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Fig. S1 1H NMR spectra of 1.



S4

                                   

Fig. S2 13C (b) NMR spectra of 1.
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                                            Fig. S3 1H NMR spectra of L1.
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Fig. S4 13C (b) NMR spectra of L1.
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Fig. S5 1H (a)  NMR spectra of L2.
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Fig. S6 13C (b)  NMR spectra of L2
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Fig. S7 1H (a)  NMR spectra of C1
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Fig. S8 13C (b)  NMR spectra of C1
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Fig. S9 1H (a)  NMR spectra of C2
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Fig. S10 13C (b)  NMR spectra of C2
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                                   Fig. S11 ESI-MS spectra of L1 (a) and L2 (b).
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Fig. S12 ESI-MS spectra of C1 (a) and C2 (b).
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Fig. S13  Change in UV/vis absorption spectra for the dichloromethane solution of L2 under 

titration of (a) TFA and also (b) TEA

                 

Fig. S14 Change in solid–state emission spectrum of L1 upon exposure to TFA fumes and 

regain the solid- state emission spectrum with exposure by TEA fumes (a), and photographs 

(b) emission switch cycle upon exposure to TFA and TEA(c).



S16

Fig. S15 Emission spectra of the ligands L1 and L2 in 

solution and solid.

Fig. S16 Changes in the UV/vis 

absorption spectra upon 

photoirradiation by 

UV light of 365 nm for 60 s 

(a) L1,  (b) L2.
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Fig. S17 Changes in the UV/vis absorption spectra upon photoirradiation by UV light of 365 

nm for 20 s trans to cis (a), cis to trans (b), photoisomerization kinetics of the complex C1, 

UVvis spectra obtained during UV (λmax, 395 nm) (c), cis to trans for C2 (d)

                                                                                                                                                 

Fig. S18 1H NMR spectral changes in the aromatic region of L2 in CDCl3 upon irradiation 

with UV light (365 nm) (a) spectrum of trans-L2 before irradiation; (b) after irradiation for 

15 s and (c) after keeping in the dark for 24 h.
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                                Fig. 19 1H NMR titration of L1 by Zn2+ (a) and L2 (b)
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                                         Fig. S20 IR spectrum of 1

                                    

                                    Fig. S21 IR spectra of L1 (a) and L2 (b)
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                               Fig. S22 IR spectra of C1 (a) and C2 (b).
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                 Fig. S23 UV-vis spectra of C1 obtained from TD-DFT calculations.

                  Fig. S24  UVvis spectra of C2 obtained from TD-DFT calculations.
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Fig. S25 Frontier molecular orbitals of complexes cis–C1 and cis–C2 obtained from the 

DFT calculations.
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Table S1. Selected crystallographic parameter for C1 and C2

C1 Bond Length (Å) C2 Bond Length (Å)

Zn1 – O2 1.920(2) C6 – S1 1.771(3)

Zn1 – O1 1.907(2) S1 – C8 1.780(3)

Zn1 – N3 2.012(3) N3 – C13 1.425(3)

Zn1 – N4 1.999(3) N2 – N1 1.266(3)

S2 – C43 1.767(4) C16 – N2 1.419(3)

S2 – C44 1.782(4) C19 – O1 1.302(3)

S1 – C7 1.771(4) C22 – N3 1.306(3)

O2 – C33 1.295(4) Zn1 – N3 1.996(2)

O1 – C16 1.298(4) N3 – C26 1.418(3)

N3 – C19 1.288(4) Zn1 – O1 1.918(2)

N3 – C20 1.434(4) Zn1 – O2 1.918(2)

N4 – C31 1.294(4) Zn1 – N4 2.007(2)

N2 – N1 1.275(4) O2 – C34 1.307(3)

N2 – C13 1.410(4) C37 – N5 1.422(3)

N5 – N6 1.244(4) C40 – N4 1.298(3)

N6 – C38 1.434(4) N4 – C42 1.431(3)

N5 – C36 1.421(4) N5 – N6 1.249(3)

N1 – C12 1.426(4) N6 – C51 1.514(4)

C1 Bond Angle (o) C2 Bond Angle (o)

O1 Zn1 O2 111.47(1) C8 S1 C6 101.57(1)

N3 Zn1 O2 125.55(1) N2 N1 C13 114.1(2)

N3 Zn1 O1 95.95(1) N1 C13 C8 115.7(2)

N4 Zn1 O2 97.66(1) N1 C13 C12 124.6(2)
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N4 Zn1 O1 128.00(1) C16 N2 N1 113.3(2)

N4 Zn1 N3 103.46(1) O1 C19 C18 118.8(2)

C44 S2 C43 104.24(1) O1 C19 C20 123.7(2)

C33 O2 Zn1 124.3(2) Zn1 N3 C22 119.86(2)

C19 N3 Zn1 121.8(2) C26 N3 C22 119.8(2)

C20 N3 Zn1 119.0(2) C26 N3 Zn1 120.04(2)

C20 N3 C19 118.9(5) Zn1 O1 C19 125.43(17)

C31 N4 Zn1 121.0(2) O1 Zn1 N3 97.20(8)

C25 N4 Zn1 121.0(2) O2 Zn1 N3 123.48(8)

C25 N4 C31 118.8(3) O2 Zn1 O1 111.18(9)

C13 N2 N1 114.7(3) N4 Zn1 N3 111.52(9)

C38 N6 N5 112.1(3) N4 Zn1 O1 118.95(8)

C36 N5 N6 115.4(3) N4 Zn1 O2 96.23(8)

C12 N1 N2 112.5(3) C40 N4 Zn1 119.88(2)

C17 C16 O1 117.8(3) C42 N4 Zn1 120.84(1)


