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IR spectra of 8a and 8b:

8a: 4-(Phenylacetylamino-methyl)-benzoic acid 

White powder; m.p: 204-208 ˚C; yield: 97%; IR(KBr): 3285, 1687, 1639 cm-1.

H
N

O

OH

O

mailto:dastmalchi.s@tbzmed.ac.ir
mailto:siavoush11@yahoo.com


IR spectra: 

8b: 4-[(3-Phenyl-propionylamino)-methyl]-benzoic acid

White powder; m.p: 198-201 ˚C; yield: 97%; IR(KBr): 3299, 1712, 1635 cm-1.
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IR spectra: 





IR,  1H NMR, 13C NMR, Mass, CHNS, HPTLC spectra of 3a and 
3b:

3a: N-(2-Amino-phenyl)-4-(phenylacetylamino-methyl)-benzamide

White powder; yield: 88%; m.p: 221-223 ˚C; IR (KBr): 3479, 3384, 3259, 1656, 1637 cm-1; 
1HNMR (500 MHz, DMSO-d6) d (ppm): 3.50 (s, 2H, CH2), 4.34-4.35 (d, J=7.34, 2H, CH2), 4.91 

(s, 2H, NH2), 6.60 (t, J=10, 1H-aromatic, CH), 6.77-6.79 (d, J=11.25, 1H-aromatic, CH), 6.97 (t, 

J= 10.21, 1H-aromatic, CH), 7.15-7.17 (d, J=9.48, 1H-aromatic, CH), 7.22-7.34 (m, 7H-aromatic, 

CH), 7.90-7.92 (d, J=10.06, 2H-aromatic, CH), 8.67 (t, J=7.34, 1H, NH), 9.64 (s, 1H, NH);  
13CNMR (500 MHz, DMSO-d6): 41.920, 42.392, 116.148, 116.3287, 123.344, 126.402, 126.467, 

126.681, 126.868, 127.798, 128.240, 129.010, 133.092, 136.345, 143.083, 165.080, 170.266; Anal 

Calcd for C22H21N3O2: C, 73.52%; H, 5.89%; N, 11.69%. Found: C, 73.36%, H, 5.28%, N; 

11.19%; Purity: 100% (by HPTLC).
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3b: N-(2-Amino-phenyl)-4-[(3-phenyl-propionylamino)-methyl]-benzamide

Yellow powder; yield: 77%; m.p: 161-164 ˚C (decompose); IR (KBr): 3467, 3380, 3255, 1647, 

1629 cm-1; 1HNMR (500 MHz, DMSO-d6) d (ppm): 2.46-2.50 (t, J=9.41, 2H, CH2), 2.83-2.87 (t, 

J=9.45, 2H, CH2), 4.31-4.32 (d, J=7.28, 2H, CH2), 4.90 (s, 2H, NH2), 6.58-6.61 (t, J=9.28, 1H-

aromatic, CH), 6.77-6.79 (d, J=9.86, 1H-aromatic, CH), 6.95-6.98 (t, J= 9.83, 1H-aromatic, CH),  

7.14-7.30 (m, 8H-aromatic, CH), 7.90-7.92 (d, J=9.92, 2H-aromatic, CH), 8.43-8.46 (t, J=7.305, 

1H, NH), 9.65 (s, 1H, NH);  ; 13CNMR (500 MHz, DMSO-d6): 31.280, 37.0075, 41.7557, 116.210, 

116.352, 123.385, 125.995, 126.555, 126.779, 126.848, 127.095, 127.805, 128.353, 128.373, 

133.017, 141.260, 143.194, 165.180, 171.254 ; Anal Calcd for C23H23N3O2: C, 73.97%; H, 6.21%; 

N, 11.25%. Found: C, 73.89 %; H, 5.92%; N, 10.33%; HRMS (m/z): Calcd: [M+H] +: 373.18, 

found: 373.3; Purity: 100% (by HPTLC).
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Druglikeness score of 3a, 3b and Ms-275: 







Docking of 3a, 3b and MS-275 on HDAC1-3

Figure S1. 2D diagram of docking of 3a to HDAC1.



Figure S2. 2D diagram of docking of 3a to HDAC3.



Figure S3. 2D diagram of docking of 3b to HDAC1.



Figure S4. 2D diagram of docking of 3b to HDAC3.



Figure S5. 2D diagram of docking of MS_275 to HDAC1.



Figure S6. 2D diagram of docking of MS_275 to HDAC2.



Figure S7. 2D diagram of docking of MS_275 to HDAC3.



Figure S8. Superimposition of crystalized and docked SAHA. 


