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Figure captions

Fig. S1. Molecular electrostatic potential surface (MEPs) of compound 1 (a) and compound 2

(b).
Fig. S2. DTA and TG curves of compound 1 (a) and compound 2 (b).
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Fig. S1. Molecular electrostatic potential surface (MEPs) of compound 1 (a) and compound 2
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Fig. S2. DTA and TG curves of compound 1 (a) and compound 2 (b).
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Table captions

Table S1. The electric dipole moment (), polarizability (o), and first order
hyperpolarizability (B) values of compound 1.
Table S2. The electric dipole moment (), polarizability (a), and first order
hyperpolarizability (B) values of compound 2.



Table S1. The electric dipole moment (w), polarizability (o), and first order
hyperpolarizability (B) values of compound 1.

Parameters Value Parameters Value
Olxx -90.7160 PBxx 98.7015
Oxy 10.7000 Bxxy -25.2212
Oixz -9.4917 Bxyy -7.6179
Oyy -56.9405 Byyy -21.7770
Olyz 0.8233 Bxxz 6.8163
Olzz -70.9019 Bxyz -2.2313
Gtotal (€SU) 72.8528 a.u. Byyz 0.6526
Lix 5.6376 Bxzz -2.6044
Ly -4.6541 Byzz -5.9841
Lz 2.0740 Bzzz 6.9994
Wtotal 7.5990 Brotal (eSU) 104.139448 a.u.

Table S2. The electric dipole moment (w), polarizability (o), and first order
hyperpolarizability (B) values of compound 2.

Parameters Value Parameters Value

Olxx -97.4767 Brxx -185.6928
Oxy 3.7622 Bxxy 9.7948
Oixz 0.6661 Bxyy -3.1848
Olyy -63.7134 Byyy 4.4556
Olyz 0.4344 Bxxz 6.8282
Ozz -70.0909 Bxyz -0.9456
Ototal (ESU) 77.09366 a.u. Byyz 2.0661

Lix -6.5111 Bxzz 13.2668
Ly 0.3438 Byzz -3.0425
Lz 1.1246 Bzzz 6.4108
Lotal 6.6165 Brotal (ESU) 176.63243 a.u.
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