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Table S1. Crystallographic Data

3a

3a’'

4b

empirical formula
formula weight

C18H17C1N40Pd
447.21

C13H17C1N40Pd
447.21

C20H21 C1N402Pd
491.26

crystal system orthorhombic trigonal monoclinic

space group P2,2:24 R-3 P2/c

a, A 7.821(4) 22.2283(8) 8.8861(6)

b, A 8.102(4) 22.2283(8) 12.4320(8)

c, A 26.932(15) 20.4987(8) 17.2003(11)

a, deg 90 90 90

p, deg 90 90 93.214(5)

7, deg 90 120 90

v, A’ 1706.6(15) 8771.4(6) 93.214(5)

T,K 150(2) 150(2) 90

Z 4 18 4

no. of unique data 3727 4268 4148

no. of params refined 227 226 255

R\ [I>20]] 0.0576 0.0300 0.0385

wR,” (all data) 0.0768 0.0746 0.0701

“Ri = SIFo| = IFll)/ Z1Fol. "wRy = [IFf — IF LY/ 2 (F})]'"
Table S2. Calculated and Observed Bond Distances (A) in 3a and 3a'

3a 3a'
Observed’ Calculated Observed” Calculated

Pd1—Cl1 1.992(10) 1.989 Pd1—C2 1.959(3) 1.974
Pd1—Cl1 2.311(2) 2.374 Pd1—CI1 2.3133(7) 2.362
Pd1—N3 2.046(8) 2.128 Pd1—N3 2.084(2) 2.119
Pd1—N4 1.986(7) 2.022 Pd1—N4 1.992(2) 2.032
C1—N2 1.328(11) 1.353 C2—N2 1.402(3) 1.394
C2—N2 1.349(11) 1.383 CI—N2 1.337(4) 1.337
C2—C3 1.341(12) 1.352 CI1—NI1 1.317(4) 1.338
C3—NI1 1.367(12) 1.385 C3—NI1 1.384(3) 1.383
C1—NI1 1.329(12) 1.351 C2—C3 1.367(4) 1.371

“From the structural data of 2a and 3a
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Figure S1. “C{'H} NMR spectra of

ds-DMSO.
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Figure S2. '"H NMR spectrum of 3a in de-DMSO (300.13 MHz, 25 °C)
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Figure S3. ®C{'H} NMR spectrum of 3a in CDCl; (75.47 MHz; 25 °C)
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Figure S4. "H NMR spectrum of 3b in CDCl; (300.13 MHz, 25 °C)
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Figure S5. “C{'H} NMR spectrum of 3b in CDCl; (75.47 MHz; 25 °C)
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Figure S6. '"H NMR spectrum of 3¢ in CDCl; (300.13 MHz, 25 °C)
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Figure S7. “C{'H} NMR spectrum of 3¢ in CDCl; (75.47 MHz; 25 °C)
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Figure S8. "H NMR spectrum of 3a' in d¢-DMSO (300.13 MHz, 25 °C)
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Figure S10. DEPT-135 NMR spectrum of 3a' in d-DMSO
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Figure S11. HMBC spectrum of spectrum of 3a' in de-DMSO
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Figure S13. *C{'"H} NMR spectrum of 3b' in d¢-DMSO (75.47 MHz; 25 °C)
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Figure S14. "H NMR spectrum of 3¢' in CDCl; (300.13 MHz, 25 °C)
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Figure S16. "H NMR spectrum of 4a in CDCl; (300.13 MHz, 25 °C)

Normalized Intensity

Figure S17. “C{'"H} NMR spectrum of 4a in d¢-DMSO (75.47 MHz; 25 °C)
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Figure S18. "H NMR spectrum of 4b in CDCl; (300.13 MHz, 25 °C)
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Figure $19. *C{'"H} NMR spectrum of 4b in d--DMSO (75.47 MHz; 25 °C)

S12



1 _o_i iyl-093(3f).1r.esp
3 o)
0.9 >/\
E N/(
0.84 )
N, ION g
3 Cl F
> 063 =
T3
s
< 05 888
g 3 Ty
g 045
5] E
z
0.3 8
0.2 o~
E 5%
- o ©
0 ] JJUK " K . JL
1.01 2.042.032.10 3.24
(] U ou
9 8 7 6 5 4 3 2 1 0

Chemical Shift (ppm)

Figure S20. "H NMR spectrum of 4¢ in CDCl; (300.13 MHz, 25 °C)

Jiv-093(3f)-13C.1r.esp

o

N

[$)]
|

Normalized Intensity

R R SF R B
/
\Z
\
Q/
; |
-

=}
o
a
|
10.44

—147.35

160 140 120 100 80 60 40 20
Chemical Shift (ppm)

Figure S21. “C{'H} NMR spectrum of 4c in d¢-DMSO (75.47 MHz; 25 °C)
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