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Table S1 - Structures of new compounds
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Table S2 - NMR spectra of new compounds
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Table S3 - Mass spectra of new compounds
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Table S4 — FT-IR spectra of new compounds
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Table S5 — Molecular formula strings (CSV) of reported compounds

SMILE

2a

CCCCnlc(c2c(c1C)e(=0)n(nc20CC(=0)NNC(=S)NC)C)C

2b

CCCCnlc(c2c(c1C)e(=0)n(nc20CC(=0)NNC(=S)Nc3ccece3)C)C

2C

CCCCnlc(c2c(c1C)e(=0)n(nc20CC(=0O)NNC(=S)Nc3cce(cc3)OC)C)C

3a

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3n[nH]c(=S)n3C)C)C

3b

CCCCnlc(c2c(c1C)c(=0)n(nc20Cc3n[nH]c(=S)n3c4cceccd)C)C

3c

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3n[nH]c(=S)n3c4cec(cc4)OC)C)C

4a

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3C)CN4ACCN(CC4)c5cecech)C)C

5a

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3C)CNACCN(CC4)c5cece(ch)C(F)(F)F)C)C

6a

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3C)CNACCN(CC4)c5cee(cc5)C)C)C

7a

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3C)SCC(=0)N4CCN(CC4)c5ceeech)C)C

8a

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3C)SCC(=0)N4CCN(CC4)c5eceee(c5)C(F)(F)F)C)C

9a

CCCCnlc(c2c(c1C)c(=0)n(nc20Cc3nnc(n3C)SCC(=0)N4CCN(CC4)c5cee(cc5)C)C)C

4b

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3c4ccecccd)CNSCCN(CCh)cbeccce)C)C

5b

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3cdcccccd) CNSCCN(CC5)cbeccee(c6)C(F)(F)F)C)C

6b

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3c4cceccd)CNSCCN(CC5h)cbecee(ce6)C)C)C

7b

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3cdcccecd)SCC(=0)NSCCN(CC5)cbeccec6)C)C

8b

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3cacccccd)SCC(=0)NSCCN(CC5)cbecec(c6)C(F)(F)F)C)C

9b

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3cdcccecd)SCC(=0)NSCCN(CC5)cbecc(cec6)C)C)C

4c

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3c4ccc(cc4)OC)CNSCCN(CC5h)ebececce6)C)C

5¢c

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3c4cce(ccd)OC)CNSCCN(CC5)cbecece(c6)C(F)(F)F)C)C

6C

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nn(c(=S)n3c4ccc(cc4)OC)CNSCCN(CC5)cebecec(ce6)C)C)C

7c

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3c4ccc(ccd)OC)SCC(=0)NSCCN(CC5)cbecccc6)C)C

8c

CCCcCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3caccce(ccd)OC)SCC(=0)NSCCN(CCh)cbecec(c6)C(F)(F)F)C)C

9c

CCCCnlc(c2c(c1C)e(=0)n(nc20Cc3nnc(n3c4ccc(ccd)OC)SCC(=0O)NSCCN(CC5)cbecec(ce6)C)C)C
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Table S6 — CD spectra of BSA in the absence and presence of all

analyzed compounds

BSA to analyzed compounds' molar ratios was changing from 1:0 to 1:10

a) 4a

0

-20

-40

mdeg

-60

-80

-120

-100 4 \

T
210

T
220

A [nm]

T
230

T
240

b) 5a

0

-20 -

-40

mdeg

-60 -

-80 -

-100 +

-120

c) 6a
0

-20 -

-40

mdeg

-60

-80

-100

-120

d) 7a

mdeg

e) 9a

mdeg

f) 4b

-20

-40 -

mdeg

-60

-80

-100

-120 H

g) 5b

h) 6b
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o 0
-20 - -20 H
40 -40 1

Fy o

E E
-60 -60
-80 -80

-100 1004
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i) 7b j) 4c
0
-20 -
-40
o
-60 -
-80
] \
-100
-100
120
-120
k) 5¢ 1) 6¢c
0
-20 -
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o 53
£ g
-60 -
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-100 100 4\
120 - -120
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Table S7 - FT-IR spectra - The curve-fitted Amide | region

The curve-fitted Amide | region for a) free-BSA and equimolar complex samples:

b) BSA-4a, ¢) BSA-5a, d)

BSA-6a, €) BSA-7a, f) BSA-9a, g) BSA-4b, h) BSA-5b, i) BSA-6b, j) BSA-7b, k) BSA-4c, I) BSA-5¢, m)

BSA-6¢c, n) BSA-7c.

a) b)
1.0 1.0+
084 —— experimental spectra 0.8
—— experimental spectra
° - - -fitting curves °
0.6 0.6 - - —fitti
= = fitting curves
© ©
2 2
2 2
o 04+ o 04
< <
0.2 0.2
0.0 0.0
T T T i T T )
1700 1680 1660 1620 1600 1700 1640 1620 1600
cm* cm™
c) d)
1.0 1.0
0.8 . 0.8 .
—— experimental spectra —— experimental spectra
3 064 - - -fitting curves L 064 - - -fitting curves
c [=4
] ©
2 2
2 2
o 0449 83 044
< <
0.2 0.2
0.0 0.0
T T T 1 T T 1
1700 1680 1660 1620 1600 1700 1640 1620 1600
cm’ cm™
e) f)
1.04 1.0+
08+ experimental spectra 084 )
experimental spectra
- - ~fitting curves ° L
8 06 3 06 - - - fitting curves
] g
2 2
o o
a Q2 044
0.4 o
2 <
0.24 0.24
0.0
0.0+ —= T T d
1700 1680 1660 1620 1600 1700 1640 1620 1600

cm’

cm’
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9) h)
1.0 1.0
0.8+ —— experimental spectra 0.8+ _
experimental spectra
- - - fitting curves .
8 06 8 o064 - - ~fitting curves
c c
] ]
2 2
2 2
o 04+ o 04
< <
0.2 0.2
0.0 0.0
T T T T ) T T T T )
1700 1680 1660 1640 1620 1600 1700 1680 1660 1640 1620 1600
cm* cm™
) )]
1.0 1.0
0.8 —— experimental spectra 0.8 8 —— experimental spectra
s
- 3
- - -fitting curves < - - —fitting curves
38 06 8 06
c =4
© ©
Q Q
2 2
2 2
o 044 o 044 (]
< < 8
8 A 2 9
g 6 28 2
0.2 0.2 < o
0.0 - 0.0 =
T T T T 1 T T T u )
1700 1680 1660 1640 1620 1600 1700 1680 1660 1640 1620 1600
cm* cm™
K) )
1.0 1.0
—— experimental spectra
0.8 0.8 experimental spectra
- - - fitting curves
] 3 - - —fitting curves
£ 06 S 064
2 2
o o
72} 1%}
Qo
2L 044 2 04
0.2 0.2
0.0+ 0.0 -
T T T T ) T T T T !
1700 1680 1660 1640 1620 1600 1700 1680 1660 1640 1620 1600
cm® cm™
m) n)
1.0 1.0
0.8 —— experimental spectra 0.8 experimental spectra
3 - - -fitting curves 3 - - -fitting curves
g S 06
g g
o [*]
4 %]
3 2 044
0.2
0.0
T T T T 1 T T T T 1
1700 1680 1660 1640 1620 1600 1700 1680 1660 1640 1620 1600
cm? cm®
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Table S8 - FT-IR spectra — The changes in Amide I (1650cm™) and
Amide 1l (1545cm™?) band contribution by BSA interaction with
analyzed compounds.

a) 4a, b) 5a, ¢) 6a, d) 7a, e) 9a, f) 4b, g) 5b, h) 6b, i) 7b, j) 4c, k) 5¢, I) 6¢, m) 7c.

a) b) g 2
=] )
1.0+4 9 %
) N -
N o 1.04
© P
0.8 3 5 —— free BSA
© =1
N —— free BSA 0.8+
° ° —— BSA-5a complex 1:0.25
é 0.6 —— BSA-4a complex 1:0.25 é BSA-5a complex 15050
S BSA-4a complex 1:0.50 8 0.6 —— BSA-5a complex 1:0.75
8 —— BSA-4a complex 1:0.75 3 BSA-5a complex 1:1
< 044 BSA-4a complex 1:1 2 044
0.2 024
0.0 T T T T 1 0.0 T T T T 1
1800 1700 1600 1500 1400 1300 1800 1700 1600 1500 1400 1300
cm? em?
c) d)
1.0 1.0+
3
IN 3 % 0
© ; o =
0.8 1] ) 0.8 2 0
§ &5 ——free BSA 9 —— free BSA
8 064 —— BSA-6a complex 1:0.25 8 064 —— BSA-7a complex 1:0.25
] ] BSA-7 lex 1:
8 BSA-6a complex 1:0.50 8 SA-7a complex 1:0.50
é —— BSA-6a complex 1:0.75 § —— BSA-7a complex 1:0.75
2 04 BSA-6a complex 1:1 2 04 BSA-7a complex 1:1
0.2 0.2
S N
I L -
0.0 T T T T 1 0.0 T T T T 1
1800 1700 1600 1500 1400 1300 1800 1700 1600 1500 1400 1300
cm® emt
e) f) g 3
3 ©
107 g 5
—
N g 1.04
08+ 2 ) —— free BSA
3 — 0.84
—— free BSA —— BSA-4b complex 1:0.25
g o6 g BSA-4b complex 1:0.50
8 —— BSA-9a complex 1:0.25 S 064 —— BSA-4b complex 1:0.75
é BSA-9a complex 1:0.50 ’g‘ BSA-4b complex 1:1
{(3 0.4 —— BSA-9a complex 1:0.75 g
BSA-9a complex 1:1 0.4+
0.2 0.24
0.0 T T T T ! 0.0 T T T T 1
1800 1700 1600 1500 1400 1300 1800 1700 1600 1500 1400 1300
cm™ em®
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h)

9) 3 @
& g s 8
o d 0 [t}
3 B © <
8 < - )
1.04 g 0 1.0 4
A — free BSA I — free BSA
0.8+ —— BSA-5b complex 1:0.25 0.8+ —— BSA-6b complex 1:0.25
n ——— BSA-5b complex 1:0.50 ] ——— BSA-6b complex 1:0.50
% —— BSA-5b complex 1:0.75 S o6 —— BSA-6b complex 1:0.75
8 0.6 ——— BSA-5b complex 1:1 2 777 —— BSA-6b complex 1:1
2 .
2 <
< 044 0.4+
0.2 0.2+
0.0 : . . : 0.0 : : . : ,
1800 1700 1600 1500 1400 1300 1800 1700 1600 1500 1400 1300
em® cm?
) 2 )
o < o o)
ki 3 3 2
1.0 — 1.0 © )
- -
— free BSA
0.8 0.8 — free BSA
o —— BSA-7b complex 1:0.25 »
2 ——— BSA-7b complex 1:0.50 § —— BSA-4c complex 1:0.25
8 064 —— BSA-7b complex 1:0.75 S 064 —— BSA-4c complex 1:0.50
2 —— BSA-7b complex 1:1 3 —— BSA-4c complex 1:0.75
2 3 —— BSA-4c complex 1:1
< 04 < g4l p
" \/\/\/\_/«\ >
0.0 T T T r , 00 . 7 T r \
1800 1700 1600 1500 1400 1300 1800 1700 1600 1500 1400 1300
cm? cm*
k) o g 1) N 2
3 Q o )
© 5 0 <
S 2 g 3
1.04 r —— free BSA 1.0+
—— BSA-5c complex 1:0.25
4 4 — free BSA
08 —— BSA-5c complex 1:0.50 08
; - ggﬁ:c comp:ex 1(1)75 § —— BSA-6c complex 1:0.25
S 064 C compiex L. S 064 ——— BSA-6¢ complex 1:0.50
5 5 —— BSA-6¢ complex 1:0.75
2 2 —— BSA-6¢c complex 1:1
< 04 < 044
0.2+ 0.24
0.0 T T T T ] 0.0 T T T T 1
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