SMILES
CCOC(C[N+](C)(C)C)=0
CCCCCCCCCCCCCCCC[N+](ceceo)(e)e
CCCCCCC(CIN+](CC)(co)ce)=0
CCCCCCCCCCCCCCCCIN+](cco)(cco)c
CCCCCCCCCCCCCCCC[N+](clcccec1)(C)C
CCCCCCCCIN+]J(cco)(Cc)C
CCCCCCCCCIN+](cco)(c)c
CCCCCCCCCCCCI[N+](cco)(c)C
CCCCCCCCCCCCCCCIN+](cco) )
CCCCCCCCCCCCCCCCCC[N+]|(cco)(e)e
CCCCCCCCCCCCCCC(CIN+](cco)c)e)o
CCCCCCCCCCCCCCCCIN+](Cc(co)o)(c)c
CCCCCCCCCCCCCCCCCCCC[N+](cceeecececececececececececececce)e)e
CC(CCCIN+](C)(C)O)C
OCCIN+](C(C)C)(C)C
CCCC[N+](Cc)(ce)ce
CCCC[N+](Cccce)(c)c
C[N+](CC(CC)(O)C)(C)C
CCC(CI[N+](C)(C)C)0C
CCOC(CIN+](C)(C)C)CC
CCCC(C[N+](C)(C)C)OoC
CCCCCCCCCI[N+](C)(C)C
OCCOCC|N+](C)(C)C
CCCOC(CI[N+](C)(C)O)CC
CCCCC(C[N+](C)(C)C)OoC
CCCC(CIN+](C)(C)C)occC
CCCCCCC[N+](cc)(ce)ce
CC(CCIN+]J(Ccc(Cc)c)(ce)e)e
CCCC[N+](Ccce)(cceo)ce
CCOCC|N+](Cc)(cc)cc
C#CC[N+](CC)(CC)CC
CCCCC(C[N+](C)(C)C)occe
CCCCOC(C[N+](C)(C)C)CC
CCCCOC(C[N+](C)(C)C)Cee
C=CCIN+](CC=C)(CC=C)C
CCCCCCCCC(CI[N+](C)(C)C)Ce
CCCCCOC(C|N+](C)(C)O)Ccee
CC(CC(C[N+](cCc)(co)c)o)e)e)e
CCOC([N+](C)(C)C)=C
C1CCC(CC(IN+](C)(C)C)C)Cceen
C=COCC|N+](CC)(CC)CcC
C1CCCC(CC(IN+](C)(C)C)C)Cceen
CC(CC(C[N+](Cc(cc(ecyc)ye)oye)e)e)ee
CCCCCCCCCCCCI[N+](cccee)(o)e
C#CC[N+](CC=C)(CC=C)CC=C
CCCC[N+](Cc(C=C)0)(C)C
clccc(C[N+](CC=C)(C)C)ccl
CCCCIN+](CC=C)(CCc#HC)CCH#HC
clcc(c(CIN+](C)(C)C)cc1)C
C=CC[N+](clcccccl)(C)C
CCCC(OCCIN+](C)(C)C)=0
clccc(CCCCIN+](C)(C)C)ccl
clccc(CCCCCIN+](C)(C)C)ccl

MP_exp
162.5
83.5
103
129
117
117
121.5
205.5
204
209.5
78.5
69
137.5
210
2755
2135
166.1
168.5
123
159.5
102
228.5
84.5
148
99
148
125.75
127
121
97.5
199
148.5
129
110.5
90
226
106
125
150.5
2725
94.5
249
209.5
39.95
102.5
79
99.5
89
2135
1255
100.5
182
164.5



clccc(C[N+](CCC)(C)C)ccl
COclccc(C[N+](C)(C)C)ccl
CCCCCCCCCCCCCCCCCCIN+H](ce)(ce)ee
CCCCCCCCCCCCCCCCIN+](ccee)(ceee)e
clccc(C[N+](CCO)(C)C)ccl
clccc(C(C[N+](CC)(CC)C)O)ecel
CCCCCCCCCCIN+](CCc(0)=0)(C)C
clccc([N+](CC=C)(CC=C)CC#C)ccl
clccc(C[N+](CCC)(Ccr)CCC)ccl
clccc(C(IN+](CC)(CC)C)CO)ccl
CCCCCCCCCCCCCCCCIN+]|(c1cceeecen)(e)e
clcc(c(C[N+](c2cceec2)(C)C)ecl)C
clccc(C[N+](Cc2cccec2)(CC)CC)ecl
clccc(C[N+](c2ccc(cc2)CC)(C)C)ecl
CCCCCCCCCCCC[N+](ccoc(=0)Cc)(Cc)C
CCC=Cclccc([N+](Cc2cccec2)(C)C)ecl
CCCCCCIN+](clc(ccecl)OC)(C)C
clccc(C(CIN+](CC2CCCCC2)(C)C)=0)ccl
COclcce([N+](Cc2cceec2)(CC=C)C)ccl
clcee(C(OC(c2ceccc2)[N+](C)(C)C)=0)ccl
O=C(CCCCCCCCCC[N+](Ccccceecce)(c)e)o
clccc(CCCIN+](CC(c2cceec2)=0)(C)C)ccl
CCCCCCCCCCCCCCCCIN+]|(Cc(oce)=0)(C)C
CCCCCCCCCCCCCCCCIN+]|(Ccoc(=0)C)(C)C
CCCCCCCclccc([N+](Cc2cceec2)(C)C)ecl
CCCcCCcCcCCclccc([N+](Cc2cececec2)(C)C)ecl
CCCCCCCCCCCCCCIN+](Cclcceecl)(C)C
COclcc(C[N+](CC(c2cceeec2)=0)(C)C)cecl
CCCCCCCCCCCCCCCC[N+](ccoc(=0)c)(ce)cce
CCCCCCCCCCCCCCCCIN+](cceeece(oc)=0)(c)C
CCCCCCCCCCCCCCC[N+](Ccilcceecl)(C)C
clccc(OCCC[N+](CCCOc2ccccc2)(CC)CC)ecl
CCCCCCCCCCCCCCCC[N+](Cccceeecec(oc)=0)(c)e
CCCcCcCcCccCcCCCclceec([N+](Cc2ceecee?)(C)C)ecl

CCCCCCCCCCCCCCCCIN+](CCOC(=0)C)(CCCC)CCCC
CCCCCCCCCCCCOCLe([N+]/(CCCCCCCCCC)(C)C)eccel
CCCCCCCCCCCCOc1c(IN+](CCCCCCCCCCCC)(C)C)eceel
CCCCCCCCCCCCCC[N+](cle(ccec1)OCCCCCCCCCCCC)(C)C

clccc(CCIN+](C)(C)C)ccl

C[N+](O)(C)C

CCCC(IN+](C)(C)C)C

C1CC(IN+](C)(C)C)CCl

C=CC[N+](C(C)(C)C)(C)C

C1CC(IN+](C)(C)C)co1

C1CCC([N+](C)(C)C)CcCcea
Cclcc(c(cclC)CIN+H](C)(C)O)C
CCCCCCCCCCCC[N+](cco)(cco)cce
C[N+](Cclc2c(c(ccl)C)ecec2)(C)C
CCCCCCCCCCCCCCIN+](cceeececececececcce)(c)e
CCCCCCCCCCCCCCCCCCIN+](ccecececececece)(e)e
clccc(C[N+](C(C(OC)=0)CCCC)(C)C)ccl
clccc(OCCCC[N+](Cc2ccceec2)(C)C)ecl
CC[N+](CCOC(C(clccececl)CCC)=0)(CC)C
clccc(C[N+](C(C(OCC)=0)CCcc)(C)C)ccl

139.5
148.75
183
51
130.5
155
155.5
137.5
187.75
153
140.5
87.5
147
158.5
64.5
104.5
181.5
186
147.5
136.5
109.5
124.5
62

84
89.5
87.5
49
151
70.5
67

60
78.25
60
86.5
53
39.25
44.25
46.75
238.5
246
227.25
281
2475
250
277.5
253.75
70
233
50.5
60.5
146.5
129
90
117.5



clcce(Oc2cc(C[N+](c3cceee3)(C)C)eec2)ccl
CCCCCCI[N+](Cclccececl)(CCCCCC)Ccececece
clccc(OCCCCC[N+](Cc2ccccec2)(C)C)ecl
CC(clcc(CIN+](Cc2c(cee(c2)C(C)C)C)(C)C)e(ccl)C)C
CC[N+](CCOC(C(clccececl)CCCC)=0)(CC)C
CC(clcc(C[N+](Cc2ccecec2)(Ce3ccecec3)C)c(ccl)C)C
clccc(C[N+](CCCCOc2c3c(ccc2)cecec3)(C)C)ecl
clcc2c(cc(OCCCCIN+](Cc3cccece3)(C)C)ec2)ccl
CCCCCCCIN+](C)(C)C

C=CC[N+](/C=C(\C)C)(C)C
C1COC(IN+](CC)(C)C)Cccl
CC#CCIN+](CC)(CC)CC
Cclcc(CIN+](C)(C)C)ecc(cl)C
clccc(CH#CCIN+](CC#C)(C)C)ccl
clccc(C[N+](/C=C(\C)C)(C)C)ccl
COclccc(CCIN+](C)(C)C)ccl
CCCCCCCCCCCCCCCCCCIN+](cceececece)(e)e
clccc(CCIN+](c2cceec2)(C)C)ecl
clccc(C([N+](c2ccecc2)(C)C)C)ecl
Cclc(c(C[N+](CCO)(C)C)cccl)C
clcc(c(C[N+](CCCO)(C)C)ccl)C
CC(OCC|[N+](Cclcccecl)(C)C)=0
Cclc(c(C[N+](CCCO)(C)C)cccl)C
CCCCCCCCCCCCCCCCCCIN+](cceecececcececcee)(o)ce
clccc(C[N+](C(C(OCC)=0)C)(C)C)ccl
clcce(Oc2cec(C[N+](CC)(CC)CC)ccc2)ccl
CCCCCCCCCCCC[N+](Cclc(ccc(cl)C(C)C)C)(C)C
CCCCCCCCCCCC[N+](CCclc(ccc(cr)C(C)C)C)(C)C
CC[N+](CCOC(C(clcccecl)(CC(C)C)CC)=0)(CC)C
CCCCCCCCCCCC[N+](cco)(co)ece
CCCCCCCCCCCC[N+](cocc)(ce)e
O=C(CC[N+](CC(0)=0)(C)C)O
CCCCCCCCCCCCIN+](CC(0)=0)(CC)C
CCCCCCCCCCCCIN+](Cclcceecl)(CC)C
CCCCCCCCCCCC[N+](Cclcccecl)(Ccco)c
Oclccc(CIN+](C)(C)C)ecl
CCCCCCCCCCCCCCCC|[N+](Cciccc(ccl)o)(C)C
CC(C[N+](Cclc(ccecl)C)(C)C)=0
Cclccc(C[N+](CC(0OC)=0)(C)C)ccl
COC(C[N+](Cclc(ccececl)C)(C)C)=0
CC(CC(CI[N+](C)(C)C)=0)C
CCOC(CIN+](C)(C)C)occe

OCC(CI[N+](C)(C)C)O
clccc(C#CCIN+](CC)(CC)CC)ccl
C=CC[N+](clc(ccc(cl)C)O)(C)C
COclcc(C[N+](C)(C)C)cc(c1)OC
Cclcc([N+](CC=C)(C)C)c(c(c1)C)O
C=C(C[N+](clc(ccc(c1)C)O)(C)C)C
clccc(C[N+](c2cce(cc2)OC)(C)C)ecl
clcec(C(C(IN+](CC#C)(C)C)c2ccecc2)=0)ccl
clcec(/C=C/C[N+](c2c(ccc(c2)C)0)(C)C)ecl
COC(C[N+](Cclc2c(ccecl)ceec2)(C)C)=0
CCCCCCCCCCCC[N+](Cclcec(ccl)C(c2cecec2)=0)(C)C
O=Cclccc([N+](C)(C)C)ccl

126.5
102
139.75
225.75
78
206.5
140
161.5
182.5
63.5
83.5
117
238.75
171.5
165
217.95
57.5
169.5
130.5
147.5
128.5
126
169.75
62.5
117.5
161.5
153.5
113.5
143
97.5
175.5
150.5
102.5
104
77.5
165.5
129
123
117
131.5
134
151
120.5
156.5
151
194
106
152.5
129
150.5
151.5
162
1255
209



clccc(/C=C/C[N+](C/C(=C\C=C)C)(C)C)ccl
clccc(C#CCIN+](C/C=C/c2cccec2)(C)C)ecl
clccc(C(CIN+]([C@H](c2cccec2)C)(C)C)=0)ccl
0O=Cclccc(OCCCCCCCCCCIN+](C)(C)C)ccl
C#CCIN+](CC#Cclc2c(cccl)ccec2)(C)C
C#CC[N+](CC#Cclc2c(cccl)cccc2)(CC)CC
OCCCI[N+](CC)(ce)ce

CCCCCCCCCCIN+](cc)(co)cce
Oclcc([N+](C)(C)C)cecl

clccc(C(C[N+](C)(C)C)C)ecl
CCCCCCCCCCCCCCCC[N+](c(o)o)(c)C
clccc(C(CIN+](C)(C)C)C(C)C)ccl
C=C(C[N+](clcc(cccl)O)(C)C)C
Oclcecc(C(CCIN+](C)(C)C)=0)ccl1
C[N+](CCC(clcc(ceccl)OC)=0)(C)C
Cclcece(C(c2cec(cc2)C)CIN+](C)(C)C)ecl
Cclccc([N+](C(c2cceec2)C)(C)C)ecl
COclcce([N+](C(c2ccecc2)C)(C)C)ecl
C=C(C[N+](clcc(c(c(c1)C(C)(C)C)O)C(C)(C)C)(C)C)C
C/C(=C/C[N+](clcc(c(c(c1)C(C)(C)C)O)C(C)(C)C)(C)C)C
COclccce(C(c2cee(cc2)OC)CIN+](C)(C)C)ecl
C=C(C#CC[N+](clcc(c(c(c1)C(C)(C)C)O)C(C)(C))(C)C)C
clccc(C[N+](c2ce(c(c(c2)C(C)(C)C)O)C(C)(C)C)(C)C)ccd
CCCCCCCCCCCCCCCC[N+](Ccic(cceecl)o)(C)C
clcec(/C=C/C[N+](c2cc(c(c(C(C)(C)C)c2)O)C(C)(C)C)(C)C)ccl
CCCCCCCCCCCC(OCCI[N+](Ccoc(cceececececececee)=0)(ce=Cc)C)=0
CCCCCCCCCCCCCCCC(OCCIN+](Ccoc(ceeeeceecececececcecece)=0)(ce=C)c)=0
clccc(C([N+](CC)(CC)C)C)ccl
clccc(C([N+](CC)(CC)CC)C)ccl
clccc(C([N+](CCC)(Ccr)cc)C)cecl
clccc(C[N+](C(c2cceec2)C)(C)C)ecl
clccc(C[N+](C(c2cceec2)C)(CC)CC)ccl
C=CCC=CC|[N+](Cclcccccl)(C)C
clccc(C[N+](C(CC=C)(C=C)C)(C)C)cc1
COCC[N+](Cclcccec1)(C)C

OCCC[N+](Cclcccecl)(C)C

C/C=CIC(IN+](C)(C)C)C

CC(OC(C[N+](C)(C)C)C)=0
clccc(C[N@+](c2ccccc2)(CC)C)ecl
Oclc(cc(C(C[N+](C)(C)C)O)cec1)O
O=C(CCCCC[N+](C)(C)C)O

CCCCOCIN+](C)(C)C

clccc(C[N+](CCC)(CC)C)ccl
clccc(C(CIN+](CC(=0)C)(C)C)=0)ccl
CC(C[N+](CC(clcee(cec1)0C)=0)(C)C)=0
Oclc(cc(C[N+](c2cccec2)(C)C)eclC)C

159
145.5
126.5
117.5
141.5
1255

166
106.5

207

179
116.5
170.5
1135
206.5

144

246
101.5

108

142
135.5

229.25

150

172.5
50.5
159.5
77.5
88.5

153

149
161.5
154.5
141.5
124.5

136
124.5
100.5

171.35
148.75
1555
196
186
73.5
122.5

151
1455
131.5



