell: a 31.872(14) b 5223(3) ¢ 8.255(4)

19 (A°) o 90.00 B 90.00 Y 90.00

3.10 Temperature(K): 295 Density(g/cm3): 1.814
Parameters
Fragment 1
NHTOO (D)  1.853
NHO (A) 132.823

OaN
NO2
NH:
[¢]

BAYXIJ

Reference:

Formula:

Compound Name:

Synonym:

Space Group:

Space Group No.:

R-Factor (%):

CIVVEI10

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

MeCO.

Page 4

Zhenming Yin, Ling Jiang, Jiagi He, Jin-Pei Cheng (2003)
Chem.Commun. ,2326

CgH7 N3 07
methyl (2,4-dinitrophenylamidocarboxylate)

N-oxalyl 2,4-dinitroanilide

P21/c Cell: a 128103) b 464502) c 18.340(5)

14 (A, o 90.00 B 99.33(1) y 90.00

4.96 Temp (K): 293  Density(g/cm3): 1.660
Parameters
Fragment 1
NHTOO (D)  1.892
NHO (A) 134.702

o
NH COOMe
NO2

A.M.Andrievskii, A.N.Poplavskii, K.M.Dyumaev,
L.A.Chetkina, V.K.Bel'skii, Yu.S.Bogachev, S.S.Berestova (1987)
Khim.Get.Soedin.,SSSR(Russ.)(Chem.Heterocycl.Compd.) ,314

Cy5Hg Ny Og
10-Acetoxy-2,4,8-trinitro-6(5H)-phenanthridinone

p212121  Cell: a 5.768(0) b 12.300(2) c¢ 21.531(3)
19 (A°) o 90.00 B 90.00 Y 90.00
2.80 Temperature(K): 295 Density(g/cm3): 1.688
Parameters
Fragment 1
NHTOO (D)  2.096
NHO (A) 129.650
NO,
NO,
NH
[}



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 13-16

Cuzzus

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

cl

DIXDUJ

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

L.Cronin, D.A.Adams, D.J.Nightingale, J.H.Clark (2000)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,56,244

Cq4H7 Cly Ny Og

4-Chloro-N-(4-cyano-2-nitrophenyl)-3-nitrobenzamide

P-1 Cell: a

2 (A,) o 91.59(16)

Temperature(K): 295

7.804(13) b 12.931(6) ¢

7.490(40)
B 112.90(20) 7 88.12(8)

Density(g/cm3): 1.655

Parameters

Fragment 1
NHTOO (D)
NHO (A)

2.067
124.779

CN

S.Kashino, T.Matsushita, T.lwamoto, K.Yamaguchi,
M.Haisa (1986) Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. 42,457

Cg Hg N> O

o-Nitroacetanilide

P21/n Cell: a 15507(3) b 4.958(0) ¢ 10.924(2)
14 7% o 90.00 B 97.68(1) y 90.00
5.20 Temperature(K): 295  Density(g/cm3): 1.438
Parameters
Fragment 1
NHTOO (D)  2.010
NHO (A) 132915
NO2
NH——-COMe

DATDOS

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Hong-Jun Zang, Ming-Lin Guo (2005)

Acta Crystallogr., Sect.E:Struct.Rep.Online ,61,02772

Cy1Hy1 N2 O7 P4

N-(2-Nitrophenyl)-1-oxo0-2,6,7-trioxa-1-phosphabicyclo(2.2.2)octane-4-

carboxamide

P21/c Cell: a 8.238(1)
14 (A°) o 90.00
4.10 Temperature(K): 293

b 12.
B 105.

2692) ¢
080) Y

Density(g/cm3):

Parameters

Fragment 1
NHTOO (D)
NHO (A)

12.937(2)
90.00

1.653

1.965
137.849

syn-N-(2,4-Dinitrophenyl)-3-(1-(phenylsulfanyl)ethyl)pent-4-enamide

b 11.
B 78.

687(0) ¢
710 v

/ ° O
o N

\ o

o NH
ON
FAGDAU
Reference: D.Craig, J.W.Harvey, A.G.O'Brien, A.J.P.White (2010)
Chem.Commun. ,46,6932

Formula: CqgHyg N3 O5 S4
Compound Name:
Space Group: P-1 Cgll: a 7.033(0)
Space Group No.: 2 (A°) o 69.17(0)
R-Factor (%): 5.56 Temperature(K): 173

NO2

Page 5

CHe

Density(g/cm3):

Parameters

Fragment 1
NHTOO (D)
NHO (A)

12.997(0)
82.73(0)

1.364

1.958
133.753



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 17-20

FENPET

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO,

FENPIXO01

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

N.V.Novozhilova, N.S.Magomedova, G.L.Tudorovskaya,
V.K.Bel'skii (1986) Zh.Strukt.Khim.(Russ.)(J.Struct.Chem.) ,27,175-5

C0 Hi2 Ng O19

2,4,2' 4'-Tetranitro-N,N'-diphenylterephthalamide

P1121/n  Cell: a 19.183(10) b 10.285(8) ¢ 5.239(2)
14 (A°) o 90.00 B 90.00 v 102.55(5)
4.70 Temperature(K): 295 Density(g/cm3): 1.634
Parameters
Fragment 1
NHTOO (D) 1.916
NHO (A) 137.040

Yue Sun, Guofeng Wang, Wei Guo (2009) Tetrahedron ,
65,3480

Cy3Hg Ny O7

N-(2,4-Dinitrophenyl)-4-nitrobenzamide

P21/n Cell: a 7.0393) b 20.787(6) ¢ 9.423(3)
14 (A°) o 90.00 B 92.08(5) 7y 90.00
3.96 Temperature(K): 293  Density(g/cm3): 1.602
Parameters
Fragment 1
NHTOO (D) 1.948
NHO (A) 135.112
o]
NH: NO2
OaN

FENPIX

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

FOBMEP

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NO2

Page 6

N.V.Novozhilova, N.S.Magomedova, G.L.Tudorovskaya,
V.K.Bel'skii (1986) Zh.Strukt.Khim.(Russ.)(J.Struct.Chem.) ,27,169-5

Cy3Hg Ny O7

2'4',4-Trinitrobenzanilide

P1121in  Cell: a 7.039(1) b 93742) c 20.784(4)
14 (A°) o 90.00 B 90.00 Y 92.02(1)
3.60 Temperature(K): 295 Density(g/cm3): 1.610
Parameters
Fragment 1
NHTOO (D)  1.880
NHO (A) 137.841
NH NO,

NO2

M.V.N.de Souza, T.R.A.Vasconcelos, S.M.S.V.Wardell,
J.L.Wardell, J.N.Low, C.Glidewell (2005)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,61,0204

CqoHg Cly N3 O3

2-Chloro-N-(2-nitrophenyl)nicotinamide

P21/c Cell: a 6.996(0) b 22424(0) ¢ 7.209(0)
14 (A°) o 90.00 B 93.0900) vy 90.00
3.81 Temperature(K): 120 Density(g/cm3):  1.633
Parameters
Fragment 1
NHTOO (D)  2.009
NHO (A) 127.862
Cl N
NH
o



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 21-24

FUSZEY HIJBAD
Reference: L.A.Chetkina, O.V.Semidetko, V.A.Shuvaeva, Reference:
A.N.Poplavskii, V.K.Bel'skii, A.M.Andrievskii (1987)
Zh.Strukt.Khim.(Russ.)(J.Struct. Chem.) ,28,177-5
Formula:
Formula: C43Hg Ny O;
1882 Compound Name:
Compound Name: 4-Nitro-6(5H)-phenanthridinone
Space Group:
Space Group: P-1 Cell: a 6.975(4) b 7.704(8) ¢ 10.850(9) Space Group No.:
Space Group No.: 2 (A°) 0.106.12(6) B 107.02(5) vy 72.32(6)
R-Factor (%):
R-Factor (%): 4.40 Temperature(K): 295 Density(g/cm3): 1535
Parameters
Fragment 1
NHTOO (D)  2.041
NHO (A) 133.865
NH NO,
OoN
ICULUN INODIY
Reference: Xiaorong He, J.G.Stowell, K.R.Morris, R.R.Pfeiffer, Hui Li, Reference:
G.P.Stahly, S.R.Byr (2001) Cryst.Growth Des. ,1,305
Formula: CgH;7 F3N, Og Formula:
Compound Name: N-(2-Nitro-4-(trifluoromethyl)phenyl)acetamide Compound Name:
Synonym: 2-Nitro-4-(trifluoromethyl)acetanilide Synonym:
Space Group: P21/c Cell: a 10.769(1) b 4.964(0) c¢ 19.739(2) Space Group:
Space Group No.: 14 (A°) o 90.00 B 92.141(0) vy 90.00 Space Group No.:
R-Factor (%): 5.70 Temperature(K): 293 Density(g/cm3): 1.563 R-Factor (%):
MeCO. Parameters
Fragment 1
NHTOO (D)  1.999
NH NHO (A) 133.734
NO2 NO2

CF3

Page 7

M.Kubicki, T.W.Kindopp, M.V.Cappareli, P.W.Codding
(1996) Acta Crystallogr., Sect.B:Struct.Sci. 52,487

Cg Hy Ny Og

5,7-Dinitro-1,4-dihydro-2,3-quinoxalinedione

p212121  Cell: a 6.977(0) b 13.083(1)
19 (A°) o 90.00 B 90.00
3.50 Temperature(K): 295 Density(g/cm3):
Parameters
Fragment 1
NHTOO (D)
NHO (A)
Fragment 2
NHTOO (D)
NHO (A)
NO2
NH 0
NH 0

C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2004)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,60,0120

C14Hig Nz O5
2-(2-Nitrophenylaminocarbonyl)benzoic acid
N-(2-Nitrophenyl)benzamide-2-carboxylic acid

Pbca Cell: a 7.276(0)
61 /%) o 90.00

b 14.888(0)
B 90.00

4.90 Temperature(K): 120

Parameters

Fragment 1
NHTOO (D)
NHO (A)

NH

(o] COOH

¢ 20.401(1)
Y 90.00

¢ 23.041(0)
Y 90.00

Density(g/cm3): 1.523



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 25-28

JIPJAT

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

ON

JIPJEX

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

0N

A.M.Andrievskii, O.V.Chelysheva, A.N.Poplavskii,

V.V.Nikonov, L.A.Chetkina, V.K.Bel'skii, V.E.Zavodnik, A.A.Perov,
N.A.Andronova, K.M.Dyumaev (1990)
Khim.Get.Soedin.,SSSR(Russ.)(Chem.Heterocycl.Compd.) ,789

Cq3HsBry Ny O

10-Bromo-2,4,8-trinitro-6(5H)-phenanthridinone

R-3 Cell: a 28057(5) b 28.057(5) ¢ 9.116(2)

148 (A,°) o 90.00 B 90.00 v 120.00

4.00 Temperature(K): 295 Density(g/cm3): 1.968
Parameters
Fragment 1
NHTOO (D)  1.926
NHO (A) 131.569

[¢]
NH:
NO2
Br

A.M.Andrievskii, O.V.Chelysheva, A.N.Poplavskii,

V.V.Nikonov, L.A.Chetkina, V.K.Bel'skii, V.E.Zavodnik, A.A.Perov,
N.A.Andronova, K.M.Dyumaev (1990)
Khim.Get.Soedin.,SSSR(Russ.)(Chem.Heterocycl.Compd.) ,789

Cq3HsBry N4y O

2-Bromo-1,4,8-trinitro-6(5H)-phenanthridinone

Pb21a Cell: a 14.665(3) b 14.858(3) ¢ 6.426(1)

29 (A,°) o 90.00 B 90.00 Y 90.00

2.10 Temperature(K): 295 Density(g/cm3):  1.941
Parameters
Fragment 1
NHTOO (D)  1.901
NHO (A) 134581

[¢]
NH:
NO2
NO2

JIPJAT10

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

JIPJEX10

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NH

02N

Page 8

0.V.Chelysheva, L.A.Chetkina, V.K.Bel'skii, V.E.Zavodnik,
A.N.Sobolev, A.N.Poplavskii, V.V.Nikonov, A.M.Andrievskii (1990)
Kristallografiya(Russ.)(Crystallogr.Rep.) 35,874

Cy3Hs Bry N, O;

10-Bromo-2,4,8-trinitro-6(5H)-phenanthridinone

R-3 Cell: a 28.057(5) b 28.057(5) ¢ 9.116(2)
148 (A°) o 90.00 B 90.00 v 120.00
4.00 Temperature(K): 295 Density(g/cm3): 1.968
Parameters
Fragment 1
NHTOO (D)  1.926
NHO (A) 131.569
Br
NO2
NH
NO2

0.V.Chelysheva, L.A.Chetkina, V.K.Bel'skii, V.E.Zavodnik,
A.N.Sobolev, A.N.Poplavskii, V.V.Nikonov, A.M.Andrievskii (1990)
Kristallografiya(Russ.)(Crystallogr.Rep.) 35,874

Cy3Hs Bry N, O;

2-Bromo-1,4,8-trinitro-6(5H)-phenanthridinone

Pb21a Cgll: a 14.665(3) b 14.858(3) c¢ 6.426(1)
29 (A,°) o 90.00 B 90.00 Y 90.00
210 Temperature(K): 295 Density(g/cm3): 1.941
NO2 Parameters
Fragment 1
NHTOO (D)  1.901
NHO (A) 134.581
NO2
Br



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 29-32

KEJGIP

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

N

LESFOF

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

OoN

D.Dudis, R.Gilardi (1990)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,46,648

CoHg N, Og

Ethyl (2,4,6-trinitrophenyl)carbamate

P21 Cell: a 4978(2) b 6.974(2) c¢ 17.991(6)
4 (A°) o 90.00 B 94.69(3) 7y 90.00
5.80 Temperature(K): 295 Density(g/cm3): 1.602
Parameters
Fragment 1
NHTOO (D) 2475
NHO (A)  93.955
O2N, NO2

NH

NO2

A.S.Batsanov, G.Sanford, J.Trmcic (2006)
Private Communication ,

CgHy N3 O

2,4-Dinitroacetanilide

P21/n Cell: a 6081(0) b 15715(0) ¢ 9.781(0)
14 7% o 90.00 B 92.02(0) y 90.00
3.76 Temperature(K): 120  Density(g/cm3): 1.601
NO2 Parameters
Fragment 1
NHTOO (D) 1.875
NHO (A) 139.261
NH\
COMe

LAPYUY

Reference:

Formula:

Compound Name:

Synonym:
Space Group:
Space Group No.:

R-Factor (%):

HaC.

LESFOFO1

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

OoN

Page 9

NO2

U.Chaithanya, S.Foro, B.T.Gowda (2012)
Acta Crystallogr., Sect.E:Struct.Rep.Online 68,0819

Cy1H12N; O5
4-((4-Methyl-2-nitrophenyl)amino)-4-oxobutanoic acid

N-(4-Methyl-2-nitrophenyl)succinamic acid

P-1 Cell: a 485300 b 11.01502) c¢ 11.787(2)

2 (A,°) o 6959(1) P 7877(1) v 83.62(2)

459 Temp (K): 293  Density(g/em3): 1.448
Parameters
Fragment 1
NHTOO (D)  2.117
NHO (A) 120.887

COOH
NH o]

A.S.Batsanov, G.Sanford, J.Trmcic (2006)

Private Communication ,

CgH7 N3 Og

2,4-Dinitroacetanilide

P21/n Cell: a 10692(1) b 4668(0) c¢ 18570(1)

14 (A9 o 90.00 B 96.81(0) y 90.00

3.70 Temperature(K): 120  Density(g/cm3): 1.625

NO2 Parameters
Fragment 1
NHTOO (D)  1.903
NHO (A) 134.488
NH\
COMe



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 33-36

MNIAANO1
Reference: J.C.Moore, A.Yeadon, R.A.Palmer (1983)
J.Crystallogr.Spectrosc.Res. ;13,279
Formula: CgHqg Ny Og
Compound Name: 4-Methyl-2-nitroacetanilide
Space Group: P-1 Cgll: a 17.956(2) b 12.908(2) c¢ 4.039(1)
Space Group No.: 2 (A°) o 93.13(2) P 83.71(2) vy 90.77(2)
R-Factor (%): 6.50 Temperature(K): 295 Density(g/cm3): 1.388
MeCO Parameters
Fragment 1
NHTOO (D)  1.949
NH NHO (A) 130.296
Fragment 2
NHTOO (D)  1.976
NHO (A) 131.326
NO>
CHs
MNIAAN12
Reference: A.S.Batsanov, R.K.Harris, Phong Ghi (2011)
Private Communication ,
Formula: CgHqg Ny Og
Compound Name: 4-Methyl-2-nitroacetanilide
Space Group: P-1 Cgll: a 3929(0) b 12.858(1) c¢ 17.834(2)
Space Group No.: 2 (A°) o 89.21(1) B 84.13(1) vy 86.95(1)
R-Factor (%): 4.94 Temperature(K): 120 Density(g/cm3): 1.441
COMe  Parameters
Fragment 1
NHTOO (D)  2.041
NH NHO (A) 126.447
Fragment 2
NHTOO (D)  1.986
NHO (A) 129.635
02N
CH3

MNIAANO2

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

HsC

MUBHEX

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO2

Page 10

J.C.Moore, A.Yeadon, R.A.Palmer (1984)
J.Crystallogr.Spectrosc.Res. ;14,283

CgHigNp O3

4-Methyl-2-nitroacetanilide

P21/c Cell: a 10.158(2) b 11.635Q2) ¢ 8.041(2)

14 (A,°) o 90.00 B 9455(2) y 90.00

8.00 Temperature(K): 295 Density(g/cm3): 1.362
Parameters
Fragment 1
NHTOO (D) 1.977
NHO (A) 140.802

COMe
NH
NO2

A.Saeed, J.Simpson (2009)

Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,01845

C13Hig N2 Og

N-(2-Nitrophenyl)benzamide

P21/n Cell: a 720600 b 7.4250) c¢ 20.603(1)

14 (A9 o 90.00 B 9356(0) 7y 90.00

4.12 Temperature(K): 89 Density(g/cm3): 1.462
Parameters
Fragment 1
NHTOO (D) 1.927
NHO (A) 135.670

COPh

NH
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NELQIE

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

MeCO.

NOCWIM
Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

Jianying Qi, Zhongyuan Zhou, Dongsheng Liu,

A.S.C.Chan (2001) Acta Crystallogr.,Sect.E:Struct.Rep.Online 57,0675

CgH7 F1 Ny Og

4'-Fluoro-2"-nitroacetanilide

P21/c Cgll: a 3976(0) b 22.
14 (A°) o 90.00 B 99.
5.00 Temperature(K): 294
NH
NO»2
F

489(4) ¢ 9.742(1)
25(0) v 90.00

Density(g/cm3):  1.531

Parameters
Fragment 1
NHTOO (D)  2.466
NHO (A) 100.182

C.B.Gilley, Y.Kobayashi (2008) J.Org.Chem. 73,4198

CoqHa7 N3 O7

(4aR,7R,7aS)-5-(4-Methoxybenzyl)hexahydro-2,2,7-trimethyl-N-(2-
nitrophenyl)-6-oxo-(1,3)dioxino(5,4-b)pyrrole-4a-carboxamide

c2 Cell: a 20.540(1) b 7.979(0) ¢ 14.115(1)
5 (A9 o 90.00 $105.38(0) y 90.00
4.90 Temperature(K): 100 Density(g/cm3): 1.398
Parameters
Fragment 1
NHTOO (D)  2.106
NHO (A) 130.755
NO2
o. NH
N
0
o
CHs
o
CHs
HsC

NIXHEH
Reference:
Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NOQJIM

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO2

Page 11

1.Schlemminger (2001) Thesis ,
Ca4 Hag Ng 014,2(C1 Hy Cly)

N-(7-(2,2-Dimethyl-1,3-dioxol-4-yl)-3,3-dimethyl-6-(4'-methoxy-2'-
nitrophenylaminocarbonyl)-2,4,8-trioxabicyclo(3.3.0)octan-6-yl)-N-(1-
thyminylacetyl)-2-(t-butoxycarbonylamino)ethylamine dichloromethane
solvate

P1 Cell: a 8.388(0) b 10.301(0) ¢ 13.113(1)
1 (A, o 9248(0) B 97.67(0) y 91.17(0)
4.36 Temperature(K): 193 Density(g/cm3):  1.381
Parameters
Fragment 1
NHTOO (D)  1.972
NHO (A) 129.014
/COO(Eu
NH OMe
O2N
o)
N NH
o CHs
CHs
o]
[¢)
(9]
0
HsC
CHg

Shi-qi Dou, H.Fuess, A.Weiss, B.T.Gowda, V.G.Krishnan
(1997) Z Kristallogr. ;212,532

Cg Hg Cl3 Ny Og
N-(2-Nitrophenyl)-2,2,2-trichloroacetamide

P-1 Cell: a 6.809(3)
2 (4, o 98.67(2)

b 12.717(6)
B 96.14(2)

¢ 13.240(6)
v 101.47(2)
3.86 Temperature(K): 295

Density(g/cm3): 1.713

Parameters

Fragment 1
NHTOO (D)
NHO (A)

1.948
134.423

Fragment 2
NHTOO (D)
NHO (A)

1.975
143.074

cl
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NUQFIP

Reference:

Formula:

Compound Name:

Synonym:

Space Group:

Space Group No.:

R-Factor (%):

PAHCAD

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

Cl

Ting Sun, Gong-Chun Li, Jing Li, Feng-Ling Yang (2010)
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,66,01113

C14Hi2Ng Of
1-Benzoyl-4-(2-nitrophenyl)semicarbazide

2-Benzoyl-N-(2-nitrophenyl)hydrazinecarboxamide

Pc Cell: a 4.655(2) b 15.020(7) ¢ 10.005(5)
7 (A,°) o 90.00 B 97.950) 7y 90.00
2.80 Temperature(K): 113 Density(g/cm3): 1.439
Parameters
coph Fragment 1
NHTOO (D) 2.128
NHO (A) 119.906
NH
0 NH
NH
NO2
Ying Zhang, Tian-Yang Feng (2004)
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,60,01717
Cg H5 Cly Fy Ny Og
2-Chloro-N-(5-chloro-4-fluoro-2-nitrophenyl)acetamide
P21/n Cell: a 11.193(3) b 6.449(1) ¢ 14.427(4)
14 7% o 90.00 B 93.14(0) y 90.00
3.48 Temperature(K): 293  Density(g/cm3): 1.706
Parameters
Fragment 1
NHTOO (D) 1.942
NHO (A) 134.827
NH
Cl
[}
NO2

OCAHAD

Reference:

Formula:

Compound Name:
Synonym:

Space Group:
Space Group No.:

R-Factor (%):

HsC.

QEBWUP

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO2

Page 12

De-Cai Wang, Liang-Cheng Huang, Zhu-Yun Liu,

Ping Wei, Ping-Kai Ou-yang (2011)

Acta Crystallogr.,Sect.E:Struct.Rep.Online ,67,03332

Cy1Hg Cly N3 Oy
N-(4-Chloro-2-nitrophenyl)-5-methyl-1,2-oxazole-4-carboxamide

N-(4-Chloro-2-nitrophenyl)-5-methylisoxazole-4-carboxamide

P21/c Cell: a 5387(1) b 23537(5) ¢ 9.460(1)
14 (A,°) o 90.00 B 99.86(3) Y 90.00
4.19 Temperature(K): 293  Density(g/cm3): 1.583
¢l Parameters
Fragment 1
NHTOO (D)  1.945
NHO (A) 135.497
NO2
NH
o N

G.Guichard, V.Semetey, C.Didierjean, A.Aubry,
J.-P.Briand, M.Rodriguez (1999) J.Org.Chem. ,64,8702

C11 Hg N3 Og

O-Succinimidyl-(2-nitrophenyl)carbamate

P21/c Cell: a 12530(1) b 10.077(2) ¢ 9.572(2)
14 (A9) 0. 90.00 B 9450(1) 1y 90.00
3.68 Temperature(K): 295  Density(g/cm3): 1.539
Parameters
Fragment 1
NHTOO (D)  1.920
NHO (A) 125.386
o)
[0}
/ "
NH o
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QITLEL

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

02N

RIBQID

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

HaN

A.S.Batsanov, J.P.Knowles, A.P.Lightfoot, G.Maw,
C.E.Thirsk, S.J.R.Twiddle, A.Whiting (2007) Org.Lett. ,9,5565

C1g Hag N3 O7 Siy
N-(2,4-Dinitrophenyl)-3-(t-butyl(dimethyl)siloxy)-2-methoxy-4-methylpent-
4-enamide
P21 Cell: a 13.183(1) b 6.613(0) ¢ 13.797(1)
4 (A°) o 90.00 B109.32(1) v 90.00
3.69 Temperature(K): 120 Density(g/cm3): 1.286
Parameters
Fragment 1
NHTOO (D)  1.969
NHO (A) 133817
CHz
tBu
/Si\
[o] [} CHs
CHz
NH
OMe CH,

Cheol-Min Park, Tetsuro Oie, A.M.Petros, Haichao Zhang,
P.M.Nimmer, R.F.Henry, S.W.Elmore (2006) J.Am.Chem.Soc. ,128,
16206

C14H14Ng O5 S

syn,anti-4-(3-Methyl-3-phenylureido)-3-nitrobenzenesulfonamide

P21/c Cell: a 15.677(5) b 13.127(4) ¢ 8.019(2)
14 (A°) o 90.00 B 95.39(0) 7y 90.00
8.58 Temperature(K): 293 Density(g/cm3): 1.416
Parameters
Fragment 1
NHTOO (D) 1.825
NHO (A) 141.420
NO2
NH, 0

HsC' Ph

REZPES

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

RIBQIDO1

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

HzN.

o

Page 13

B.T.Gowda, S.Foro, H.Fuess (2007)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,63,01975

Cg H7 Cly Ny Og

2-Chloro-N-(2-nitrophenyl)acetamide

Pc Cell: a 16.386(2) b 3.939(0) c¢ 28.566(3)
7 (A°) o 90.00 B 90.27(0) v 90.00
5.33 Temperature(K): 303 Density(g/cm3): 1.546
Parameters
Fragment 1
NHTOO (D)  1.949
NHO (A) 134614
Fragment 2
NHTOO (D)  1.963
o NHO (A) 134.271
Fragment 3
NHTOO (D)  1.966
NHO (A) 134.272
Fragment 4
NHTOO (D)  1.959
NHO (A) 134735
NH cl
NO2

Cheol-Min Park, Tetsuro Oie, A.M.Petros, Haichao Zhang,
P.M.Nimmer, R.F.Henry, S.W.Elmore (2006) J.Am.Chem.Soc. ,128,
16206

C14H14Ng O5 S4
syn,anti-4-(3-Methyl-3-phenylureido)-3-nitrobenzenesulfonamide

P21/c Cell:
14 (A°)

a 15.722(1)
o 90.00

b 13.153(0) ¢ 8.024(0)
B 95400 7y 90.00

12.07 Temperature(K): 295 Density(g/cm3):  1.409

Parameters
Fragment 1
NHTOO (D)  1.821
NHO (A) 136.368
NO2
NH o}
/ N\
HsC Ph
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SOBGIA

Reference:
Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

NO2

HsC

TAFCUY

Reference:

Formula:
Compound Name:
Space Group:
Space Group No.:

R-Factor (%):

D.Didier, B.Tylleman, N.Lambert, C.M.L.V.Velde,
F.Blockhuys, A.Collas, S.Sergeyev (2008) Tetrahedron ,64,6252

C1gHigNg O5

N-(4-Methyl-2-(((4-methyl-2-nitrophenyl)amino)methyl)-6-nitrophenyl)
formamide

P21/c Cell: a 13.101(5) b 14.951(4) ¢ 8.316(3)
14 (A°) o 90.00 B 94.28(3) Y 90.00
3.94 Temperature(K): 290 Density(g/cm3): 1.408
Parameters
Fragment 1
NHTOO (D) 2.223
NHO (A) 121.459
CHO
NH
NH
O:N CHa

0.V.Semidetko, L.A.Chetkina, V.K.Bel'skii,
A.M.Andrievskii, A.N.Poplavskii, K.M.Dyumaev (1989)
Kristallografiya(Russ.)(Crystallogr.Rep.) ;34,106

C13 Hg N5 0g,2(C5 Hy Oo)

2,3,4,8-Tetranitro-6(5H)-phenanthridinone acetic acid solvate

P-1 Cell: a 9.299(3) b 14.704(6) c¢ 8.454(2)
2 (A,) o 85.05(2) B112.82(8) Y 96.81(2)
4.50 Temperature(K): 295 Density(g/cm3):  1.556
Parameters
Fragment 1
NHTOO (D) 2615
NHO (A) 114528
NO»
NO2
NH NO2
¢}
CHy
HO

SUYNEF

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NO

TAFDAF

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

HsC.

N\

HsC

I.I.Padilla-Martinez, F.J.Martinez-Martinez,
E.V.Garcia-Baez, J.M.Torres-Valencia, S.Rojas-Lima, H.Hopfl (2001)
J.Chem.Soc.,Perkin Trans.2 1817

C13H1g Ng O5,C3 H7 Ny O

N-(3-Hydroxy-2-pyridyl)-N'-(2-nitrophenyl)oxamide dimethylformamide
solvate

P21/c Cell: a 721900 b 14.699(0) c¢ 16.693(0)

14 (A°) o 90.00 B 91.33(0) y 90.00

4.90 Temperature(K): 293  Density(g/cm3): 1.408
Parameters
Fragment 1
NHTOO (D)  1.780
NHO (A) 135.084

(o] N
NH
NH
o OH
OHC: NMe2

0.V.Semidetko, L.A.Chetkina, V.K.Bel'skii,
A.M.Andrievskii, A.N.Poplavskii, K.M.Dyumaev (1989)
Kristallografiya(Russ.)(Crystallogr.Rep.) ,34,106

C13Hg Ng 07,C¢ Hyg N O1 Py

2,4,8-Trinitro-6(5H)-phenanthridinone hexamethylphosphatriamide

Pcab Cell: a 11.759(3) b 15.614(4) ¢ 25.939(8)
61 (A°) o 90.00 B 90.00 Y 90.00
4.10 Temperature(K): 295 Density(g/cm3): 1.421
Parameters
NOz Fragment 1
NHTOO (D) 2414
NHO (A) 105.307
NH NO2
(0]
CHs

/N

CHs

/\

HsC

Page 14

CHs
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TITWAV

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

TUYMEF

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

COMe

S.M.S.V.Wardell, M.V.N.de Souza, T.R.A.Vasconcelos,

M.de L.Ferreira, J.L.Wardell, J.N.Low, C.Glidewell (2008)
Acta Crystallogr.,Sect.B:Struct.Sci. 64,84

C41HgNy O3

N-(2-Nitrophenyl)pyrazine-2-carboxamide

NO

P21/n Cgll: a 3.660(0)
14 /%] o 90.00
6.01 Temperature(K): 120
NH
o

G.Rusek, I.Bryndal, B.Picur, T.Lis, |.Brzostowska (2001)

J.Mol.Struct. 597,241

C17HigNg O4

b 21.712(1)
B 91.28(0)

Density(g/cm3):

¢ 13.116(1)

¥ 90.00

1.557

Parameters

Fragment 1

NHTOO (D)
NHO (A)

1.939
136.694

N-(p-Dimethylaminophenyl)-o-(3-acetamido-4-nitrophenyl)nitrone

P-1 Cell:
2 (A%)
7.73

> \Z/

a 6813(4)
o 75.45(4)

Temperature(K): 299

b 8.646(5)
B 78.56(4)

Density(g/cm3):

c 14.644(6)

Y 89.10(4)

1.390

Parameters

Fragment 1
NHTOO (D)
NHO (A)

1.928
137.519

NMe2

TUMTIE
Reference: G.Rusek, K.Krajewski, T.Lis (1995) Pol.J.Chem. ,69,389
Formula: Cy1Hya Ny Og
Compound Name: 3-Acetamido-4-nitrobenzyl acetate
Space Group: P-1 Cell: a 7.228(5 b 8.148(5) c¢ 10.462(7)
Space Group No.: 2 (A°) o 81.32(6) B 88.656) Y 70.58(5)
R-Factor (%): 4.00 Temperature(K): 295 Density(g/cm3):  1.459
Parameters
Fragment 1
NHTOO (D) 1.973
NHO (A) 133.674
COMe
NH
O2N: CHs3
o
(o]
TUYMIJ
Reference: G.Rusek, I.Bryndal, B.Picur, T.Lis, |.Brzostowska (2001)
J.Mol.Struct. 597,241
Formula: Cy4 Hig N3 O3 1+,Bry 1-
Compound Name: 3-Acetamido-4-nitrobenzylpyridinium bromide
Space Group: C2lc Cgll: a 24.870(20) b 6.919(5) ¢ 20.034(15)
Space Group No.: 15 (A°) o 90.00 B 124.28(7) vy 90.00
R-Factor (%): 5.55 Temperature(K): 120  Density(g/cm3): 1.642
Parameters
Fragment 1
NHTOO (D) 1.927
NHO (A) 136.278
COMe
NH
N
ON

Page 15
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VEGMOJ

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

WENVUG

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Cl

\

WAWMAJ
C.George, D.S.Dudis (1990) Reference:
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,46,650
CqoHyg Ng Og,Cy Hg O1 Sy Formula:
Ethyl (3-methyl-2,4,6-trinitrophenyl)carbamate dimethylsulfoxide Compound Name:
solvate
Space Group:
P-1 Cell: a 8516(2) b 96882 c 11.895@) Space Group No.:
2 (A°) o 73.43(2) B 80.78(2) y 72.07(2)
R-Factor (%):
5.00 Temperature(K): 295  Density(g/cm3): 1.461
o Parameters
Fragment 1
NHTOO (D)  2.921
/Et NHO (A) 109.932
NH O
NO2
NO2
CH3
O2N
HsC
S (0]
HsC
WENWAN
T.A.Kabanos, A.D.Keramidas, A.Papaioannou, A.Terzis Reference:
(1994) Inorg.Chem. ,33,845
Cy2Hg Clg N3 Oy V4 Formula:
(N-(2-Nitrophenyl)pyridine-2-carboxamide-O,N)-oxo-mer-trichloro- Compound Name:
vanadium(v)
P21/n Cell: a 7.827(1) b 15.740(2) c 12.854(2) Space Group:
14 (A,°) o 90.00 B101.50(1) Y 90.00 Space Group No.:
2.68 Temperature(K): 295  Density(g/cm3): 1.783 R-Factor (%):
Parameters
Fragment 1
NHTOO (D)  1.937
NHO (A) 140.323

NO2
NH
N

/o
IS

Page 16

J.L.Wardell, J.M.S.Skakle, J.N.Low, C.Glidewell (2005)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,61,0634

Cy3Hgly Ny Og

N-(2-Nitrophenyl)-2-iodobenzamide

P-1 Cell: a 727700 b 7.62100) c¢ 11.682(0)
2 (A9 0.100.25(0) B 107.78(0) 7y 92.53(0)
1.84 Temperature(K): 120 Density(g/cm3):  2.025

Parameters
Fragment 1
NHTOO (D)  2.106
NHO (A) 119.196

NH

T.A.Kabanos, A.D.Keramidas, A.Papaioannou, A.Terzis
(1994) Inorg.Chem. ,33,845

Cq4Hyp Cla Ny O4 V4,0.5(Co Ha Ny)

Acetonitrile-(N-(2-nitrophenyl)pyridine-2-carboxamide-O,N)-oxo-mer-
trichloro-vanadium(iv) acetonitrile solvate

P21/n Cell: a 11.082(0) b 12.097(0) ¢ 14.136(0)

14 (A,°) o 90.00 B100.48(1) Y 90.00

2.82 Temperature(K): 295  Density(g/cm3): 1.585
Parameters
Fragment 1
NHTOO (D) 2.163
NHO (A) 123.143

Cl

HsC CN
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WEPKOS

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

YICFAS

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

MeCO

YAYCEI
Shu-Sheng Zhang, Li-Li Xu, Jin Zou, Sai Bi, Reference:
Yong-Hong Wen (2006) Acta Crystallogr.,Sect.E:Struct.Rep.Online ,62,
04478
Formula:
CgHg Cly N, O
8622 Compound Name:
2-Chloro-N-(4-chloro-2-nitrophenyl)acetamide
Space Group:
P21/c Cgll: a 5265(1) b 19.641(6) c¢ 9.577(1) Space Group No.:
14 (A,°) o 90.00 B 96.47(0) y 90.00
R-Factor (%):
4.29 Temperature(K): 293 Density(g/cm3): 1.681
Parameters
Fragment 1
NHTOO (D)  1.984
NHO (A) 131.092
NO2
Br-
NH
Cl Cl
YIVNUN
H.S.Yathirajan, S.Bindya, M.A.Ashok, B.Narayana, Reference:
M.Bolte (2007) Acta Crystallogr.,Sect.E:Struct.Rep.Online ,63,02202
C11 Hig N Of Formula:
N-(2-Nitro-4-propoxyphenyl)acetamide Compound Name:
P21/c Cell: a 16.906(1) b 4.006(0) c 18.099(1)
14 A°) o 90.00 B111.49(0) 7y 90.00 Space Group:
Space Group No.:
3.85 Temperature(K): 173  Density(g/cm3): 1.388
R-Factor (%):
Parameters
Fragment 1
NHTOO (D)  1.959
NHO (A) 132.476
NO2

N

NO2
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W.Sripet, S.Chantrapromma, P.Ruanwas, H.-K.Fun (2012)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,68,01234

C1q4H11Bry N Oy

4-Bromo-N-(4-methoxy-2-nitrophenyl)benzamide

P-1 Cell: a 6.122(0) b 7.652(00) c¢ 14.350(0)
2 (A°) o 89.20(0) P 84.80(0) Y 77.98(0)
2.56 Temperature(K): 100 Density(g/cm3): 1.781
Parameters
Fragment 1
NHTOO (D)  1.993
NHO (A) 132.341
[o]
NH: -OMe

L.Aguilar-Castro, M.Tlahuextl, L.H.Mendoza-Huizar,
A.R.Tapia-Benavides, H.Tlahuext (2008) ARKIVOC ,9,210-5

C15Hi5 N3 O S4

N-(2-Hydroxy-6-nitrophenyl)-2-((4-methylbenzenesulfonyl)amino)
acetamide

P21/n Cell:

: a 16.427(7)
14 (A°)

o 90.00

b 5240(2)
B 97.98(0)

c 19.632(8)
Y 90.00
4.67 Density(g/cm3):

Temperature(K): 293 1.450

Parameters

Fragment 1
NHTOO (D)
NHO (A)

2.112
120.531

/pTos

NH

NH

OH



Search: search2 (Thu Jan 24 14:09:51 2013): Hits 65-66

YOPREA
Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NO2

ZILROB
H.R.Pfaendler, F.Weisner (1995) Heterocycles ,40,717 Reference:
CgHyNp O
3-Nitroisatoic anhydride Formula:
Compound Name:
p212121  Cell: a 50662 b 11.499(2) c 13.894(4)
19 (A°) o 90.00 B 90.00 Y 90.00
6.04 Temperature(K): 295 Density(g/cm3): 1.708 Space Group:
Space Group No.:
Parameters R-Factor (%):
Fragment 1
NHTOO (D)  1.989
NHO (A) 126.937
Cl
NH 0]
Cl
o)
(0]

Page 18

J.F.W.Keana, S.M.Kher, Sui Xiong Cai, C.M.Dinsmore,
A.G.Glenn, J.Guastella, Jin-Cheng Huang, V.llyin, Yixin Lu,
P.L.Mouser, R.L.Woodward, E.Weber (1995) J.Med.Chem. ,38,4367

Cg Hg Cly Ny 04,C, Hg O; S

6,7-Dichloro-1,4-dihydro-5-nitroquinoxaline-2,3-dione dimethylsulfoxide
solvate

P21/n Cgll: a 10.349(3) b 6.504(1) ¢ 21.131(4)

14 (A o 90.00 B 99.89(2) Y 90.00

4.20 Temperature(K): 295  Density(g/cm3): 1.679
Parameters

NO» Fragment 1

NHTOO (D)  2.765
NHO (A) 116274

NH o
NH o
HsC
S 0
HsC
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141.0
NHO

File=cq_temp1
Test=1
Tot.Obs.=62
Obs.=62
Supp.=0

Min.=117.921
Max.=139.261
Range=21.340
Mean=131.108
Mean SE=0.677
Sample SD=5.327

Min.=1.780
Max.=2.223
Range=0.443
Mean=1.987
Mean SE=0.010
Sample SD=0.081
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Filters: 3D coordinates determined Not polymeric
No ions No powder structures
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Search Overview

Search: search3
Date/Time done: Fri Nov 02 22:22:39 2012
Database(s): CSD version 5.33 (November 2011)
CSD version 5.33 updates (Nov 2011)
Restriction Info: No refcode restrictions applied
Filters: 3D coordinates determined R factor <= 0.1
Not disordered No errors
Not polymeric No ions
No powder structures Only Organics
Percentage Completed: 100%
Number of Hits: 81

Summary of queries used. Search found structures that:

match

Disorder exclude

Errors exclude

Powder structures exclude
Temperature range 80 - 120 K
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Search: search3 (Fri Nov 02 22:22:39 2012): Hits 1-4

BEBMEB

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

DUCTOL

Reference:

Formula:

Compound Name:

Synonym:

Space Group:

Space Group No.:

R-Factor (%):

PhOC

DIWRAD
C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2003) Reference:
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,59,0636
Cy3Hg I Ny Og Formula:
N-(2-lodo-4-nitrophenyl)-4-iodobenzamide Compound Name:
P21/c Cgll: a 15.619(0) b 4.72500) c¢ 19.767(0) Space Group:
14 (A°) o 90.00 104.08(0) y 90.00 Space Group No.:
3.40 Temperature(K): 120 Density(g/cm3): 2.319 R-Factor (%):
Parameters
Fragment 1
DIST1 (D)  1.500
DIST2(D)  1.362
DIST3(D)  1.407
DIST4(D)  1.228
NO2
o]
NH NO,
I
Cl
FOWXIZ
S.Saeed, N.Rashid, R.Hussain, P.G.Jones (2009) Reference:
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,02140
Co7Hao N Oy Formula:
N,N'-(Methylenedi-4,1-phenylene)dibenzamide Compound Name:
N,N'-(Methylenedi-p-phenylene)dibenzamide
Space Group:
Space Group No.:
P-1 Cell: a 5730000 b 9.601(1) c 20.045@2)
2 (A) o 885200 P 8229(0) y 75.67(1) R-Factor (%):
3.77 Temperature(K): 100 Density(g/cm3): 1.275
Parameters
Fragment 1
DIST1 (D) 1502
DIST2(D)  1.346
DIST3 (D) 1.423
DIST4 (D) 1.231
Fragment 2
DIST1 (D) 1502
DIST2(D)  1.349
DIST3 (D) 1.419
DIST4 (D) 1.233
MeO.
MeO
NH——COPh

Page 2

OMe

A.Saeed, S.Hussain, U.Florke (2008)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,64,0705

Cy3Hg Cly N3 Og

N-(2-Chloro-5-nitrophenyl)-2-nitrobenzamide

Pbca Cell: a 7.8050) b 13.862(1) c¢ 24.101(3)

61 (A°) o 90.00 B 90.00 Y 90.00

4.27 Temperature(K): 120 Density(g/cm3):  1.639
Parameters
Fragment 1
DIST1 (D) 1512
DIST2 (D) 1.362
DIST3 (D) 1.403
DIST4 (D) 1.216

[0} NO2
NH

A.Saeed, U.Florke (2009)
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,01948

Cy7H1g Ny O5

3,4,5-Trimethoxy-N-(2-methoxyphenyl)benzamide

Pca21 Cell: a 74092 b 22522(6) ¢ 9.681(3)

29 (A°) o 90.00 B 90.00 Y 90.00

5.09 Temperature(K): 120  Density(g/cm3): 1.305
Parameters
Fragment 1
DIST1 (D) 1.499
DIST2(D)  1.371
DIST3(D)  1.420
DIST4(D)  1.224

(o}
NH
OMe



Search: search3 (Fri Nov 02 22:22:39 2012): Hits 5-8

GISYOX01 GOLWAG
Reference: A.Saeed, M.Arshad, J.Simpson (2010) Reference: B.T.Gowda, S.Foro, B.P.Sowmya, H.Fuess (2009)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,66,02808 Acta Crystallogr., Sect.E:Struct.Rep.Online 65,0444

Formula: Cq3HypCly Ny O Formula: Cy5Hy4 Cly Ny O4

Compound Name: N-(3-Chlorophenyl)benzamide Compound Name: 2-Chloro-N-(3,5-dimethylphenyl)benzamide

Space Group: P21/c Cgll: a 12560(1) b 10.278(1) ¢ 9.079(1) Space Group: Pna21 Cgll: a 9.187(0) b 13.971(0) ¢ 10.271(0)

Space Group No.: 14 (A°) o 90.00 $109.42(0) vy 90.00 Space Group No.: 33 (A°) o 90.00 B 90.00 Y 90.00

R-Factor (%): 4.05 Temperature(K): 90 Density(g/cm3):  1.392 R-Factor (%): 3.09 Temperature(K): 100 Density(g/cm3): 1.309
Parameters Parameters
Fragment 1 Fragment 1
DIST1 (D) 1.499 DIST1 (D) 1.501
DIST2(D)  1.355 DIST2(D)  1.345
DIST3(D)  1.417 DIST3(D)  1.432
DIST4(D)  1.232 DIST4(D)  1.234

CHs

o]
/COPh HsC NH
Cl NH
Cl
HUDXEK HUGLAX
Reference: A.Saeed, R.A.Khera, M.Siddig, J.Simpson (2010) Reference: A.Saeed, R.A.Khera, J.Simpson (2010)
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,66,019 Acta Crystallogr.,Sect.E:Struct.Rep.Online ,66,0214

Formula: Cy5Hy5 Ny O4 Formula: Cq4Hy2Cly Ny Oy
Compound Name: 2-Methyl-N-o-tolylbenzamide Compound Name: 4-Chloro-N-(2-methoxyphenyl)benzamide
Space Group: P21/n Cgll: a 4.934(0) b 23.639(2) c¢ 10.023(0) Space Group: P-1 Cgll: a 7.694(0) b 9.234(0) c 9.872(0)
Space Group No.: 14 (A°) o 90.00 B 91.18(0) y 90.00 Space Group No.: 2 (A°) 0. 66.68(0) B 89.94(0) vy 69.54(0)
R-Factor (%): 5.50 Temperature(K): 89 Density(g/cm3): 1.280 R-Factor (%): 3.94 Temperature(K): 89 Density(g/cm3):  1.459

Parameters Parameters

Fragment 1 Fragment 1

DIST1 (D) 1501 DIST1 (D) 1.498

DIST2(D)  1.355 DIST2(D)  1.361

DIST3(D)  1.427 DIST3(D)  1.404

DIST4(D)  1.242 DIST4(D)  1.229

o
o]
Cl:
NH-
oTol:
MeO
NH oTal
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Search: search3 (Fri Nov 02 22:22:39 2012): Hits 9-12

INODIY INODUK
Reference: C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2004) Reference: C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2004)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,60,0120 Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,60,0120

Formula: Cq4Hyg Ny Og Formula: Cq4Hig Ny Og

Compound Name: 2-(2-Nitrophenylaminocarbonyl)benzoic acid Compound Name: 2-(4-Nitrophenylaminocarbonyl)benzoic acid

Synonym: N-(2-Nitrophenyl)benzamide-2-carboxylic acid Synonym: N-(4-Nitrophenyl)benzamide-2-carboxylic acid

Space Group: Pbca Cell: a 7.276(0) b 14.888(0) ¢ 23.041(0) Space Group: P21/n Cell: a 10.210(1) b 9.375(0) c¢ 27.409(2)

Space Group No.: 61 (A°) o 90.00 B 90.00 Y 90.00 Space Group No.: 14 (A°) o 90.00 $100.58(0) v 90.00

R-Factor (%): 4.90 Temperature(K): 120 Density(g/cm3): 1.523 R-Factor (%): 6.90 Temp (K): 120 Density(g/cm3): 1.474
Parameters Parameters
Fragment 1 Fragment 1
DISTI (D) 1505 DIST1 (D)  1.500
DIST2 (D) 1.363 DIST2 (D) 1.348
DIST3 (D) 1.416 DIST3 (D) 1.398
DIST4 (D) 1.222 DIST4 (D) 1.232

Fragment 2

DIST1 (D)  1.499

DIST2(D)  1.354
NO» DIST3 (D) 1.404

DIST4 (D) 1.228

NH NH
o] COOH
o COOH
O2N
INODUKO1 JAVWINO1
Reference: C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2004) Reference: D.Chopra, T.N.G.Row (2005) Cryst.Growth Des. ,5,1679

Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,60,0120
Formula: Cy3Hg Fo Ny Oy
Formula: Cy4Hig N, Og )
Compound Name: 4-Fluoro-N-(2-fluorophenyl)benzamide
Compound Name: 2-(4-Nitrophenylaminocarbonyl)benzoic acid

Synonym: N-(4-Nitrophenyl)benzamide-2-carboxylic acid Space Group: P21 Cell: a 4962(1) b 5486(1) ¢ 19.174(5)
Space Group No.: 4 (ﬁ,“) o, 90.00 B 91.76(0) Y 90.00
Space Group: P212121  Cell: a 3919(0) b 12690(0) ¢ 27.703(1) R-Factor (%): 4.43 Temperature(K): 100  Density(g/cm3): 1.485
Space Group No.: 19 (A°) o 90.00 B 90.00 Y 90.00
R-Factor (%): 5.50 Temperature(K): 120 Density(g/cm3): 1.380 Parameters
Fragment 1
Parameters DIST1 (D) 1.496
DIST2 (D) 1.352
Fragment 1 DIST3(D)  1.408
DIST1 (D) 1528 DIST4(D) 1236

DIST2(D)  1.349
DIST3(D)  1.407
DIST4(D) 1222

NH NH

(o] COOH I8}

ON
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Search: search3 (Fri Nov 02 22:22:39 2012): Hits 13-16

LEPNEA

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

LEPNOK

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006)
Acta Crystallogr.,Sect.B:Struct.Sci. 62,931

Cy3Hgly Np Og

N-(2-lodophenyl)-3-nitrobenzamide

P21/c Cell: a 13.180(0) b 7.510(0) ¢ 13.885(0)
14 (A°) o 90.00 B111.16(0) v 90.00
2.52 Temperature(K): 120 Density(g/cm3): 1.908
Parameters
Fragment 1
DIST1 (D) 1.504
DIST2 (D) 1.348
DIST3 (D) 1.424
DIST4 (D) 1.229
[0}
NO2
NH

J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006)
Acta Crystallogr.,Sect.B:Struct.Sci. ,62,931

Cy3Hg 1y N Og

N-(3-lodophenyl)-2-nitrobenzamide

P21 Cell: a 11.055(0) b 8952(0) ¢ 12.892(0)
4 (A°) o, 90.00 B 96.39(0) 7y 90.00
2.02 Temperature(K): 120  Density(g/cm3): 1.928
Parameters
Fragment 1
DIST1 (D) 1515
DIST2(D)  1.348
DIST3(D) 1414
DIST4(D)  1.225
Fragment 2
DIST1 (D) 1,507
DIST2 (D) 1.340
DIST3(D)  1.418
DIST4(D)  1.238
o]
NH
OoN

LEPNIE

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

LEPNUQ

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

Page 5

J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006)
Acta Crystallogr.,Sect.B:Struct.Sci. 62,931

Cy3Hgly Ny Og

N-(2-lodophenyl)-4-nitrobenzamide

Pc Cell: a 10.053(00) b 4.870(1) ¢ 13.572(0)

7 (A9 o 90.00 B 109.950) 7y 90.00

1.90 Temperature(K): 120 Density(g/cm3): 1.957
Parameters
Fragment 1
DIST1 (D) 1.501
DIST2(D)  1.356
DIST3(D)  1.409
DIST4(D)  1.233

(0]
NH
NO2

J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006)

Acta Crystallogr.,Sect.B:Struct.Sci. ,62,931

Cy3Hgly Ny Og

N-(3-lodophenyl)-3-nitrobenzamide

Cc Cell: a 13.849(0) b 10.050(0) ¢ 9.420(0)

9 (A9 o 90.00 B 105.24(0) 7y 90.00

1.80 Temperature(K): 120  Density(g/cm3): 1.933
Parameters
Fragment 1
DIST1 (D)  1.500
DIST2(D)  1.353
DIST3(D)  1.415
DIST4(D)  1.237

[0]
NH
NO2
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LEPPAY LEPPEC
Reference: J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006) Reference: J.L.Wardell, J.N.Low, J.M.S.Skakle, C.Glidewell (2006)
Acta Crystallogr.,Sect.B:Struct.Sci. 62,931 Acta Crystallogr.,Sect.B:Struct.Sci. 62,931
Formula: Cy3Hg Iy N3 Og Formula: Cy3Hgly Ny Og
Compound Name: N-(3-lodophenyl)-4-nitrobenzamide Compound Name: N-(4-lodophenyl)-4-nitrobenzamide
Space Group: P21/n Cgll: a 7.480(0) b 14.089(0) c 11.814(0) Space Group: P-1 Cgll: a 5.105(0) b 15.302(0) c¢ 16.481(0)
Space Group No.: 14 (A°) o 90.00 B 93.26(0) 7y 90.00 Space Group No.: 2 (A°) o 95.36(0) B 95500) vy 91.150)
R-Factor (%): 8.38 Temperature(K): 120 Density(g/cm3): 1.967 R-Factor (%): 2.88 Temperature(K): 120 Density(g/cm3): 1.917
Parameters Parameters
Fragment 1 Fragment 1
DIST1 (D) 1.500 DIST1 (D) 1.498
DIST2(D)  1.369 DIST2(D)  1.356
DIST3(D)  1.406 DIST3(D)  1.417
DIST4(D)  1.228 DIST4(D)  1.233
Fragment 2
| DIST1 (D) 1.496
DIST2(D)  1.359
DIST3 (D) 1.417
! DISTA(D)  1.235
o]
o}
NH
NH
NO2
NO2
MAZWIU MODSOO
Reference: C.Glidewell, J.N.Low, J.M.S.Skakle, J.L.Wardell (2006) Reference: A.Saeed, R.A.Khera, M.Batool, U.Shaheen, U.Florke
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,62,05 (2008) Acta Crystallogr.,Sect.E:Struct.Rep.Online ,64,01625
Formula: Cq4Hyg Ny Og Formula: CiH1g Cly Ny Oy
Compound Name: 2-(3-Nitrophenylaminocarbonyl)benzoic acid Compound Name: N-(4-Chlorophenyl)-3,4,5-trimethoxybenzamide
Space Group: P21 Cgll: a 405100 b 12.076(3) c¢ 12.771(3) Space Group: Cc Cgll: a 9487(2) b 25.666(6) c 6.978(1)
Space Group No.: 4 (A°) o 90.00 B 90.29(1) vy 90.00 Space Group No.: 9 (A°) o 90.00 B 112.34(0) vy 90.00
R-Factor (%): 6.71 Temperature(K): 120 Density(g/cm3): 1.522 R-Factor (%): 4.50 Temperature(K): 120 Density(g/cm3):  1.360
NO2 Parameters Parameters
Fragment 1 Fragment 1
DIST1 (D) 1,522 DIST1 (D) 1.495
DIST2(D)  1.355 DIST2(D)  1.356
DIST3(D)  1.399 DIST3(D)  1.423
DIST4(D)  1.231 DIST4(D)  1.224
cl
[}
MeO.
NH 0} NH
MeQ’
HOOC OMe
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MUBHEX NORHUY
Reference: A.Saeed, J.Simpson (2009) Reference: A.Saeed, R.A.Khera, M.Arfan, J.Simpson, R.G.Stanley
Acta Crystallogr., Sect.E:Struct.Rep.Online ,65,01845 (2009) Acta Crystallogr., Sect.E:Struct.Rep.Online 65,0802
Formula: Cyi3HigNy O3 Formula: CigHip F{ Ny Oy
Compound Name: N-(2-Nitrophenyl)benzamide Compound Name: 2-Fluoro-N-(4-methoxyphenyl)benzamide
Space Group: P21/n Cgll: a 7.2060) b 74250) c 20.603(1) Space Group: P212121 Cgll: a 5290000 b 6.644(0) c¢ 31.782(1)
Space Group No.: 14 (A°) o 90.00 B 93.56(0) 7y 90.00 Space Group No.: 19 (A°) o 90.00 B 90.00 Y 90.00
R-Factor (%): 412 Temperature(K): 89 Density(g/cm3): 1.462 R-Factor (%): 3.45 Temperature(K): 89 Density(g/cm3): 1.458
Parameters Parameters
Fragment 1 Fragment 1
DIST1 (D) 1.498 DIST1 (D) 1.506
DIST2(D)  1.374 DIST2(D)  1.352
DIST3(D)  1.401 DIST3(D)  1.418
DIST4(D)  1.225 DIST4(D)  1.232
o
COPh
’////,/’///// NH: OMe
NH
3
NO2
PUFLEI RUFHAC
Reference: A.Saeed, R.A.Khera, H.Rafique, J.Simpson, R.G.Stanley Reference: D.Guo, G.S.Nichol, J.P.Cain, S.H.Yalkowsky (2009)
(2009) Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,02527 Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,02644
Formula: Cq4Hy1 Cla Ny O Formula: Cq4HgFg Ny O3
Compound Name: 2,4-Dichloro-N-(4-methylphenyl)benzamide Compound Name: 2-(N-(2,4-Difluorophenyl)carbamoyl)-3,4,5,6-tetrafluorobenzoic acid
Synonym: 2,4-Dichloro-N-p-tolylbenzamide
Space Group: P-1 Cgll: a 7529000 b 7.680(0) c 24.197(1)
Space Group No.: 2 (A°) o 89.81(0) B 82.75(0) vy 68.71(0)
Space Group: P21/c Cell: a 9.088(1) b 9.825(2) c 14.167(3)
Space Group No.: 14 (A9) o 90.00 B 9421(0) v 9000 R-Factor (%): 6.65 Temperature(K): 100  Density(g/cm3): 1.795
R-Factor (%): 4.11 Temperature(K): 89 Density(g/cm3): 1.475
Parameters
ol Parameters Fragment 1
DIST1 (D) 1516
Fragment 1 DIST2(D)  1.349
DIST1 (D) 1506 DIST3(D) 1414
DIST2 (D) 1.351 DIST4 (D) 1.231
DIST3 (D) 1.424
DIST4 (D) 1.234 Fragment 2

DIST1 (D)  1.503
DIST2(D)  1.341
DIST3(D)  1.406
F F DIST4(D)  1.240

el [} F

F COOH

pTol
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TAWRITO1 TAWRIT02
Reference: J.O'Leary, X.Formosa, W.Skranc, J.D.Wallis (2005) Reference: J.O'Leary, X.Formosa, W.Skranc, J.D.Wallis (2005)
Org.Biomol.Chem. ,3,3273 Org.Biomol.Chem. ,3,3273
Formula: CygHy5 Ny Op Formula: CygHy5 Ny Op
Compound Name: 8-Methoxy-N-phenyl-1-naphthamide Compound Name: 8-Methoxy-N-phenyl-1-naphthamide
Space Group: P-1 Cgll: a 10.153(3) b 11.463(4) c¢ 13.179(7) Space Group: P21/n Cgll: a 10.00000) b 13.128(0) c¢ 21.647(0)
Space Group No.: 2 (4,9 o 77.35(2) B 84.61(4) vy 70.15(2) Space Group No.: 14 (A9 o 90.00 B 9570(0) y 90.00
R-Factor (%): 4.03 Temperature(K): 100 Density(g/cm3): 1.309 R-Factor (%): 3.70 Temperature(K): 100 Density(g/cm3): 1.303
Parameters Parameters
Fragment 1 ph Fragment 1
DIST1 (D) 1518 DIST1 (D) 1.508
DIST2(D)  1.363 DIST2(D)  1.350
DIST3(D)  1.429 DIST3(D)  1.423
DIST4(D)  1.232 DIST4(D)  1.235
Fragment 2 Fragment 2
0 NH pisT4 (D) 1,520 0 NH pisT (D) 1.507
DIST2(D)  1.363 DIST2(D)  1.355
DIST3(D)  1.431 DIST3(D)  1.419
OMe DIST4(D)  1.234 OMe DIST4(D)  1.229
TAWROZ VACCOT
Reference: J.O'Leary, X.Formosa, W.Skranc, J.D.Wallis (2005) Reference: A.Saeed, J.Simpson (2010)
Org.Biomol.Chem. ,3,3273 Acta Crystallogr.,Sect.E:Struct.Rep.Online ,66,02963
Formula: CqgHyg Ny Oy Formula: Cq4Hy2Cly Ny Oy
Compound Name: 8-(Dimethylamino)-N-phenyl-1-naphthamide Compound Name: 2-Chloro-N-(4-methoxyphenyl)benzamide
Space Group: P21/c Cgll: a 9.377(00 b 9.706(0) c 16.795(0) Space Group: P21/n Cell: a 13.182(1) b 5.082(0) c¢ 18.448(1)
Space Group No.: 14 (A°) o 90.00 B 91.36(0) 7y 90.00 Space Group No.: 14 (A°) o 90.00 B 99.56(0) y 90.00
R-Factor (%): 4.49 Temperature(K): 120 Density(g/cm3): 1.262 R-Factor (%): 4.06 Temperature(K): 90 Density(g/cm3): 1.426
Parameters Parameters
Fragment 1 Fragment 1
DIST1 (D) 1,508 DIST1 (D) 1.502
DIST2 (D) 1.360 DIST2 (D) 1.351
DIST3(D)  1.415 DIST3(D)  1.425
DIST4(D)  1.232 DIST4(D)  1.230
(o] NH
NMez

cl
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WADCEL

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

WAWMEN

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

H.-K.Fun, J.H.Goh, J.Gowda, A.M.Khader, B.Kalluraya
(2010) Acta Crystallogr.,Sect.E:Struct.Rep.Online ,66,03192

C14Hg FoN; O

N-(4-Cyanophenyl)-2,6-difluorobenzamide

P21/c Cell: a 9.338(1) b 5.079(0) c 24.500(3)
14 (A°) o 90.00 100.20(0) 7y 90.00
4.26 Temperature(K): 100 Density(g/cm3): 1.500
CN Parameters
Fragment 1
DIST1 (D) 1501
DIST2 (D) 1.357
DIST3 (D) 1.409
DIST4 (D) 1.225
O NH

n

J.L.Wardell, J.M.S.Skakle, J.N.Low, C.Glidewell (2005)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,61,0634

Cy3Hg 1y N Og

N-(2-lodophenyl)-2-nitrobenzamide

P212121  Cell: a 8891(0) b 9.747(00) ¢ 15.011(0)

19 (A°) o 90.00 B 90.00 Y 90.00

1.65 Temperature(K): 120  Density(g/cm3): 1.880
Parameters
Fragment 1
DIST1 (D) 1,504
DIST2(D)  1.346
DIST3 (D) 1.419
DIST4(D)  1.234

NH
[¢] NO2

WAWMAJ

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

NO2

WOMWUR

Reference:

Formula:

Compound Name:

Space Group:
Space Group No.:

R-Factor (%):

O2N
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J.L.Wardell, J.M.S.Skakle, J.N.Low, C.Glidewell (2005)
Acta Crystallogr.,Sect.C:Cryst.Struct. Commun. ,61,0634

Cy3Hgly Ny Og

N-(2-Nitrophenyl)-2-iodobenzamide

P-1 Cell: a 7277000 b 7621000 ¢

2 (A°) 0.100.25(0) B 107.78(0) Y

1.84 Temperature(K): 120 Density(g/cm3):
Parameters
Fragment 1
DIST1 (D)
DIST2 (D)
DIST3 (D)
DIST4 (D)

NH
o

A.Saeed, S.Hussain, U.Florke (2008) Turk.J.Chem. ,32,

481

C13Hg N3 O5

2-Nitro-N-(4-nitrophenyl)benzamide

P212121  Cell: a 8944(1) b 9715(1) ¢

19 (A°) o 90.00 B 90.00 v

3.20 Temperature(K): 120  Density(g/cm3):

NO2 Parameters

Fragment 1
DIST1 (D)
DIST2 (D)
DIST3 (D)
DIST4 (D)

O NH

11.682(0)
92.53(0)

2.025

1.504
1.379
1.405
1.219

13.802(1)
90.00

1.591

1.512
1.361
1.409
1.213
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YEGJIDO1

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

Ph

YOVNED

Reference:

Formula:

Compound Name:

Synonym:

Space Group:

Space Group No.:

R-Factor (%):

CI

B.T.Gowda, S.Foro, B.P.Sowmya, H.Fuess (2008)
Acta Crystallogr.,Sect.E:Struct. Rep.Online ,64,0383

C14Hi3 Ny O

2-Methyl-N-phenylbenzamide

Pbca Cell: a 14.404(1) b 8682(0) ¢ 18.710(1)
61 (A°) o 90.00 B 90.00 Y 90.00
3.78 Temperature(K): 100 Density(g/cm3):  1.199
Parameters
Fragment 1
DIST1 (D) 1.492
DIST2 (D) 1.352
DIST3 (D) 1418
DIST4 (D) 1.237
NH oTol

A.Saeed, R.A.Khera, J.Simpson, R.G.Stanley (2009)
Acta Crystallogr.,Sect.E:Struct.Rep.Online ,65,01642

C14H11 Cla Ny O
2,4-Dichloro-N-(2-methylphenyl)benzamide

2,4-Dichloro-N-o-tolylbenzamide

Cc Cell: a 22517(4) b 6.041(0) ¢ 9.633(1)
9 (A) o 90.00 $104.8400) 7y 90.00
5.70 Temperature(K): 92 Density(g/cm3): 1.469
ol Parameters
Fragment 1
DISTI (D) 1505
DIST2(D)  1.346
DIST3 (D) 1.431
DIST4 (D) 1.241
NH 0
oTol

YODMOU

Reference:

Formula:

Compound Name:

Space Group:

Space Group No.:

R-Factor (%):

oTol
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B.T.Gowda, S.Foro, B.P.Sowmya, H.Fuess (2008)
Acta Crystallogr., Sect.E:Struct.Rep.Online ,64,01605

CigHi7 N1 O

N-(2,6-Dimethylphenyl)-2-methylbenzamide

Pbca Cell: a 11.687(1) b 10.019(0) ¢ 22.108(2)
61 (A°) o 90.00 B 90.00 Y 90.00
3.65 Temperature(K): 100 Density(g/cm3): 1.228
Parameters
Fragment 1
DIST1 (D) 1.501
DIST2 (D) 1.350
DIST3 (D) 1.436
DIST4 (D) 1.232
CHs
NH
HaC



