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Figure S1. FTIR, 'H NMR and "“C NMR (DEPT-Q) spectra of (E)-3-phenyl-5-(4'-
methylphenylamino)-2-styryl-1,3,4-thiadiazol-3-ium chloride (5a).
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Figure S2. FTIR, 'H NMR and "“C NMR (DEPT-Q) spectra of (E)-3-phenyl-5-(4'-
methoxyphenylamino)-2-styryl-1,3,4-thiadiazol-3-ium chloride (Sb).
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Figure S6. Steady-state fluorescence emission spectra for HSA and its quenching upon
successive additions of (A) 5a, (B) 5b, (C) 5¢, and (D) 5d at pH 7.4 and 310K. [HSA]=1.00
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Figure S7. Stern-Volmer plots for the interaction (A) HSA:5a, (B) HSA:5b, (C) HSA:5c,
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=0.17; 0.33; 0.50; 0.66; 0.83; 0.99; 1.15 and 1.32 x 105 M.



(A) 1 (©)
7
§
g
. 5
o 9 W
[Ty Ty
< 4 =
[T L
3 3
= 206K = 296K
= 303K 2| + 303K
& A 310K A 310K
1,50x10° 3,00x10° 4,50x10° sooxio® ' 150107 3006107 450x10° 5.00x10°
1/[5a] (M™) 1/5¢] (M)
7
1(8) ©)
g
g
5
i 3 my
u'_c, §4
Ic;f-l Ic:
3
3 = 296K = 296K
« 303K 2 « 303K
2 A 310K 4 310K
1,50x10° 3,00x10° 4,50x10° 6,00x10 : 1,50x10° 3,00x10° 4.50x10° 6,00x10°
1/[5b] (M) 1/[5d] (M)

Figure S8. Modified Stern-Volmer plots for the interaction (A) HSA:5a, (B) HSA:5b, (C)
HSA:5¢, and (D) HSA:5d at 296, 303, and 310K. [HSA] = 1.00 x 10> M and [mesoionic
compounds] =0.17; 0.33; 0.50; 0.66; 0.83; 0.99; 1.15 and 1.32 x 10° M.

10



Residuals Residuals

Residuals  Residuals
b o w
oo O

Residuals

—
O_.

Counts (a.u.)

10
| [ |
m ]

EN EEmE EEE

EEE M EEEE W

10 20 30 40 50

Ao »
o 8 X3

. HSA:5¢ ‘ ‘ ‘ ‘

0.0 S i Bty ooy .MM. TR ELIW i mmMAJ\.J\w y AM\MM RS
% ’ V VWV wa VVVYV" V‘\J‘V il VWW V '\/WVV \'VUV"VV VUVVV \f Wy i WV 'VIJ VV 1

39t L L L =)

Figure S9. Time-resolved fluorescence decay for the interaction between HSA and the

mesoionic compounds 5a-d in a PBS solution. [HSA] =
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1.32 x 10° M. IRF is the instrument response factor.
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Figure S10. Van't Hoff plot for the interaction (A) HSA:5a, (B) HSA:5b, (C) HSA:5¢, and

(D) HSA:5d at 296, 303, and 310K.
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Figure S11. Circular dichroism spectra for (A) HSA:5a, (B) HSA:5b, (C) HSA:5¢, and (D)
HSA:5d at 310K. [HSA] =1.00 x 10 M and [mesoionic compounds] = 1.32 x 105 M.
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