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1H- and 3C- NMR spectras of the compound 1a-f
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Figure S1. 'H and 3C NMR spectrums of compound 1a (DMSO-d).
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Figure S2. H and 13C NMR spectrums of compound 1b (DMSO-dj).
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Figure S3. H and 3C NMR spectrums of compound 1¢ (CDCls).



8b'T
¥8Y'T >

9€e’E
6E€°E v

£L58°€ —

VLSS —

T65°L
9L W
a9’L
98L'L —
€E8'L %

£88°L \
206°L

e —

¥

CHy

r

6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)

6.5

7.0

9.5 9.0 8.5 8.0 7.5

10.0

vOb'6€
£09°6€
028'6€
620°0%
8ET' O
YAz 44
T99°0F

£86'vS —

rar—

£99°LTT ~
89,811 —

610°92T

Tv6'8CT S
v8Y'6CT V
68T°0ET
0TEZET 7
08E'EET a
ESL°8ET —
L0¥°0pT —

£85°99T —

180 170 160 150 140 130 120 110 100 20 80 70 60 50 40 30 20 10
f1 (ppm)

190

Figure S4. H and 3C NMR spectrums of compound 1d (DMSO-dp).
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Figure S5. 1H and 3C NMR spectrums of compound 1e (DMSO-dp).
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Figure S6. 'H and 13C spectrums of compound 1f (DMSO-dg).



1H- and 13C- NMR spectras of the complexes 2a-c, 3b-f and 3b’
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Figure S7. H and 13C NMR spectrums of complex 2a (CDCls).
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Figure S8. 'H and 3C NMR spectrums of complex 2b (DMSO-d).
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Figure S9. 'H and 3C NMR spectrums of complex 2¢ (DMSO-dp).
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Figure S10. 'H and 13C NMR spectrums of complex 3b (CDCl3).
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Figure S11. 'H and 3C NMR spectrums of complex 3¢ (CDCls).
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Figure S12. 'H and 13C NMR spectrums of complex 3d (DMSO-dg).
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Figure S13. 'H and 3C NMR spectrums of complex 3e (CDCl;).
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Figure S15. 'H and 3C NMR spectrums of complex 3b’ (CDCl3).
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1H- and 3C- NMR spectras of Acylative Suzuki products

100 95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.0 4.5 4.0 3.5 3.0 2.5 2.0 15 1.0 0.5 0.0
f1 (ppm)
< 2 vawg
] % §£8% ]
O N No® Yon
s 8 988 NN
[ N
[
|
| I
|
T T T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 80 70 60 50 40 30 20 10 0

100 90
f1 (ppm)
Figure S16. 'H and 13C NMR spectrums of Benzophenone (CDCls).
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Figure S17. 'H and 13C NMR spectrums of 4-Methylbenzophenone (CDCls).
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Figure S18. 'H and '3C NMR spectrums of 2-Methylbenzophenone (CDCls).
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Figure S19. 'H and 13C NMR spectrums of 2,4-dimethylbenzophenone (CDCl;).

20



£er—

11T
81T+
2
€2z
1£TL
6c2°
[
v
607,
$5T°L
857,
vz
9671
862°L
66,1
T0£°Z 4
205°2
$0E'L
6Et°L ]
Thb'L
(2R
b L
Ly L
85b°2
19v°L
29v'L
£9v°L
[
nae
6Lb'L
8L
8L
Ssv'L
TLS'L~
bL5'L]
st
885°L
165
265
65
265
809°2 4
119
p19°2 4
09¢°2
2oL ]
so's]
st
6.0 ]
082 ]
8L
€8s
8L
98224

f

[

TeL L

(o}

Cl

Fere

To.m
Fes1
F68°0
H\S.H

0.0

0.5

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
f1 (ppm)

10.0

9€6'6T —

oL
0v0°LL W
8S€LL

LT¥'STT

£65°82T /
¥b0'0ET /
0T0'TET -
BSEEET ~
BET9ET ~
pegocT

PEP'LET
660°6£T \

015°£6T —

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

200

Figure S20. 'H and 13C NMR spectrums of 4-Chloro-2-methylbenzophenone (CDCls).
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Figure S21. 'H, 13C and
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Figure S22. 'H and 13C NMR spectrums of 4-Cyanobenzophenone (CDCls).
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Figure S23. 'H, 13C and '°F NMR spectrums of 4-(Trifluoromethyl)benzophenone (CDCl3).
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Figure $27. 'H and 13C NMR spectrums of 4'-nitrobenzophenone (CDCls).
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Figure S29. 'H and '3C NMR spectrums of 4-Methylbiphenyl (CDCls).
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Figure S30. 'H and 13C NMR spectrums of 4-Tert-butylbiphenyl (CDCls).
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Figure S31. 'H and 13C NMR spectrums of 4-Hydroxybiphenyl (DMSO-dj).
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Figure $S32. 'H and 13C NMR spectrums of 4-Cyanobiphenyl (CDCls).
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Figure $33. 'H, 13C and °F NMR spectrums of 4-Fluorobiphenyl (CDCl;).
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Figure S34. 'H, 13C and 1°F NMR spectrums of 4-(Trifluoromethyl)biphenyl (CDCls).
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Figure S35. 'H, 13C and °F NMR spectrums of 4-(Trifluoromethoxy)biphenyl (CDCls).
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Figure $S36. 'H and 13C NMR spectrums of 2-Hydroxybiphenyl (CDCls).

43



wrT—

LA
€57
05724
bST'L
(st
1972
€T
087
€877
987°L
€677,
€282
62€7L
[
9EE"L
ThEL—
8vE'L
T5€°L
89
1€
scet
S0bL
80b"L
oTH'Z
[
vev'L
eyt
£€b'L
[
b
6vbL -

o

=9'C

81
10
Rege

0°C

0.0

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5
f1 (ppm)

10.0

0902 —

869'9L
910°LL W
€EELL

LS
bbL9TT
ogr Lzt
£10°8TT

T8T'62T ~&
18621 -7
L8T0ET

TEE'SET —

TE6'THT
T96'THT

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

200

Figure S37. 'H and 13C NMR spectrums of 2-Methylbiphenyl (CDCls).
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Figure $38. 'H, 13C and °F NMR spectrums of 2-(Trifluoromethyl)biphenyl (CDCls).
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Figure S40. 'H and '3C NMR spectrums of 2,4-Methylbiphenyl (CDCIs).
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Figure S41. 'H, 13C and °F NMR spectrums of 4-Fluoro-3-methylbiphenyl (CDCIs).
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Figure S42. 'H, 13C and °F NMR spectrums of 2-Fluoro-4-methylbiphenyl (CDCIs).
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Figure S43. 'H and '3C NMR spectrums of 4-Methyl-3-nitrobiphenyl (CDCls).
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Figure S45. 'H and 13C NMR spectrums of 4’-Methoxybiphenyl (CDCls).
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Figure S47. IR spectrum of 1b.
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Figure S51. IR spectrum of 1f.
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Table S1. Crystal data and structure refinement parameters for 3c, 3e and 3f

Complex 3c 3e 3f
Formula C17H163r2N4Pd C24ngBr2N5Pd C15H17Br2N3Pd
Formula weight 542.56 643.66 517.54

Crystal shape/colour
Crystal size (mm)
Crystal system
Space group
a (A)

b (A)

c (A)
a(°)
8(°)

v ()

Vv (A3)

V4
7'

Dy (g cm)
H(mm)

Tin s Tmax
F(000)
0(°)

Rint
Data/restrain/parameter
Goodness of fit (F?)
R1, WRy [ > 20(1)]
R1, WR, (all data)
DPmind Dpmax (€/A%)

Prism/orange
0.39x0.29x0.13
Triclinic
P-1
7.4786(9)
11.0996(11)
11.7959(16)
90.731(10)
100.478(10)
106.482(10)
921.1(2)

2
1
1.956
5.35
0.305, 0.574
524
2.89-25.65
3823/3/ 219
1.065
0.0637, 0.2259
0.1117, 0.2556
-1.799, 1.474

Prism/orange
0.24x0.18x0.14
Monoclinic
C2/c
18.6682(12)
15.9603(13)
8.1346(5)
90
94.651(6)
90
2415.7(3)

4
0.5
1.770
4.097
0.541, 0.634
1256
3.52-23.57
0.0298
2274/0/147
1.012
0.0416, 0.0579
0.0889, 0.0705
-0.549, 0.349

Prism/orange
0.34x0.28x0.16
Triclinic
P-1
10.0563(5)
14.1910(9)
14.2442(9)
72.709(5)
72.523(5)
72.840(5)
1803.4(2)

4
2
1.906
5.459
0.537,0.731
1000
3.14-25.02
0.0422
6760/42/409
1.002
0.0488, 0.0639
0.1052, 0.0793
-0.881, 0.917




