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Supplementary material 

 

Figure S1 The 1H NMR spectrum of prepared complex 



 

Figure S2 The FTIR spectrum of prepared complex 

 

Figure S3 Comparation of FTIR spectra of prepared complex and diclofenac sodium salt 
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Figure S4 Comparation of FTIR spectra of prepared complex and dimeric precursor 

 

  
Figure S5 Hirshfeld surface for HAR1 model of complex mapped oved dnorm (left) and shape index 

(right) 
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Figure S6 Hirshfeld surface for HAR2 model of complex mapped oved dnorm (left) and shape index 

(right) 

  
Figure S7 Hirshfeld surface for HAR3 model of complex mapped oved dnorm (left) and shape index 

(right) 



  

Figure S8 Hirshfeld surface for HAR4 model of complex mapped oved dnorm (left) and shape index 

(right) 

  
Figure S9 Hirshfeld surface for HAR5 model of complex mapped oved dnorm (left) and shape index 

(right) 



  

Figure S10 Hirshfeld surface for HAR6 model of complex mapped oved dnorm (left) and shape index 

(right) 

  
Figure S11 Hirshfeld surface for HAR7 model of complex mapped oved dnorm (left) and shape index 

(right) 



  

Figure S12 Hirshfeld surface for HAR8 model of complex mapped oved dnorm (left) and shape index 

(right) 

 

  
Figure S13 Hirshfeld surface for prepared complex with non-HAR (IAM) model of complex mapped 

oved dnorm (left) and shape index (right) 



  
Figure S14 Hirshfeld surface for orthorhombic polymorph of complex mapped oved dnorm (left) and 

shape index (right) [35] 

 

 

 

 

 

 

 

 

 

 

 



 

  

Figure S15 Hirshfeld surface mapped over the electrostatic potential of 1 (top) and orthorhombic 

polymorph (botton), with positive and negative potential indicated in blue and red, respectively. 

 

 

 

 

 

 

 

 

 

 



a)  b)  

c)  d)  

e)  f)  

Figure S16 The full two-dimensional fingerprint plots of prepared complex (IAM model), showing a) 

all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  



a)  b)  

c)  d)  

e)  f)  

Figure S17 The full two-dimensional fingerprint plots of HAR1 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  



a)  b)  

c)  d)  

e)  f)  

Figure S18 The full two-dimensional fingerprint plots of HAR2 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  



a)  
b)  

c)  d)  

e)  f)  

Figure S19 The full two-dimensional fingerprint plots of HAR3 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  

 



a)  b)  

c)  d)  

e)  f)  

Figure S20 The full two-dimensional fingerprint plots of HAR4 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  

 



a)  b)  

c)  d)  

e)  f)  

Figure S21 The full two-dimensional fingerprint plots of HAR5 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  

 



a)  b)  

c)  d)  

e)  f)  

Figure S22 The full two-dimensional fingerprint plots of HAR6 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  

 



a)  
b)  

c)  d)  

e)  f)  

Figure S23 The full two-dimensional fingerprint plots of HAR7 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  
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Figure S24 The full two-dimensional fingerprint plots of HAR8 model of prepared complex, showing 

a) all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  

 



a)  
b)  

c)  d)  

e)  f)  

Figure S25 The full two-dimensional fingerprint plots of orthorhombic polymorph [35], showing a) 

all interactions, b) O···H/H···O, c) C···H/H···C, d) C···C, e) H···H, and f) Cl···H/H···Cl close 

contacts.  



Figure S26 π-π interactions in a polymorph that was previously published

[35]. 
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