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2D and 3D Representations of Compound 5m Binding Interaction  
 
Discovery Studio Client 4.5 (Accelrys), and X-ray structure of N-deacetyl-N-(2-mercaptoacetyl)-
colchicine (DAMA-colchicine) co-crystallized with tubulin (1SA0) was used in docking procedure 
for Compound 5m. 2D structure of 5m in colchicine site of tubulin. Carbon-hydrogen bonding 
indicated in green dashed line, aceptor-aceptor clash indicated in red dashed line. Residues THR179 
and ASN101 located on α-subunit, VAL238 located on β-subunit. 
 

 
 
3D structure of compound 5m within the colchicine site of tubulin indicated below. Residues on β-

subunit indicated in green, α-subunit in blue. Interactions same as indicated above.   
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01282023-WENMETH+ #1-10 RT: 0.00-0.04 AV: 10 NL: 4.00E7
T: FTMS + p ESI Full lock ms [50.0000-750.0000]
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Compound 5a 
 
 

 
 

 
  



S8 
 

 
 
 
 
 
 

 
 
 
 
 
 



S9 
 

 



S10 
 

 

=====================================================================
Acq .  Ope r a t o r    :  SYSTEM
Samp l e  Ope r a t o r  :  SYSTEM
Acq .  I ns t r umen t  :  1200  HPLC                        Loca t i on  :    1
I n j ec t i on  Da t e   :  7 / 18 / 2019  1 : 59 : 30  PM
                                                I n j  Vo l ume  :  No  i n j
Acq .  Me t hod      :  C : \ Chem32 \ 1 \ Me t hods \ GRAD  2  30 - 90  ACN . M
Las t  changed     :  4 / 2 / 2014  4 : 04 : 33  PM  by  ER I CA  P
Ana l ys i s  Me t hod  :  C : \ Chem32 \ 1 \ Me t hods \ GRAD  2  50 - 90  ACN . M
Las t  changed     :  4 / 30 / 2014  1 : 53 : 57  AM  by  ER I CAP

min5 10 15 20 25

mAU

0
100
200
300
400
500
600
700

 DAD1 A, Sig=254,4 Ref=off (WEN\wr-iii-18-second 1.D)

9.
61

0

11
.2

90

15
.3

00

16
.2

29

19
.0

83
19

.6
91

20
.3

46
21

.0
06

23
.8

02

min5 10 15 20 25

mAU

0

500

1000

1500

2000

 DAD1 C, Sig=210,8 Ref=off (WEN\wr-iii-18-second 1.D)

1.
28

9

2.
57

7

5.
38

8

11
.2

91

15
.3

02

16
.2

25

17
.0

32
17

.7
17

18
.4

03
19

.0
80

19
.4

45
19

.6
91

20
.3

45
21

.0
06

23
.8

03

27
.5

83

min5 10 15 20 25

mAU

0
100
200
300
400
500
600

 DAD1 E, Sig=280,16 Ref=off (WEN\wr-iii-18-second 1.D)

11
.2

89

15
.3

00

16
.2

28

17
.7

16

19
.6

92
20

.3
46

21
.0

03

23
.8

01

min5 10 15 20 25

mAU

0

200

400

600

800

1000

1200

 DAD1 G, Sig=300,16 Ref=off (WEN\wr-iii-18-second 1.D)

15
.3

00

16
.2

29

17
.7

16

19
.0

82
19

.6
91

20
.3

46
21

.0
02

23
.8

01

Da t a  F i l e  C : \ Chem32 \ 1 \ Da t a \ WEN \ w r - i i i - 18 - second  1 . D
Samp l e  Name :  w r - i i i - 18 - second  1

1200  HPLC  11 / 13 / 2020  10 : 37 : 55  AM  SYSTEM Page 1 of 4



S11 
 

 



S12 
 

 



S13 
 

 
 



S14 
 

 
 
 
 
 
 

Compound 5b 
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Compound 5c 
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S65 
 

 
 
 
 
 
 
 
 
 

 
  



S66 
 

 

 



S67 
 

  



S68 
 

  



S69 
 

 



S70 
 

 
 
 

Compound 5j 
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Compound 5k 
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Table of Compound Purity by HPLC (wavelength 254 nm) 

Compound  HPLC Purity 
5a 96.4% 
5b 96.3% 

                             5c 95.4% 
5d 97.7% 
5e 95.3% 
5f 97.2% 
5g 95.7% 
5h 95.8% 
5i 99.8% 
5j 96.4% 
5k 86.8% 
5l 91.5% 
5m 97.9% 
5n 96.1% 

 
 
 


