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Figure S1. Optimized structures of the reactant 2,6-picolinic dihydrazone. 

 

Figure S2. Partial atomic charge (Mulliken) on L1 where red represent negative, and green 

represent positive charge. 



Table S1. Selected bond distances (Å) and bond angles (o) of reactant pyridine-2, 6-dicarboxylic 

dihydrazide. 

Pyridine-2,6-dicarboxylic dihydrazide 

Atom position Bond length (Å) Atom position Bond angle (o) 

C(10)-O(11) 1.26 C(1)-C(9)-N(14) 120.00 

N(13)-H(15) 1.00 O(11)-C(10)-N(13) 120.00 

N(13)-N(17) 1.40 C(10)-N(13)-N(17) 119.99 

L1 

C(10)-O(12) 1.21 C(1)-C(10)-N(14) 113.67 

N(14)-H(45) 1.02 O(12)-C(10)-N(14) 124.87 

N(14)-N(16) 1.36 C(10)-N(14)-N(16) 120.47 

N(6)- C(1) 1.35 C(10)-N(14)-H(45) 116.90 

S(43)-C(20) 1.75 H(45)- N(14)-N(16) 122.59 

S(43)-C(24) 1.73 C(20)-S(43)-C(24) 91.40 

L2 

C(10)-O(12) 1.22 C(1)-C(10)-N(14) 113.80 

N(14)-H(43) 1.02 O(12)-C(10)-N(14) 124.78 

N(14)-N(16) 1.36 C(10)-N(14)-N(16) 120.31 

N(6)- C(1) 1.34 C(10)-N(14)-H(43) 117.14 

N(45)-C(20) 1.38 H(43)-N(14)-N(16) 122.52 

N(45)-C(24) 1.37 C(20)-N(45)-C(24) 110.18 

 

 

 

 

 

 

 

 

 

 



Table S2. Theoretical and experimental 1H and 13C NMR chemical shifts (with respect to TMS, 

all values in ppm) for the title compounds. 

1H NMR 

L1 L2 

Atoms δexp (in DMSO) δcalc. (in DMSO) Atoms δexp (in DMSO) δcalc. (in DMSO) 

44-H, 45-H 11.43 10.77 42-H, 43-H 11.42 10.44 

   46-H, 47-H 11.34 10.18 

8-H, 9-H 

7-H 

8.27-8.31 

8.33-8.35 

8.85 

8.43 

8-H, 9-H 

7-H 

8.32-8.34 

8.27-8.29 

8.62 

8.29 

39-H, 41-H 

38-H, 40-H 

22-H, 27-H 

7.66-7.67 

7.14-7.16 

7.61-7.62 

7.77 

7.30 

7.66 

39-H, 41-H 

38-H, 40-H 

22-H, 27-H 

6.93-6.93 

6.16-6.67 

7.17 

6.49 

6.89 

32-H, 36-H 

33-H, 37-H 

31-H, 35-H 

2.52 2.31 

2.31 

2.79 

32-H, 36-H 

33-H, 37-H 

31-H, 35-H 

2.39 2.23 

2.32 

2.63 

13C NMR 

10-C, 11-C 159.44 163.51 10-C, 11-C 159.11 164.23 

25-C, 20-C 

21-C, 26-C 

23-C, 28-C 

24-C, 29-C 

154.55 

129.44 

128.20 

130.06 

156.44 

133.13 

131.47 

140.65 

25-C, 20-C 

21-C, 26-C 

23-C, 28-C 

24-C, 29-C 

130.04 

112.83 

109.34 

123.05 

136.81 

117.20 

114.76 

128.26 

1-C, 5-C 

2-C, 4-C 

3-C 

148.91 

125.75 

140.48 

155.99 

131.21 

144.99 

1-C, 5-C 

2-C, 4-C 

3-C 

153.65 

125.26 

140.31 

156.54 

131.57 

145.44 

18-C, 19-C 143.22 154.35 18-C, 19-C 149.25 155.04 

30-C, 34-C 15.32 12.36 30-C, 34-C 14.82 12.05 

 

 



 

 

 

Figure S3. Experimental and computed Infrared Spectrum of L1 ligand in KBr. 
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Figure S4. Experimental and computed Infrared Spectrum of L2 ligand in KBr. 
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Figure S5. Computed 1H NMR spectrum of L1 in DMSO. 

 

 

 

 

Figure S6. Computed 1H NMR spectrum of L2 in DMSO. 

 

 

 

 



 

 Figure S7. Computed 13C NMR spectrum of L1. 

 

 

Figure S8. Computed 13C NMR spectrum of L2. 

 



 

 

 

 

 

Figure S9. Mass spectrum of L1. 
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Figure S10. Mass spectrum of L2. 
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a) Arbutin-4j6u 

 

 
b) L1-4j6u 



 

 

 

 

 

Figure S11. 3D Non-covalent interaction maps of a) Arbutin-4j6u b) L1-4j6u and c) L2-4j6u complexes. 

c) L2-4j6u 


