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Figure S1. *H NMR (400 MHz, CDClIs) of compound 1a.
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Figure S2. 3C NMR (125 MHz, DMSO-ds) of compound 1a.
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Figure S3. 'H NMR (400 MHz, CDClIs) of compound 1b.

0SWO6L'6E

0SW0 25 am,

Br

-10

9..5 98 6

56'66-
OSWQ EQOY{
0SWQ 610"

E€09—

0SNG 9E'6€ _»

LB60L
LLOLL
28011 f
89 ELL
L69LLy
PoLLL=
P Lz~
WHTLT
85 VN—

6v cm;
L9081
0% bEL \
532
12 cv—

627881
855517

50 40 30 20

210 200 190 180 170 160 150 140 130 120 110 _100 S0 80 70

0

10

60

f1 (ppm)

Figure S4. 3C NMR (125 MHz, DMSO-ds) of compound 1b.
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Figure S5. *H NMR (400 MHz, CDClIs) of compound 1c.
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Figure S6. 3C NMR (125 MHz, DMSO-ds) of compound 1c.
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Figure S7. *H NMR (400 MHz, CDClI3) of compound 1d.
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Figure S8. 3C NMR (125 MHz, DMSO-ds) of compound 1d.
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Figure S9. *H NMR (400 MHz, CDClIs) of compound 1e.
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Figure S10. 3C NMR (125 MHz, DMSO-ds) of compound 1e.
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Figure S11. *H NMR (400 MHz, CDCls) of compound 1f.
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Figure S12. 3C NMR (125 MHz, DMSO-ds) of compound 1f.
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Figure S13. *H NMR (400 MHz, CDClIs) of compound 2a.
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Figure S14. *H NMR (400 MHz, DMSO-ds) of compound 2d.
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Figure S15. *H NMR (400 MHz, CDCls) of compound 2e.
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Figure S16. 3C NMR (125 MHz, DMSO-ds) of compound 2e.
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Figure S17. 'H NMR (400 MHz, CDClIs) of compound 2f.
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Figure S18. 3C NMR (125 MHz, DMSO-ds) of compound 24.
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Table S1. Polarizability (@0, in au) and hyperpolarizability (8., in au) of compoundsla-1f and
2a-2f at LC-BLYP, and ®B97XD.

LC-BLYP oBI7XD
Compounds
ao fo ao Po
la 220 3.69 x 103 227 4.40 x 1030
1b 208 5.63 x 10-%0 215 5.31 x 10
1c 203 3.83 x 100 210 3.53 x 100
1d 183 3.89 x 10 189 4.17 x 100
le 214 3.82 x 102 221 3.70 x 10
1f 182 3.98 x 10 188 3.99 x 10
2a 228 1.81 x 10 235 1.93 x 10
2b 232 3.82 x 100 239 3.44 x 100
2¢ 228 1.89 x 100 236 1.90 x 100
2d 208 1.80 x 1070 215 2.27 x 100
2e 239 1.73 x 1070 246 1.95 x 100
2f 208 1.98 x 1070 214 2.44 x 100
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