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Figure S1. '"H NMR of compound 1a in CDCls.
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Figure S2. "H NMR of compound 1b in CDCls.
Table S1. Crystal data and structure refinement for compounds 1a and 1b.
Crystal Structure la 1b
Molecular formula C34H37CINOsPPd CuHuFsNOsPsPd
Formula weight 680.46 948.11
Temperature/K 100.00 100.00
Crystal system Orthorhombic monoclinic
Space group P2i/n P2i/n
a/A 22.5430 (14) 14.2798 (8)
b/A 9.7727 (5) 14.0263 (8)
c/A 13.6276 (9) 21.2483 (11)
af°® 20 920
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pr
Y/°
Volume/A3
Z
Qaaleg/cm?®
p/mm-!
F (000)
Crystal size/mm?
Radiation
0 range for data collection/°

Index ranges
Reflections collected
Independent reflections

Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [I 2 20 (I)]
Final R indexes [all data]
Largest diff. peak/hole / e A3
Flack parameter

90 98.393 (2)
90 90
3002.2 (3) 4210.3 (4)
4 4
1.505 1.496
0.797 0.622
1400.0 1936.0
0.08 x 0.03 x 0.02 0.33 x 0.07 x 0.02
MoKa (A =0.71073) MoKa (A = 0.71073)
4.542 to 56.558 4.092 to 55.752
-30<h<30,-13<k<13,-18<-18<h<18,-18 <k <18, 27 <
1<18 1<25
120820 91837
7453 [Rint = 0.0977, Reigma = 10,043 [Rint = 0.0905, Resigma =
0.0378] 0.0485]
7453/1/373 10,043/0/530
1.047 1.038

Ri=0.0383, wR2 = 0.0714
Ri = 0.0524, wR2 = 0.0786
0.64/-0.91
0.487(11)

R1=0.0446, wR2 = 0.0966
R1=0.0641, wR2 = 0.1068
1.54/-1.47




