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NMR spectral copies of the products 

 

 

 

 

 

 

 

 

                                                                 1H NMR of Compound 5a 

 

 

 

 

 

 

 

                                         13C NMR of Compound 5a 
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                                                           1H NMR of Compound 5b 

  

                                                           

 

 

 

 

 

                                                    13C NMR of Compound 5b 
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                                          1H NMR of Compound 5c 
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                                                                         1H NMR of Compound-5d 
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                                                        1H NMR of Compound-5e 

 

  

 

 

 

 

                                         13C NMR of Compound-5e 
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                                       1H NMR of Compound-5f 

 

 

 

 

 

 

                                                                  13C NMR of Compound-5f 
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                                    1H NMR of Compound-5g 

 

 

 

 

 

 

                                                        

                                                            13C NMR of Compound-5g 
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                                      1H NMR of Compound-5h 
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                                                      1H NMR of Compound-5i 

 

 

 

 

 

 

                          13C NMR of Compound-5i 
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                                   1H NMR of Compound-5j 
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                                           1H NMR of Compound-5k 

 

 

 

 

 

 

               13C NMR of Compound-5k 
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     1H NMR of Compound-5l 

 

 

 

 

 

                                   13C NMR of Compound-5l 
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                                         1H NMR of Compound-5m 

 

 

 

 

 

 

                   13C NMR of Compound-5m 
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                   13C NMR of Compound-5n 



S16 
 

001122334455667788991010

405060708090100110120130140150160

121.5122.0122.5123.0123.5124.0124.5125.0125.5126.0126.5127.0127.5

 

 

 

 

 

 

 

                                               1H NMR of Compound-5o 

                                               

 

                                                                                                      

  

 

 

 

                        13C NMR of Compound-5o 
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                         1H NMR of Compound-5p 

 

 

 

 

 

 

        13C NMR of Compound-5p 

N
H

N
N
H

N

CF3



S18 
 

0011223344556677889910101111

00101020203030404050506060707080809090100100110110120120130130140140150150

 

 

 

 

 

 

                        1H NMR of Compound-5q 
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                                    1H NMR of Compound-5r 
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                                        1H NMR of Compound-5s 

 

 

 

 

 

 

                13C NMR of Compound-5s 
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                                         1H NMR of Compound-5t 

 

 

 

 

 

             13C NMR of Compound-5t 
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                              13C NMR of Compound-5u 
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            13C NMR of Compound-5v 
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                                          1H NMR of Compound-5z 
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                                      1H NMR of Compound-6a 
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                                    13C NMR of Compound-6b 
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1HNMR of  (1-(3,4,5-trimethoxyphenyl)-3-((2-(1-(3,4,5-trimethoxyphenyl)-9H-

carbazol-3-yl)-1H-benzo[d]imidazol-1-yl)methyl)-9H-pyrido[3,4-b]indole) 
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1HNMR of  1-(4-fluorophenyl)-3-((2-(1-(4-fluorophenyl)-9H-carbazol-3-yl)-

1H-benzo[d]imidazol-1-yl)methyl)-9H-pyrido[3,4-b]indole 
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                                    NCI 5 dose-data for conjugate 5a 
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                                  NCI 5 dose-data for conjugate 5b 
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                                    NCI 5 dose-data for conjugate 5h 
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                                 NCI 5 dose-data for conjugate 5r 
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                              NCI 5 dose-data for conjugate 5d 
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                             NCI 5 dose-data for conjugate 5w 
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                                           NCI 5 dose-data for conjugate 5c 
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The solubility parameters (ADME) of active β-carboline-benzimidazole conjugates analyzed 

by using ADMET tool in Discovery Studio and the data is presented in Table. Conjugate 5r 

shows good absorption level with possible solubility. In addition, we have further analyzed 

the cellular permeability of these molecules using Accelrys and QikProp module of 

Schrödinger softwares and data suggests that these conjugates are good enough to cross the 

cellular membrane. 

Compound 
aAbsorption 

level 
aSolubility 

(logSw) 
bQPPCaco 

 
aSolubility level 

 
5a 1 -8.416 2739.989 0 
5b 1 -8.416 2739.989 0 
5c 2 -9.298 2739.989 0 
5d 1 -8.67 2741.732 0 
5h 1 -9.009 2727.326 0 
5r 0 -7.791 2856.859 1 
5w 1 -8.517 2953.542 0 

 

Absorption level: 0-Good absorption; 1-Moderate absorption; 2-Low absorption; 3-Very low 

absorption. 

Solubility level: 0-Extremely low; 1-No, very low but possible; 2-Yes, low; 3-Yes, good; 4-

Yes, optimal; 5- No, too soluble; 6-Warning: molecules with one or more unknown AlogP98 

types. 

QPPCaco: Predicted apparent Caco-2 cell permeability in nm/sec. Caco-2 cells are a model 

for the gut blood barrier. <25 poor, >500 great. 

a Discovery Studio citation 

Accelrys Software Inc., Discovery Studio Modelling Environment, Release 4.0, San Diego: 

Accelrys Software Inc., 2013. 

b Schrodinger citation 

QikProp, version 3.5, Schrödinger, LLC, New York, NY, 2012 

 

 

 

 

 


