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Table S1. Crystallographic data and refinement parameters for 2g and 4g.

2g 4g

Chemical Formula CssH30N3 FsPPd C75H49N,OBF,4Pd
0.5(CH3CN)0.5(CH3;0H)

M 780.54 1567.37

T (K) 150 150

L2 (A) 0.71073 0.71073

Cryst. Syst., Space group
Cell parameters (A, °)

V (A%

Z, do(g/cm’)
p(mm’)

F(000)
Reflections
collected /unique

Refinement method

Data / parameters

Residual electron density
(max/min)

Final R indices[[>2o(1)]

R indices (all data)

monoclinic, P2,/c

a = 8.8765(3)

b = 16.4479(7), B = 98.804(3)

¢ =23.5600(8)
3399.2(2)
4,1.525

0.660

1584

21064 / 6171

Full-matrix
least-squares on F
6171 /435
1.008/-0.452

R1=0.0524, wR2=0.1017

R1=0.1150, wR* = 0.1206

monoclinic, P2,/c

a=17.9701(5)

b =23.8667(5), p = 110.376(4)

¢ =17.0081(6)
6838.1(3)
4,1.522

0.384

3152

36861 / 14265

Full-matrix
least-squares on F?
14265 /908
1.277/-1.674

R1=0.0817, wR* = 0.1681
R1=0.1268, wR*=0.1898




Table S2. Selected bond lengths (A) and angles (°) for 2g and 4g.

Bond lengths (A) Angles (°)

2¢  Pd(1)-N(1) 2.111(3)  N()-PA(D)-NQ2)  77.7(2)
Pd(1-N(2)  2.033(4)  N(1)-Pd(1)-N3)  97.1(2)
Pd(1)-N(3)  1.993(4)  N(D)-Pd(1)-C(33)  174.3(2)
Pd(1)-C(33)  2.002(6)  N(2)-Pd()-N(3)  174.3(2)
N(Q)-Pd(1)-C(33)  96.6(2)

N@3)-Pd(1)-C(33)  88.6(2)

4g  Pd(1)-N(1) 2.103(4)  N(1)-Pd(1)-NQ2)  76.4(2)
Pd(1)-N(2)  2.085(4)  N(1)-Pd(1)-C(la)  139.0(3)
Pd(1)-C(la)  2.146(9)  N(1)-Pd(1)-C2a)  107.9(3)
Pd(1)-C(2a)  227(1)  N(1)-Pd(1)-C(8a)  171.2(3)
Pd(1)-C(8a)  2.043(8)  N(2)-Pd(1)-C(la)  144.2(3)
Pd(1)-C(1b  2.27(2)  N(2)-Pd(1)-C(2a)  160.8(4)
Pd(1)-C2b)  227(1)  N(2)-Pd(1)-C(8a)  106.8(3)
Pd(1)-C(8b)  222(2)  C(la)-Pd(1)-C(2a)  37.6(4)
C(la)-Pd(1)-C8a)  39.5(3)

C(2a)-Pd(1)-C(8a)  66.4(4)

N(D)-Pd(1)-C(1b)  132.8(4)

N(1)-Pd(1)-C(2b)  111.6(4)

N(1)-Pd(1)-C(8b)  160.5(4)

N(2)-Pd(1)-C(1b)  142.4(4)

N(@2)-Pd(1)-C(2b)  169.3(3)




N(@2)-Pd(1)-C(8b) _ 106.5(4)

C(1b)-Pd(1)-C(2b)  36.0(5)

C(1b)-Pd(1)-C(8b)  37.5(5)

C(2b)-Pd(1)-C(8b)  68.5(5)

Table S3. Comparison among selected chemical shifts (8, ppm) for complexes [Pd(n’-

C21H2302)((9-C14H9)2DABM€2)]+[BAI"4]- (6g) and [Pd(T]S-Cl1H13O)((9-C14H9)2DABM62)]+[BAI"4]-

(4g) (Scheme 5).

Complex 6g° Complex 4g” AS
H10 8.32 8.70 0.38
H8 7.98 8.29 0.31
H12 7.84 8.29 0.31
H10> 8.68 8.68 0.00
H&’ 8.18 8.19 0.01
H12> 8.30 8.28 -0.02

“ CD,Cly, 4°C, ? CDCls, 4°C



Table S4. Cartesian coordinates of compounds S¢' and 5g' as created by GaussView 3.009.
5¢’
5c'cartesian coordinates

Created by GaussView 3.09

7374 0 O O O O O O O O 0
5.3610 2.4296 2.1907 H o 0 0 0 o o o0 0 0 0 0 O
5.1256 1.8129 1.3276 C o 0 0 0 o o o0 o0 0 0 0 O
-3.9205 -2.9381 1.8563 H o 06 0o 06 0o 06 060 0 0 0O
4.0129 0.9662 1.3854 C o 0 0 o0 o o o0 0 0 0 0 O
0.9097 2.0142 -0.7744 C o 06 0 06 0 06 060 0 0 0O
-1.3596 0.4145 -1.1513 C o 06 0 06 0 06 060 0 0 0O
6.7806 2.5431 0.1598 H o 0 0 0 o o o0 0 0 0 0 O
-1.9535 -2.4663 1.1391 C c 06 0 06 0 06 060 0 0 0O
-3.2406 -3.0061 1.0118 C o 06 0 6 0 06 0600 0 0O
5.9239 1.8767 0.1871 C o 06 0o 06 0o 06 0600 0 0O
0.5460 0.1307 -0.4233 pd 0 O O O O O O O O O O O
3.7365 0.1719 0.2562 C o 06 0o 6 0o 06 060 0 0 0O
2.5520 -0.6411 0.2644 N o 06 0o 6 0o 06 060 0 0 0O
0.2114 -1.9529 0.1012 N o 06 0 6 0o 06 0600 0 0O
-4.6513 -4.0344 -0.2477 H o 0 0 0 o o o0 o0 0 0 0 O
-1.0957 -2.5609 0.0274 C o 06 0o 6 0o 06 0600 0 0O
-3.6518 -3.6167 -0.1706 C o 0 0o 06 0o 06 0600 0 0O
2.5634 -1.8851 0.5879 C o 0 0 0 o o o0 0 0 0 0 o©O
1.2357 -2.6117 0.5299 C o 06 0o 6 0o 06 0600 0 0O
5.6174 1.0896 -0.9215 C o 0 0 0 o o o0 0 0 0 0 O
4.5181 0.2234 -0.9142 C o 0 0 0 o o o0 o0 0 0 0 O
6.2348 1.1452 -1.8139 H o 06 0o 06 0 06 060 0 0 0O
-2.7791 -3.6925 -1.2570 C o 0 0 0 o o o0 0 0 0 0 O
-1.4865 -3.1634 -1.1856 C o 0 0 0 o o o0 0 0 0 0 O
1.2931 3.0684 -0.9669 O o 0 0 0 o o o0 o0 0 0 0 O
-1.5464 0.0992 -2.2863 O o 0 0 0 o o o0 o0 0 0 0 O
-2.3786 0.9688 -0.1556 C o 0 0 0 o o 0o 0 0 0 0 O
-2.1473 0.5439 0.8249 H o 0 0 0 o o o 0 0o 0 0 ©O
-2.2019 2.4814 -0.0689 C o 0 0 0 o o o0 0 0 0 0 O
-2.3015 3.2833 -1.2170 C c 0 0o 6 0 06 0600 0 0O
-1.9561 3.0899 1.1700 C o 0 0 0 o o o0 0 0 0 0 O
-2.1590 4.6681 -1.1251 C o 0 0 0 o o o0 0 0 0 0 O
-2.4899 2.8257 -2.1855 H c 06 0o 6 0 06 060 0 0 0O
-1.8186 4.4766 1.2606 C o 0 0 0 o o o0 0 0 0 0 O
-1.9022 2.4781 2.0664 H o 0 0o 6 0 06 0600 0 0O
-1.9163 5.2672 0.1138 C c 06 0 6 0o 06 060 0 0 0O
-2.2381 5.2785 -2.0200 H o 0 0 0 o o o0 0 0 0 0 O
-1.6410 4.9380 2.2277 H c 06 0 6 0 06 060 0 0 0O
-1.8085 6.3456 0.1847 H c 06 0o 6 0 06 060 0 0 0O
-3.8131 0.5366 -0.5204 C c 06 0o 6 0 06 060 0 0 0O
-4.2390 1.1753 -1.3005 H c 06 0 6 0 06 060 0 0 0O
-3.8142 -0.4860 -0.9236 H o 0 0 0 o0 o o0 0 0o 0 0 O
-4.7149 0.5134 0.7192 C o 06 0o 6 0 06 060 0 0 0O
-4.2461 0.3782 1.8354 © o 6 0 6 0 06 060 0 0 0O
-6.2016 0.6338 0.4738 C o 0 0 o0 o o o 0 0 0 0 o©O
-6.7535 0.4135 1.3895 H o 6 0 6 0 06 060 0 0 0O
-6.4346 1.6571 0.1507 H o 06 0o 6 0 06 0600 0 0O
-6.5248 -0.0349 -0.3332 H o 0 0 0 o0 o o0 0 0 0 0 o©O
-1.5244 -1.8274 2.4403 C o 06 0o 06 0 06 060 0 0 0O
-1.0203 -2.5499 3.0965 H o 0 0 o0 o o o0 0 0 0 0 O
-0.8306 -0.9938 2.2848 H c 06 0 6 0 06 060 0 0 0O
-2.3935 -1.4398 2.9777 H c 06 0 6 0 06 060 0 0 0O
4.1846 -0.6143 -2.1269 C o 0 0 0 o0 o o0 0 0 0 0 O
4.3173 -1.6878 -1.9390 H c 06 0 6 0 06 060 0 0 0O
3.1453 -0.4705 -2.4493 H o 0 0 0 o o o0 0 0 0 0 oO
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