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Table S1. The compounds mentioned in different structure series. 

Series Chemical Structure  Full names of crystals 

Pyridinium-

based 

 

 

DAST 20 

(C23H26N2O3S) 

4-Dimethylamino-N-methyl-4-stilbazolium 

tosylate 

 

OHP-TFS 28 

(C21H18NO4F3S) 

4-(4-hydroxystyryl)-1-methylpyridinium-1-ium 

4-(trifluoromethyl)benzenesulfonate 

 

DHP-TFS 33 

(C21H18NO5F3S) 

4-(3,4-Dihydroxystyryl)-1-methylpyridinium 

4-(trifluoromethyl)benzenesulfonate 

Quinolinium-

based 

 

N

H3CO

H3C
SO3H3C

HO

 

HMQ-T 38 

(C26H25NO5S) 

2-(4-hydroxy-3-methoxystyryl)-1-

methylquinolinium 4-methylbenzenesulfonate 

N

H3CO

H3C
SO3F3C

HO

 

HMQ-4TFS 29 

(C26H22F3NO5S) 

2-(4-hydroxy-3-methoxystyryl)-1-methylquinoli- 

nium 4-(trifluoromethyl)benzenesulfonate 

 

OHQ-T 40 

(C25H23NO4S) 

2-(4-hydroxystyryl)-1-methylquinolinium 

4-methylbenzenesulfonate 

 

OHQ-CBS 44 

(C24H20ClNO4S) 

2-(4-hydroxystyryl)-1-methylquinolinium 

4-chlorobenzenesulfonate 

 

OHQ-TFO 45 

(C25H20F3N5O) 

2-(4-hydroxystyryl)-1-methylquinolinium 

4-(trifluoromethoxy)benzenesulfonate 

 

HM7ClQ-CBS 42 

(C25H21Cl2NO5S) 

7-chloro-2-(4-hydroxy-3-methoxystyryl)-1-meth- 

ylquinolinium 4-chlorobenzenesulfonate 

 

HM6FQ-T 43 

(C26H24FNO5S) 

6-fluoro-2-(4-hydroxy-3-methoxystyryl)-1-meth-

ylquinolinium 4-methylbenzenesulfonate 

 

HM7ClQ-T 42 

(C26H24ClNO5S) 

7-chloro-2-(4-hydroxy-3-methoxystyryl)-1-meth- 

ylquinolinium 4-methylbenzenesulfonate 

Benzothiazolium-

based 
 

PMB-T 46 

(C29H32N2O4S2) 

2-(4-(4-(hydroxymethyl)piperidin-1-yl)styryl)-3-

methylbenzo[d]thiazol-3-ium 

4-methylbenzenesulfonate 



Series Chemical Structure  Full names of crystals 

Benzothiazolium-

based 

 

 

HMB-TMS 47 

(C26H27NO5S2) 

2-(4-hydroxy-3-methoxystyryl)-3-methylbenzo- 

[d]thiazol-3-ium 2,4,6-trimethylbenzenesulfonate 

 

HDB-T 48 

(C25H25NO4S2) 

2-(4-hydroxy-3,5-dimethylstyryl)-3-methylbenz-

o[d]thiazol-3-ium 4- methylbenzenesulfonate 

 

OHB-TFO 49 

(C23H18F3NO5S2) 

2-(4-hydroxystyryl)-3-methylbenzothiazol3-ium 

4-(trifluorometh-oxy)benzenesulfonate 

 

PFB-CBS 50 

(C28H28ClFN2O4S2) 

5-fluoro-2-(4-(4-(hydroxymethyl)piperidin-1-

yl)sty ryl)3-methylbenzothiazol-3-ium 

4-chlorobenzenesulfonate 

 

PMB-4TFS 27 

(C29H29N2O4S2F3) 

2-(4-(4-(hydroxymethyl)piperidin-1-yl)styryl)-3-

methylbenzothiazol-3-ium 

4-(trifluoromethyl) benzenesulfonate 

 

PMB-TFO 51 

(C29H29N2O5S2) 

2-(4-(4-(hydroxymethyl)piperidin-1-yl)styryl)-3-

methylbenzothiazol-3-ium 

4-(trifluorometh-oxy)benzenesulfonate 

Indolium-based 

 

 

EHPSI-4NBS 52 

(C32H37N3O6S) 

(E)-1-ethyl-2-(4-(4-(hydroxymethyl)piperidin1-

yl)styryl)-3,3-dimethyl-3H-indol-1-ium 

4-nitrobenzenesulfonate 

 

OHI-T 53 

(C26H27NO4S) 

2-(4-hydroxy)styryl-1,3,3-trimethylindolenium 

4-methylbenzenesulfonate 

Benzoindolium-

based 

 

 

P-BI 54 

(C25H27IN2) 

(E)-2-(4-(dimethylamino)styryl)-1,1,3-trimethyl-

1H-benzo[e]indol-3-ium iodide 

 

MBI 55 

(C24H24NOI) 

(E)-2-(4-(Methoxy)styryl)-1,1,3-trimethyl-1H-

benzo[e]indol-3-ium iodide 

Benzimidazolium

-based 

 

 

HMI-TMS 56 

(C27H30N2O5S) 

2-(4-hydroxy-3-methoxystyryl)-1,3-dimethyl-1H-

benzoimidazol-3-ium 

2,4,6-trimethylbenzenesulfonate 

 


