
Annex 5          NMR Spectral Data 

(12) [N-(3’-(N’,N’-dimethylamino)propyl)glycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-dichlorophenethyl) glycinamide. 5 

(13) [N-(3’-(N’,N’-dimethylamino)propyl)glycyl]-[N-(4’-chlorophenethyl)glycyl]-N-(4’-chlorophenethyl)glycinamide. 6 

(14) [N-(3’-hydroxypropyl)glycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-dichlorophenethyl)glycinamide. 7 

(15) [N-butylglycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-dichlorophenethyl) glycinamide. 8 

(17) 2,4-Bis(2’,4’-dichlorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 9 

(18) 2-chloro-4,6-bis(2’,4’-dichlorophenethylamine)-1,3,5-triazine. 10 

(22) 2-chloro-4,6-bis(4’-chlorophenethylamine)-1,3,5-triazine. 10 

(23) 2-chloro-4,6-bis(4’-fluorophenethylamine)-1,3,5-triazine. 11 

(24) 2-chloro-4,6-bis(3’-fluorophenethylamine)-1,3,5-triazine. 11 

(25) 2-chloro-4,6-bis(2’-fluorophenethylamine)-1,3,5-triazine. 12 

(26) 2-chloro-4,6-bis(4’-nitrophenethylamine)-1,3,5-triazine. 12 

(27) 2-chloro-4,6-bis(4’-methoxiphenethylamine)-1,3,5-triazine. 13 

(28) 2-chloro-4,6-diphenethylamine-1,3,5-triazine. 13 

(29) 2-chloro-4,6-bis(4’-chlorobenzylamine)-1,3,5-triazine. 14 

(30) 2-chloro-4,6-bis(4’-fluorobenzylamine)-1,3,5-triazine. 14 

(31) 2-chloro-4,6-bis(2’,4’-dichlorobenzylamine)-1,3,5-triazine. 15 

(32) 2-chloro-4,6-bis(2’,4’-difluorobenzylamine)-1,3,5-triazine. 15 

(33) 2,4-Bis-(4’’-trifluoromethylphenyl)methylamino-6-chloro-1,3,5-triazine. 16 

(34) 2,4-Bis-(5’’-methylenedioxyphenyl)methylamino-6-chloro-1,3,5-triazine. 16 

(35) 2,4-Bis-(4’’-methoxycarbonylphenyl)methylamino-6-chloro-1,3,5-triazine. 17 

(36) 2,4-Bis-2’-(3’’-indoyl)ethylamino-6-chloro-1,3,5-triazine. 17 

(37) 2,2'-(6-Chloro-1,3,5-triazine-2,4-diyl)bis(2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indole). 18 

(38) 2,4-Bis-(4’’(bis-4’’’-fluorophenyl)methyl)piperidyl-6-chloro-1,3,5-triazine. 18 

(39) 2,4-Bis-2’-(1’’-cyclohexenyl)ethylamino-6-chloro-1,3,5-triazine. 19 

(40) 2,4-Bis(4’-chlorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 20 

(41) 2,4-Bis(4’-chlorophenethylamino)-6-(2’-(N,N-dimethylamino)ethylamino)-1,3,5-triazine. 21 

(42) 2,4-Bis(4’-chlorophenethylamino)-6-(2’-(1’’-methylpyrolidin-2’’-yl)ethylamino)-1,3,5-triazine. 22 

(43) 2,4-Bis(4’-chlorophenethylamino)-6-(4’-methylpiperazin-1’-yl)-1,3,5-triazine. 23 

(44) 2,4-Bis(4’-chlorophenethylamino)-6-(4’-(2”-aminoethyl)piperazin-1’-yl)-1,3,5-triazine. 25 

(45) 2,4-Bis(4’-chlorophenethylamino)-6-(4’-methylpiperazin-1’-ylamino)-1,3,5-triazine. 26 

(46) 2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 27 

(47) 2,4-Bis(4’-fluorophenethylamino)-6-(5’-(N,N-dimethylamino)pentylamino)-1,3,5-triazine. 30 

(48) 2,4-Bis(4’-fluorophenethylamino)-6-(4’-guanidylbutylamino)-1,3,5-triazine. 31 

(49) 2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-diethylamino)propylamino)-1,3,5 triazine. 32 

(50) 2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propoxy)-1,3,5-triazine. 33 

(51) 2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propoxy)-1,3,5-triazine. 34 

(52) 2,4-Bis(4’-fluorophenethylamino)-6-(4’-(2’’-(N,N-dimethylamino)ethyl)piperazin-1’-yl)-1,3,5-triazine. 35 

(53) 2,4-Bis(4’-fluorophenethylamino)-6-(4’-(1’’-methylpiperidin-4’’-yl)piperazin-1’-yl)-1,3,5-triazine. 36 

(54) 2,4-Bis(4’-fluorophenethylamino)-6-(3’-hydroxypropylamino)-1,3,5-triazine. 37 

(55) 2,4-Bis(4’-fluorophenethylamino)-6-propylamino-1,3,5-triazine. 38 

(56) 2,4-Bis(4’-fluorophenethylamino)-6-hexylamino-1,3,5-triazine. 39 

(57) 2,4-Bis(3’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 40 

(58) 2,4-Bis(2’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 41 



(59) 2,4-Bis(4’-nitrophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 42 

(60) 2,4-Bis(4’-methoxyphenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 43 

(61) 2,4-Bis(phenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 44 

(62) 2,4-Bis(4’-chlorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 45 

(63) 2,4-Bis(4’-fluorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 46 

(64) 2,4-Bis(2’,4’-dichlorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 47 

(65) 2,4-Bis(2’,4’-difluorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 48 

(66) 2,4-Bis(4’-trifluoromethylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 49 

(67) 2,4-Bis(3’-4’-methylenedioxybenzylamino)-6-(3’(N,N-dimethylamino)propylamino) -1,3,5-triazine. 50 

(68) 2,4-Bis(4’-methoxycarbonylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 51 

(69) 2,4-Bis(4’-hydroxycarbonylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 52 

(70) 2,4-Bis(4’-hydroxycarbonylbenzylamino)-6-(propylamino)-1,3,5-triazine. 53 

(71) 2,4-Bis(2’-(3’’-indolyl)ethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 54 

(72) 2,4-Bis(2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-2(9H)-yl)-6-(3’-(N,N-dimethylamino)propylamino-1,3,5-triazine. 55 

(73) 2,4-Bis(4’-(bis(4’’-fluorophenyl)methyl)piperazin-1’-yl)-6-(3’-(N,N-dimethylamino)propylamino-1,3,5-triazine. 56 

(74) 2,4-Bis(2’-(1’’-cyclohexenyl)ethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 57 

(82) 2-(4’-(Methylcarboxy)benzylamino),4-(4’fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 58 

(83) 2-(4’-(Allylcarbamoyl)benzylamino),4-(4’fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 59 

(84) 2-Chloro,4-(4’fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine. 60 

(85) 2,4-dichloro-6-(4’-fluorophenethylamino)-1,3,5-triazine. 61 

(86) rac-(3S,4S)-1-(3-dimethylamino)propyl-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-dicarboxamide. 62 

(88) rac-(3S,4S)-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-dicarboxamide. 63 

(89) rac-(3S,4S)-1-benzyl-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-dicarboxamide. 64 

(90) rac-(3S,4S)-(1-Benzyl-pyrrolidine-3,4-dicarboxylic acid diethylester. 65 

(91) 3-(dimethylamino)propyl tosylate. 66 



 

 
  



 
  



NMR Spectral Data 
	  

5	  

 [N-(3’-(N’,N’-dimethylamino)propyl)glycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-
dichlorophenethyl) glycinamide (12). 
 
1H-NMR 

 
13C-NMR 
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6	  

[N-(3’-(N’,N’-dimethylamino)propyl)glycyl]-[N-(4’-chlorophenethyl)glycyl]-N-(4’-
chlorophenethyl)glycinamide (13). 
 
1H-NMR 

 
 

13C-NMR 
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7	  

[N-(3’-hydroxypropyl)glycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-
dichlorophenethyl)glycinamide (14). 
 
1H-NMR 

 
 
13C-NMR 
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[N-butylglycyl]-[N-(2’,4’-dichlorophenethyl)glycyl]-N-(2’,4’-dichlorophenethyl) 
glycinamide (15). 
 
1H-NMR 

 
 

13C-NMR 
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9	  

2,4-Bis(2’,4’-dichlorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-
triazine (17). 
 
1H-NMR 

 
 

13C-NMR
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2-chloro-4,6-bis(2’,4’-dichlorophenethylamine)-1,3,5-triazine (18). 
 
1H-NMR 

 
 
2-chloro-4,6-bis(4’-chlorophenethylamine)-1,3,5-triazine (22). 
 
1H-NMR 
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11	  

2-chloro-4,6-bis(4’-fluorophenethylamine)-1,3,5-triazine (23).  
 
1H-NMR 

 
 
2-chloro-4,6-bis(3’-fluorophenethylamine)-1,3,5-triazine (24).  
 
1H-NMR 
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2-chloro-4,6-bis(2’-fluorophenethylamine)-1,3,5-triazine (25).  
 
1H-NMR 

 
2-chloro-4,6-bis(4’-nitrophenethylamine)-1,3,5-triazine (26). 
 
1H-NMR 
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13	  

2-chloro-4,6-bis(4’-methoxiphenethylamine-1,3,5-triazine (27). 
 
1H-NMR 
 

 
 
2-chloro-4,6-diphenethylamine-1,3,5-triazine (28). 
 
1H-NMR 
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2-chloro-4,6-bis(4’-chlorobenzylamine)-1,3,5-triazine (29). 
 
1H-NMR 

 
2-chloro-4,6-bis(4’-fluorobenzylamine)-1,3,5-triazine (30).  
 
1H-NMR 
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15	  

2-chloro-4,6-bis(2’,4’-dichlorobenzylamine)-1,3,5-triazine (31).  
 
1H-NMR 

 
2-chloro-4,6-bis(2’,4’-difluorobenzylamine)-1,3,5-triazine (32). 
 
1H-NMR 
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2,4-Bis-(4’’-trifluoromethylphenyl)methylamino-6-chloro-1,3,5-triazine (33).  
 
1H-NMR 

 
2,4-Bis-(5’’-methylenedioxyphenyl)methylamino-6-chloro-1,3,5-triazine (34).  
 
1H-NMR 
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2,4-Bis-(4’’-methoxycarbonylphenyl)methylamino-6-chloro-1,3,5-triazine (35).  
 
1H-NMR 

 
2,4-Bis-2’-(3’’-indoyl)ethylamino-6-chloro-1,3,5-triazine (36).  
 
1H-NMR 
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18	  

2,2'-(6-Chloro-1,3,5-triazine-2,4-diyl)bis(2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indole) (37).  
1H-NMR 

 
2,4-Bis-(4’’(bis-4’’’-fluorophenyl)methyl)piperidyl-6-chloro-1,3,5-triazine (38). 
1H-NMR 
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19	  

2,4-Bis-2’-(1’’-cyclohexenyl)ethylamino-6-chloro-1,3,5-triazine (39).  
 
1H-NMR 
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2,4-Bis(4’-chlorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(40).  
 
1H-NMR 

 
13C-NMR 
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21	  

2,4-Bis(4’-chlorophenethylamino)-6-(2’-(N,N-dimethylamino)ethylamino)-1,3,5-triazine 
(41). 
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(4’-chlorophenethylamino)-6-(2’-(1’’-methylpyrolidin-2’’-yl)ethylamino)-1,3,5-
triazine (42). 
 
1H-NMR 

 
 
13C-NMR 
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23	  

2,4-Bis(4’-chlorophenethylamino)-6-(4’-methylpiperazin-1’-yl)-1,3,5-triazine (43). 
 
 
1H-NMR 

 
 
13C-NMR 
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1HNMR, 1D NOESY 
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25	  

2,4-Bis(4’-chlorophenethylamino)-6-(4’-(2”-aminoethyl)piperazin-1’-yl)-1,3,5-triazine (44). 
 
1H-NMR 

 
 
 
13C-NMR 
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2,4-Bis(4’-chlorophenethylamino)-6-(4’-methylpiperazin-1’-ylamino)-1,3,5-triazine (45). 
 
1H-NMR 

 
 
13C-NMR 
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27	  

2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(46). 
 
1H-NMR 

 
 

13C-NMR 
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gDQCOSY, CD3CN/D2O (7 %)/TFA (7 %)

 
2D NOESY CD3CN/D2O (7 %)/TFA (7 %) 
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1H,13C-gHSQC CD3CN/D2O (7 %)/TFA (7 %) 
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2,4-Bis(4’-fluorophenethylamino)-6-(5’-(N,N-dimethylamino)pentylamino)-1,3,5-triazine 
(47). 
 
1H-NMR 

 
 
13C-NMR 
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31	  

 
2,4-Bis(4’-fluorophenethylamino)-6-(4’-guanidylbutylamino)-1,3,5-triazine (48). 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-diethylamino)propylamino)-1,3,5 triazine (49). 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propoxy)-1,3,5-triazine (50).  
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propoxy)-1,3,5-triazine (51).  
 
1H-NMR 

 
 

13C-NMR 
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35	  

2,4-Bis(4’-fluorophenethylamino)-6-(4’-(2’’-(N,N-dimethylamino)ethyl)piperazin-1’-yl)-
1,3,5-triazine (52).  
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-(4’-(1’’-methylpiperidin-4’’-yl)piperazin-1’-yl)-1,3,5-
triazine (53). 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-(3’-hydroxypropylamino)-1,3,5-triazine (54). 
 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-propylamino-1,3,5-triazine (55).  
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(4’-fluorophenethylamino)-6-hexylamino-1,3,5-triazine (56). 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(3’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(57).  
 
1H-NMR 

 
 

13C-NMR 
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41	  

2,4-Bis(2’-fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(58). 
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(4’-nitrophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(59).  
 
1H-NMR 

 
 
13C-NMR 
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43	  

2,4-Bis(4’-methoxyphenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(60). 
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(phenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine (61). 
 
1H-NMR 

 
 
13C-NMR 
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45	  

2,4-Bis(4’-chlorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine (62).  

 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(4’-fluorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine (63). 
 
1H-NMR 

 
 
13C-NMR 
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47	  

2,4-Bis(2’,4’-dichlorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(64). 
 
1H-NMR 

 
 
13C-NMR 
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48	  

2,4-Bis(2’,4’-difluorobenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(65). 
 
1H-NMR 

  
 

13C-NMR
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49	  

2,4-Bis(4’-trifluoromethylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-
triazine (66).  
 
1H-NMR 

 
 

13C-NMR 
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50	  

2,4-Bis(3’-4’-methylenedioxybenzylamino)-6-(3’(N,N-dimethylamino)propylamino) -1,3,5-
triazine (67). 
 
1H-NMR 

 
 
13C-NMR 
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51	  

2,4-Bis(4’-methoxycarbonylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-
triazine (68). 
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(4’-hydroxycarbonylbenzylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-
triazine (69). 
 
1H-NMR 

 
 
13C-NMR 
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53	  

2,4-Bis(4’-hydroxycarbonylbenzylamino)-6-(propylamino)-1,3,5-triazine (70). 
 
 
1H-NMR 

 
 

13C-NMR 
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2,4-Bis(2’-(3’’-indolyl)ethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-triazine 
(71).  
 
1H-NMR 

 
 
13C-NMR 
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55	  

2,4-Bis(2,3,4,9-tetrahydro-1H-pyrido[3,4-b]indol-2(9H)-yl)-6-(3’-(N,N-
dimethylamino)propylamino-1,3,5-triazine (72).  
 
1H-NMR 

 
 
13C-NMR 
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56	  

2,4-Bis(4’-(bis(4’’-fluorophenyl)methyl)piperazin-1’-yl)-6-(3’-(N,N-
dimethylamino)propylamino-1,3,5-triazine (73). 
 
1H-NMR 

 
 
13C-NMR 
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2,4-Bis(2’-(1’’-cyclohexenyl)ethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-1,3,5-
triazine (74). 
 
1H-NMR 

 
 
13C-NMR 
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2-(4’-(Methylcarboxy)benzylamino),4-(4’fluorophenethylamino)-6-(3’-(N,N-
dimethylamino)propylamino)-1,3,5-triazine (82). 
 
1H-NMR 

 
 

13C-NMR 

 



NMR Spectral Data 
	  

59	  

2-(4’-(Allylcarbamoyl)benzylamino),4-(4’fluorophenethylamino)-6-(3’-(N,N-
dimethylamino)propylamino)-1,3,5-triazine (83).  
 
1H-NMR 

 
 

13C-NMR 
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2-Chloro,4-(4’fluorophenethylamino)-6-(3’-(N,N-dimethylamino)propylamino)-
1,3,5-triazine (84). 
 

1H-NMR 

 
 
 
  



NMR Spectral Data 
	  

61	  

2,4-dichloro-6-(4’-fluorophenethylamino)-1,3,5-triazine (85). 
 
1H-NMR 

 
 

13C-NMR 
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rac-(3S,4S)-1-(3-dimethylamino)propyl-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-
dicarboxamide (86). 
 
1H-NMR 

 
 
13C-NMR 
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rac-(3S,4S)-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-dicarboxamide (88). 
 
1H-NMR 

 
 
13C-NMR 
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rac-(3S,4S)-1-benzyl-N3,N4-bis(4-fluorophenethyl)pyrrolidine-3,4-dicarboxamide (89). 
 
1H-NMR 

 
13C-NMR 
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rac-(3S,4S)-(1-Benzyl-pyrrolidine-3,4-dicarboxylic acid diethylester (90). 
 
1H-NMR 

 
 
13C-NMR 
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3-(dimethylamino)propyl tosylate (91) 
 
1H-NMR 

 
 
13C-NMR 
 

 


