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N-[4-(5-fluoro-1-benzothien-3-yl)benzyl]-N'-quinolin-4-ylbutane-1,4-diamine (3)

g2 @
a3 2 S o
N 3 ® 8 F
is N ‘ o S~~~ NH
NH X
Q ~N
© I
8 s
85 (8 o
7.350 7.3%5 82 N Eg o
Chemical Shift (ppm) b4 u‘ad oo g 2 o % o
h 2849
QW o , 25 §,% Zg) 58 H 8o
408 © — Q S5 S 8 < | -5
888 = 111 107 210 314 8 & N2 EE & 7 [
kR | &t i A ‘
[ TI28 T T T T s
~ 760 755 750 7.45 N Lt
# o ' Chemical Shift (ppm) - 225 ‘
E 9 —
18 ;f g ? é 195 | 1875
—_— ! | b / Chemical Shift
7.825 N (Ppm)
Chemical Shift ... L |
LiviLy; )
1.00 100107 314 108 1.08 103 219 218 213 360
J WA MR H L [y L | L [y
T T T T o T T e e T T e e e
0 20 8. 80 75 7.0 6 A 55 50 45 40 3 30 5 0 15 10
Chemical Shift (ppm)
&
[=]
g 8 39 o« =
2 855 Iy @ S =
= i Ban o g 2 o S <
g g gr8as B g EF =B g g 8
T X 3 8 gaTay e g S8 S NES
lg. a8 & 7§ 8 gal 5 8 g o ¢ g o g
88 gh 8 g =4 | 8
a8 <K “ — —y Iy @
89 5 | B S
Sg 2 2 |
[l <
— S 't
2 ©Q
B & BB |88
2g o 2 S |18 agey
2 R |« o R H8x8
¥ N Sl NS
@ I'g 5o B ¢
2 58 e
140 1% 1% w88 kN Chemical Sttt (ppm) emical Shift (ppm)
Chemical Shift (ppm) \
208 200 192 184 176 160 152 144 136 128 120 112 104 9 88 8 72 56 48 40 3 24 16 8 0

Chemical Shift (ppm)

Figure S1."H and **C NMR spectra of compound 3.
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Figure S2. Chromatogram for the assessment of compound 3 purity,

with tables showing the detector response.
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Figure S3. Changes in HSA (chsa=1x10"° M) fluorescence emission spectra upon addition of
CQ-2H3P0O4 (1-15 mol equivalents) at a) 293 K and b) 310 K; 30 mM PBS, pH = 7.40.
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Figure S4. Changes in HSA (cnsa=5x10"" M) fluorescence emission spectra upon addition of
compound 1 (1-15 molar equivalents) at a) 293 K and b) 310 K; 30 mM PBS, pH = 7.40.
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Figure S5. Changes in HSA (cnsa=5x10"" M) fluorescence emission spectra upon addition of
compound 2 (1-15 molar equivalents) at a) 293 K and b) 310 K; 30 mM PBS, pH = 7.40.
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Figure S6. Changes in HSA (Chsa=5%10" M) fluorescence emission spectra upon addition of
compound 3 (1-16 molar equivalents) at a) 293 K and b) 310 K; 30 mM PBS, pH = 7.40.
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Figure S7. Changes in HSA (Chsa=5%10" M) fluorescence emission spectra upon addition of
compound 4 (1-16 molar equivalents) at a) 293 K, b) 298 K and c) 310 K; 30 mM PBS, pH= 7.40.
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Figure S8. Changes in HSA (cnsa=5x10"" M) fluorescence emission spectra upon addition of compound
5 (1-16 molar equivalents) at a) 293 K, b) 298 K and c) 310 K; 30 mM PBS, pH = 7.40.
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Figure S9. Changes in HSA (chsa=5x10"" M) fluorescence emission spectra upon addition of compound
6 (1-15 molar equivalents) at a) 293 K, b) 298 K and c) 310 K; 30 mM PBS, pH = 7.40.
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Figure S10. Changes in HSA (crsa=5%10"" M) fluorescence emission spectra upon addition of
compound 7 (1-15 molar equivalents) at a) 293 K, b) 298 K and ¢) 310 K; 30 mM PBS, pH = 7.40.
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Figure S12. Changes in HSA (cysa=5%10" M) UV-Vis spectra upon addition of compound a) CQ; b) 1; c)
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Figure S12. (continued) Changes in HSA (chsa=5x10"" M) UV-Vis spectra upon addition of compound
g) 6; h) 7; i) 8 (1-15 molar equivalents) at 298 K; 30 mM PBS, pH = 7.40, scan speed 500 nm/min
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Figure S13. The Stern-Volmer plot for binding of 1 (1-15 mol. eq) to HSA
(Chsa=5%107 M) at 298 K; 30 mM PBS, pH = 7.40.
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Figure S14. The Stern-Volmer plot for binding of a) CQ, b) 4,¢) 5, d) 6, ¢e) 7 and f) 8 to HSA
(cusa=5%10"" M) in 1-15/16 mol equivalents at 293, 298 and 310 K; 30 mM PBS; pH = 7.40.
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Figure S15. Modified Stern-Volmer plot for binding of a) CQ, b) 4, ¢) 5, d) 6, €) 7 and f) 8 to HSA
(Chsa=5%10" M) in 1-5 mol. equivalents at 293, 298, and 310 K; 30 mM PBS; pH = 7.40.

Table S1. Linear equations for modified Stern-Volmer plot

compound 293 K 298 K 310 K
CQ y=6.173+1.706x10°x  y=5.204+2.070x10°x  y=10.100+2.044x10"x
y=7.907+1.003x10°x  y=14.064+9.533x10°x /

y=9.168+2.676x10°x
y=4.640+5.023x10"%x
y=5.045+6.446x10°x
y=6.769+8.268x10 %X

o ~NO O~

y=7.144+1.769x10°x
y=7.210+2.183x10°x
y=2.770+7.299x10°x
y=4.592+1.032x10°x

y=16.468+3.636x10"x
y=15.956+1.177x10x
y=3.184+8.696x10°x
y=8.974+1.232x10°x
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Figure S16. Log-log plot for the determination of binding constants Ky, and the number of binding sites n for binding
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of a) CQ, b) 4, c) 5, d) 6, ) 7 and f) 8 to HSA (chsa=5%10"" M) at 293, 298, and 310 K, 30 mM PBS; pH = 7.40.

Table S2.Linearequations for log-log plot

compound 293 K 298 K 310 K
CQ y=3.21+0.762x y=3.48+0.815x y=2.72+0.702x
y=2.36+0.601x y=1.05+0.404x /

0 ~NOoO 01N~

y=3.10+0.776x
y=2.57+0.588x
y=2.82+0.644x
y=2.36+0.588x

y=2.94+0.722x
y=3.06+0.754x
y=3.83+0.800x
y=3.19+0.725x

y=2.19+0.654x
y=1.05+0.416x
y=3.64+0.781x
y=2.33+0.608x
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Figure S17. Changes in HSA-Wf complex (cusa= cwi=5%10" M) fluorescence emission spectra upon
addition of compound a) 1, b) 2 and ¢) 3 (1-15 molar equivalents) at 298 K (30 mM PBS, pH = 7.40)
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Figure S18. Changes in HSA-Dz complex (Chsa= ¢p,=5%10"" M) fluorescence emission spectra upon
addition of compound a) 1, b) 2 and ¢) 3 (1-15 molar equivalents) at 298 K (30 mM PBS, pH = 7.40)
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