Miscellaneous

Formula ID Number
Mol ID Structure Chemical Name MW CAS Number
O,N o C,H,CI;NO, vz1204
Cl
1 >=2_40H 3,4,4-trichloro-2- 234,42
cl Cl nitrobut-3-enoic acid 55108-38-8
a. O’ CaClsO,S vz0217
2 Cl B —CICI chlohlb’sél'zll-%eg"[:r;ez 324,82
uta-1,3-diene-2-
cl cl sulfonyl chloride 87926-02-1
(o] Cl o C4H5Cl;0, vz0105
3 CI>=<—< 3,4,4-trichlorobut-3- | 189,42
OH enoic acid 21422-57-1
o I C,HCIsN,0, vz0110
4 2 " N\ NO, 1,1,2,4,4-pentachloro-1,4{ 318,32
. dinitrobut-2-ene 69153-32-8
N P C4HCls0, vz0015
5 CIE < q 3,3,4,4,4-penta- 260,33
OH chlorobutanoic acid 90996-11-5
B "o C11HeCIN,O, vz1479
- N-((6-chloropyridin-3-yl)
6 N N | ~ methyl)-3-nitropyridin-2- 264,66
NT al amine | | T
NO
| X 2 C,,H/NsO, vz1476
7 N~ N/@ 2-(benzotriazol-1-yl)-3- | 241,20
[‘q:N nitropyridine 33452-69-6
NO
| S 2 \ CoH;oN,0,S vz1485
8 = o ethyl 2-(3-nitropyridin-2- | 242,25
N S
/\g/ ylthio)acetate | | = —ceeeee-
Q—r‘\l‘ C12H1,CILNgO,
YN . (1E,_3Z)-I1-1(1T)-44 vz1019
I enzotriazol-1-yl)-4,4-
9 HNT Y Cl dichloro-N-methyl-3- 343,16
I NO, Cl (methylimino)-2-nitrobut{ | T
l-en-1-amine
OJ CoH20ClLNgO
201204 12NgUy
2-((2)-((E)-4-(1H-
Q © benzotriazol-1-yl)-1,1- vz0177
10 N dichloro-4-(4- 479,31
‘NN NH thoxyphenylamino)-3- [ | = =—eemmmm-
N I € ypb y )
N nitrobut-3-en-2-
HO™ 1S NO; ylidene)amino)ethanol
Cl Cl
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OH
11 /\/

NO, CI

2-((2)-((E)-4-(1H-benzo-
triazol-1-yI)-1,1-di-
chloro-4-(4-fluoro-

3-en-2-
ylidene)amino)ethanol

phenylamino)-3-nitrobut-

453,25

@

NO,

@L
2 @

(E)-1-(benzylthio)-1-(2,4-

dimethylphenylamino)-

4.,4-dichloro-3-ethoxy-2-
nitrobuta-1,3-diene

453,38

vz0555

No2 cl

13

o
o

C22H22C1aN20,S;
1-pyrrolidino-4,4-di-
chloro-2-nitro-1,3-bis(p-
tolylthio)buta-1,3-diene

481,45

vz0339

jet
W@

&

14

(E)-1-(p-tolylthio)-1-(4-
chlorophenylamino)-4,4-
dichloro-3-methoxy-2-
nitro-buta-1,3-diene

445,74

15

(E)-1-(benzylthio)-1-(4-
chlorophenylamino)-4,4-
dichloro-3-methoxy-2-
nitrobuta-1,3-diene

445,74

16

HL

Cl Cl

C13H13CIsN,O5
N-(1-morpholino-2,3,3-
trichloroallylidene-)-N'-(p
nitrophenyl)- hydrazine

379,62

vz0492

915797-56-7

L
pRg!
ks
o
O

17

Cl Cl

N-(1,2,3,3-tetrachloro-
allylidene)-N'-(4-
cyanophenyl)- hydrazine

308,97

vz0983

915797-51-2
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93

C17H15CI3N,O,
N-((12-N-methylbenzyl-
amino)-2,3,3-tri-
chloroallylidene)-N'-(p-
nitrophenyl)hydrazine

413,68

vz0654

915797-57-8

cl HN—@—NOZ
19 CBP_2F=N

N-(1,2,3,3-tetrachloro-
allylidene)-N'-(4-
nitrophenyl)hydrazine

328,96

vz0173

915797-44-3

Cl
Q.
20 C|>_Z:N
Cl

C13H13CIsN,O,
N-(1-pyrrolidino-2,3,3-
trichloroallylidene)-N'-(p-
nitrophenyl)- hydrazine

363,62

vz0012

915797-55-6

7 = N
21 N)\;H | Y

C24H20Cl5N7O3
1-(benzotriazol-1-yl)-1- (4
ethoxyphenylimino)-4,4-

dichloro-3-((6-
chloropyridin-3-
ylmethyl)amino)-2-
nitrobut-2-ene

560,81

vz0747

N N [:::r’0\1
02N N
22 ji\(N

C2oH18CI3N7O5
1-(1,2,4-triazol-1-yl)-1-(4-
ethoxyphenylimino)-4,4-

dichloro-3-((6-
chloropyridin-3-
ylmethyl)amino)-2-
nitrobut-2-ene

510,76

23 O2N Cl

C23H19CIN50,S
1-benzylthio-1-((6-
chloropyridin-3-
ylmethyl)imino)-4,4-
dichloro-3-((6-
chloropyridin-3-
ylmethyl)amino)-2-
nitrobut-2-ene

571,30

24
A
o,

C12H20N403
3,3-bis(diethylamino)- 2-
nitroacryloyl cyanide

268,31
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Formula ID Number
Mol 1D structure Chemical Name MW CAS Number
O;N (N—/ C12H21CIN6Os vz1077
25 cl N— 1-azido-1-chloro-4,4- 332 78
N—\ bis(diethylamino)-3- N
NEN=N O < nitrobut-3-en-2-one
HO C10HoCIoN304
QNH cl 1-(1H-benzoimidazol- vz1094
26 NS 2(3H)-ylidene)-3,3- | 290,10
H NO, C! dichloro-1-nitropropan-2{ | = =eeemee-
ol
0N Q C16H25CloN;0, V21046
27 cl N—= 1,1-di(azepane-1-yl)-4,4- 362.29
— N dichloro-2-nitrobuta-1,3- '
cl O diene | | T
o
C1gH24N,O
N 181244
T N— 2,6,6-trimethyl-3-(pi vz1540
28 SN peridin-1-yl)-6,7-dihydro-| 312,40
N 2H-pyra-zolo[4,3- | | = ceemeee-
Q b]quinolin-8(5H)-one
~N
~ C17H14C1N,O5
\ 1-(ber:j;orc1)l><azolz-2(;fyl)- 3,3- vz1550
N+ ichloro-2-(4-
29 Q_'\“ W @imethylamino)- | S0or22
o~ . pyridinium-1-yh- [ [ T
,N~o- allylidene azinate
o
(0]
=N, C17H22N40O;
~ J N— 2,6,6-trimethyl-3- vz1600
30 N morpholino-6,7-dihydro- | 314,38
N 2H-pyrazolo[4,3- [ | = e
<\\> b]quinolin-8(5H)-one
o
o
= ’N‘N_ C20H22C|N5O
ST S 3-(((6-chloropyridin-3-yl) vz1593
31 N methyl)methyl)amino)- 383.87
7 2,6,6-trimethyl-6,7- ’
= dihydro-2H-pyrazolo[4,3-| [ T
\__N b]quinolin-8(5H)-one
Cl
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Mol 1D Structure Chemical Name MW CAS Number
(0}
C15H20N40
= ,N\N_ 3-(dimethylamino)-2,6,6- vz1591
32 S trimethyl-6,7-dihydro-2H-| 272,34
N— pyrazolo[4,3-b]quinolin-| | = —eeeeee-
4 8(5H)-one
Cl
@ CoiHasCING
8-(2-(3-chlorophenyl)-
n-NH hydrazono)-2,6,6- vz1601
33 I _ N trimethyl-3- 396,91
~ N— dimethylamino-5,6,7,8- | | = ——emm--
\N = tetrahydro-2H-pyrazolo-
N— [4,3-b]quinoline
7/
NH, |/\0
WN\) C15H1gN4O vz1594
34 N /N 4-methy|-6-m0rph0-|in0- 270 32
? 2-phenyl-5- '
aminopyrimidine 1016648-45-5
(0] (o)
)LNJI\
Y i
35 | e V'I'g”;’_rp ‘:'I“O' 1 354,40
N.__—N phenyl-5-diacetyl-
aminopyrimidine 1016648-46-6
Cl  NO, (\j
N
cl | C15H13CIoN505 vz1625
36 N._ 2N 6-d|2C(h3|(?‘]rl(;:ggt]heyr:;i;n‘ll-tFO' 414,20
(morpholino)- pyrimidine 1016648-44-4
NO,
Cl
; C,3H,7,CINgO
NI,NH 8-(hZ-Sj3-chI0r(;p2h2r16yl)- vz1609
ydrazono)-2,6,6-
37 = /N\N_ trimethyl-3-morpholino- 438,95
S 5,6,7,8-tetrahydro-2H- | | T
N\> pyrazolo[4,3-b]quinoline
-
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Mol 1D Structure Chemical Name MW CAS Number
OH
N C17H24N,O;
=~ N 2,6,6-trimethyl-3- vz1603
38 \N = morpholino-5,6,7,8- 316.39
N tetrahydro-2H- ’
(\3 pyrazolo[4,3-b]- quinolin{ | T
lo) 8-ol
o]
¢ C12H14NeO V21615
N 5-amino-2-methyl-3-
39 ~ N N2 morpholino-6-cyano-2H- 258,27
—N ) N Y e ———
NG CN pyrazolo[4,3-b]pyridine
NO, C,13H135CINgO5
,},4\|4§_NH 2-(4-chlorophenyl- vz1643
40 vaN~N amino)- 6-(methoxy- 336,73
OMe methyl)-3-nitro-6,7-
dihydropyrazolo[1,5-
Cl d][1,2,4]triazine
NO, C11H16N6O3
NP N= \ 7,7-dimethyl-3-nitro-2- vz1622
41 Hh. N2 N o} morpholino-6,7- 280,28
x °N —/ dihydropyrazolo[1,5- | | = —eeeeee-
d][1,2,4]triazine
o]
<\\> C14H16N6O;
N H 6-cyano-2-methyl-3- vz1646
42 N_. _N__O morpholino-5-acetamido{ 300,31
= <S
—N \f 2H-pyrazolo[4,3- [ | e
‘N Z~cN b]pyridine
Cl NO, (\o
C')\HYN\) C1sH1ClN,O5 vz1395
43 N N 6-dichloromethyl-5- nitro 369.20
2-phenyl-4- ’
morpholinopyrimidine 1016648-36-4
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