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Supplementary Information (SI)
This supplementary data is a part of paper entitled “Study of the Electrochemical Behavior of Merocyanine
and Merocarbocyanine Salts and Their Transformation into II-Electron Donor Molecules, Namely
Tetrathiatetraazafulvalenes”.
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(5E)-3-benzyl-5-(3-benzyl-4-methyl-1,3-thiazol-2(3H)-ylidene)-2-thioxo-1,3 thiazolidin-4-one (4a)
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(5E)-5-(4-methyl-3-phenyl-1,3-thiazol-2(3H)-ylidene)-3-phenyl-2-thioxo-1,3-thiazolidin-4-one (4b)
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(E)-5-((E)-1-(4-methyl-3-propylthiazol-2(3H)-ylidene)propan-2-ylidene)-3-propyl-2-thioxothiazolidin-4-one (4c)
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(E)-3,3"-dibenzyl-4-methyl-2'-(methylthio)-4'-oxo0-3H,4'H- [2,5'-bithiazolylidene] -3'-ium-4-methylbenzenesulfonate (5a)
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(E)-4-methyl-2'-(methylthio)-4"-ox0-3,3"-diphenyl-3H,4'H-[2,5'"-bithiazolylidene] - 3'-ium-4-methylbenzenesulfonate (5b)

(E)-5-((E)-1-(4-methyl-3- propylthlazol 2(3H)- ylldene propan-2-ylidene)-2-(methylthio)-4-oxo-3-propyl-4,5-
dihydrothiazol-3-ium 4-methylbenzenesulfonate (5¢)
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(E)-3,3'-dibenzyl-4-methyl-4'-oxo-3H,4'H-[2,5"-bithiazolylidene]-3'-jium chloride (6a)
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(E)-4-methyl-4'-o0x0-3,3'"-diphenyl- 3H 4'H-[2,5'-bithiazolylidene]-3'-ium chloride (6b)

(E)-5-((Z)-1-(5-methyl-1-propyl-1,3-dihydro-2H-pyrrol-2-ylidene) propan-2-ylidene)-4-oxo-3-propyl-4,5-dihydrothiazol-3-
ium chloride (6¢)

(2E,2'Z,2"E)-3,3',3",3"-tetrabenzyl-4,4""-dimethyl-3H,3"H-[2,5"2',2":5",2"-quaterthiazole]-4',4"(3'H,3"H)-dione (7a)
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(2E,2'Z,2"E)-4,4"-dimethyl-3,3",3",3"- tetraphenyl 3H,3"H-[2,5"2",2":5" 2"'—quaterthiazole]-4',4"(3'H,3"H)—dione (7b)

5 %«w

(ZZ,SE,S'E)-5,5'-bis((E)-1-(4-methyl-3-propylthiazol-2(3H)-yhdene)propan-2-y11dene)-3,3'-dipropyl-3H,3'H- [2,2-
bithiazolylidene]-4,4'(5H,5'H)-dione (8¢)
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SPECTROSCOPIC DATA

Infrared Spectrum of Compound 1a
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"H-NMR Spectrum of Compound la
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Mass Spectrum of Compound 1a

10000 a2

WY gy

511
[T
0

A ,Tl]zu II\ " |, Tt |,,ag;’35' T A AR WA IR A | O N . B i) 51 [ 1) f11H]
& i i 1 | 0 ) ) & & £ B £ & & & oy & & h sh

Manel Khiat et al.



Manel Khiat et al.

Infrared Spectrum of Compound 1b
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"H-NMR Spectrum of Compound 1b
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Mass Spectrum of Compound 1b
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Infrared Spectrum of Compound 1c
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"H-NMR Spectrum of Compound 1c¢
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Infrared Spectrum of Compound 3¢

100 4

95

50 -

85 1

&0 -

75 7

70 4

685 o

G0 4

% Transmittance
n
n
1

3443 .8

Indones. J. Chem., 2021, 21 (2), 462 - 477

3084.32

1835.93

14596 40

e —
1451 46

13868 B3

132962

PR T

1157,40

SOG40

T27.7T9

51268

L]
3000

L]
2000
Wavenumber (cm-1)

T
1000

Manel Khiat et al.



Indones. I. Chem., 2021, 21 (2), 462 - 477 Suppl. 13

"H-NMR Spectrum of Compound 3¢
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Mass Spectrum of Compound 3¢
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Infrared Spectrum of Compound 2a
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"H-NMR Spectrum of Compound 2a
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Mass Spectrum of Compound 2a
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Infrared Spectrum of Compound 2b
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Suppl. 19
"H-NMR Spectrum of Compound 2b
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Mass Spectrum of Compound 2b
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Infrared Spectrum of Compound 2¢
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'H-NMR Spectrum of Compound 2c¢
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Mass Spectrum of Compound 2¢
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Infrared Spectrum of Compound 3a
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"H-NMR Spectrum of Compound 3a
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Infrared Spectrum of Compound 3b
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"H-NMR Spectrum of Compound 3b
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Infrared Spectrum of Compound 4a
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"H-NMR Spectrum of Compound 4a
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Infrared Spectrum of Compound 4b
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"H-NMR Spectrum of Compound 4b
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"H-NMR Spectrum of Compound 4c
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BC-NMR Spectrum of Compound 5a
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"H-NMR Spectrum of Compound 5¢
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BC-NMR Spectrum of Compound 6a
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"H-NMR Spectrum of Compound 6¢
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Formation of tetrathiatetraazafulvalénes 8c and 8’c
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Scheme 5. The strategy of electrochemical transformation of alkylidenthiazolidenium sulfonate salt (5¢) into

TTTAF (8c)
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Scheme 6. The strategy of electrochemical transformation of alkylidenthiazolidenium chloride salt (6¢) into TTTAF
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The Voltammograms obtained from the Voltalab 40 PGZ 301 potentiostat
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