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Figure S1: 
1
H-NMR and 

13
C-NMR spectra of 1 in MeOD. 
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Figure S2:
 1

H-NMR and 
13

C-NMR spectra of 2 in MeOD. 
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Figure S3:
 1

H-NMR and 
13

C-NMR spectra of 3 in MeOD. 
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Figure S4:
 1

H-NMR and 
13

C-NMR spectra of 4 in MeOD. 



6 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S5:
 1

H-NMR and 
13

C-NMR spectra of 5 in MeOD. 
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Figure S6:
 1

H-NMR and 
13

C-NMR spectra of 6 in MeOD. 
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Figure S7: FT-IR spectra of cetirizine and its salts 1-6. 

 

Table S1: Gelation data of the salts 1-6
a
. 

Solvents 1 2 3 4 5 6 

Water CS CS S CS CS S 

Ethylinglycol S S S S S S 

Acetonitrile S S S S P S 

Methylsalicylate S S Gel/2.0 S S S 

Cholorobenzene S S Gel/2.0 S S S 

Bromobenzene S S Gel/4.0 S S S 

Toluene S S CS S S S 

o-Xylene S S P S S S 

Mesitylene S S CS S P S 

Nitrobenzene S S Gel/3.0 S S S 

DMF  S  S  S  S  S  S  

DMSO  S  S  S  S  S  S  

Sunflower Oil I I P I I I 

Soyabin Oil I I P I I I 
a
The numerical values indicate the minimum gelator concentration (MGC) in wt % (w/v), 

CS=Colliodal Solution , S= Soluble , P=PPT  and I= Insoluble. 
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Figure S8: Tgel vs gelator concentration plot for the methylsalicylate (MS), 

chlorobenzene (PhCl), bromobenzene (PhBr) and nitrobenzene (PhNO2) gels of 3. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S9: Strain sweep rheological behavior of 4 wt % methylsalicylate (MS), 

chlorobenzene (PhCl), bromobenzene (PhBr) and nitrobenzene (PhNO2) gels of 3.  
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Table S2: Crystallographic parameters for salt 5 and 6. 

 

Crystal parameters Salt 5 Salt 6 

CCDC No. 1053907 1053908 

emp. formula C32H37N3O5Cl C50H82N6O17Cl2 

formula weight 579.09 1110.11 

temp. (K) 173(2) 100(2) 

λ (Å) 0.71073 0.71073 

crystal system monoclinic triclinic 

space group I 2/a P -1 

a (Å) 15.4537(14) 10.900(11) 

b (Å) 9.1572(8) 11.786(12) 

c (Å) 43.467(4) 24.640(3) 

α (°) 90 102.078(12) 

β (°) 92.602(4) 90.025(13) 

 (°) 90 113.655(12) 

V (Å
3
) 6144.8(10) 2823(5) 

Z 8 2 

ρcalc. (gcm
-3

) 1.252 1.306 

μ (mm
-1

) 0.168 0.188 

F000 2456 1188 

crystal size (mm) 0.20x0.15x0.14 0.15x0.10x0.05 

θrange  (°) 0.93 – 28.39 1.698 – 26.498 

miller index ranges 
-19h20 

-11≤ k≤12 

-57≤l≤56 

-13≤h≤13 

-14≤k≤14 

-29≤l≤30 

reflections collected 41706 36556 

independent reflections 7443 11364 

Rint 0.0940 0.1190 

completeness to θmax (%) 99.90 98.2 

data / restraints /parameters 7443 / 24 / 373 11364 / 1534 / 740 

goodness-of-fit on F
2
 1.040 0.935 

final R indices [I>2σ(I)] 
R1 = 0.0937 

wR2 = 0.02513 

R1 = 0.750 

wR2 = 0.1615 

R indices (all data) 
R1 = 0.1662 

wR2 = 0.2803 

R1 = 0.1923 

wR2 = 0.1937 

largest diff. peak 

and hole (e Å
-3

) 
0.691 and -0.388 1.379 and -0.474 
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Table S3:  Hydrogen bond parameters for salt 5 [Å and °]. 

 

D‒H∙∙∙∙A d(H∙∙∙∙A) d(D∙∙∙∙A) <(DHA) Symmetry transformations 

N(1)-H(1A)...N(2) 2.1 2.982(5) 162.1 x,y,z 

N(1)-H(1B)...O(1) 1.85 2.745(4) 166.8 x,y,z 

N(1)-H(1C)...O(2) 1.96 2.811(4) 156 -x+1/2,y,-z 

O(5)-H(5A)...O(2) 1.83 2.696(5) 173.3 -x,-y+1,-z 

O(5)-H(5B)...O(6) 1.95 2.789(5) 160.3 x,y,z 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S10: ORTEP representation of crystal structure of salt 5 (Thermal ellipsoids are 

drawn with 50% probability level). 

 

 

 

 

 

 

 

 



12 

 

Table S4:  Hydrogen bond parameters for salt 6 [Å and °]. 

 

D‒H∙∙∙∙A d(H∙∙∙∙A) d(D∙∙∙∙A) <(DHA) Symmetry transformations 

N(5)-H(5E)...O(5) 1.97 2.776(4) 146.4 -x+2,-y+1,-z 

N(5)-H(5C)...O(11) 1.9 2.781(5) 163.4 -x+1,-y,-z 

N(5)-H(5D)...O(16) 1.94 2.817(5) 161.7 x,y,z 

O(7)-H(7)...O(5) 1.82 2.658(4) 175.2 x-1,y,z 

O(8)-H(8)...O(12) 1.91 2.715(4) 161.6 -x,-y,-z 

O(9)-H(9)...O(3) 1.88 2.703(4) 165.4 x+1,y,z 

N(6)-H(6C)...O(6) 1.96 2.853(5) 167.2 -x+1,-y,-z 

O(10)-H(10)...O(14) 1.91 2.741(4) 173.5 x,y,z 

O(11)-H(11)...O(3) 1.83 2.672(4) 175.4 x+1,y,z 

O(12)-H(12)...O(15) 1.89 2.702(4) 162.8 -x,-y,-z 

O(17)-H(17C)...O(7) 1.97 2.784(4) 155.3 x,y,z 

O(16)-H(16C)...N(4) 2.01 2.883(5) 179.2 x,y,z 

O(16)-H(16D)...O(6) 1.91 2.775(4) 174.5 x,y,z 

O(14)-H(14C)...O(2) 1.9 2.766(4) 175.8 x,y,z 

O(15)-H(15D)...O(2) 1.88 2.728(4) 163.7 x,y,z 

O(15)-H(15C)...O(16) 1.99 2.856(5) 177.2 x-1,y,z 

 

 

 
 

 

 

 

 

 

 

 

 

 

 

 

 

 

Figure S11: ORTEP representation of crystal structure of salt 6 (Thermal ellipsoids are 

drawn with 50% probability level). 
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Figure S12: FT-IR spectra of salt 3 in its chlorobenzene (PhCl) and bromobenzene 

(PhBr) xerogel (a) and gel (b) state. 
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Figure S13: UV-Visible absorbance spectra of cetirizine and its salt 3; a) UV- Visible 

spectrum of cetirizine in PBS; b) UV- Visible spectrum of gelator salt 3 in PBS at room 

temperature (RT); c) UV- Visible spectra of gelator salt 3 after 72 h incubation with PBS 

and d) UV- Visible spectra of gelator salt 3 at RT and after 72 h incubation with PBS. 
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Check CIF/ PLATON Report of salt 5 
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Check CIF/ PLATON Report of salt 6 
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