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Table S1 Crystallographic data for complexes 1a—1d and 2a—2d

Compound la 1b*CH,Cl, (1¢)4+CH,Cl, (1d),*CH,Cl,
formula C;9H39AsCIHN,Pd C4H41CI4N,PASb  Cyg1Hp06AS4Cl0NgPdy  CoiHp4ClsN4Pd,Sb,
fw 787.94 919.70 3573.32 1922.78
crystal system monoclinic monoclinic monoclinic monoclinic
space group P2(1)/c P2(1)/c P2(1)/c C2/c
a/A 17.556(7) 19.8365(19) 24.870(6) 31.143(6)
b/A 13.840(6) 13.9429(13) 19.199(5) 13.853(3)
c/A 15.138(6) 14.4872(14) 18.773(4) 23.658(5)
Oa/deg 90.00 90.00 90.00 90.00
(14 /deg 92.799(7) 91.9250(10) 101.939(5) 114.411(3)
Oy/deg 90.00 90.00 90.00 90.00
VIA3 3674(3) 4004.6(7) 8770(3) 9294(3)
4 4 4 2 4
Deac/g cm™3 1.425 1.525 1.353 1.374
F(000) 1600 1840 3668 3896
u/mm™! 1.573 1.420 1.356 1.171
GOF 1.049 1.030 0.997 1.016
reflections collected 17968 19934 44371 23266
independent
reflections (Ryy) 6452 (0.0551) 7054 (0.0210) 15414 (0.0967) 8158 (0.0248)
observed reflections
7> 2600 4825 6085 7894 6540
refined parameters 412 449 872 495
R1[I>20(D)] 0.0495 0.0277 0.0525 0.0308
wR2 (all data) 0.1522 0.0687 0.1352 0.0765




Compound 2a (2b)*CH,Cl, 2¢+0.5CH,Cl, 2d
formula C39H4;AsCIN,Pd C4oH43C14N,PdSb C455H54AsCI3N,Pd C45H53C1L,N,PdSb
fw 789.96 921.71 916.58 920.94
crystal system monoclinic monoclinic monoclinic hexagonal
space group P2(1)e P2(1)e P2(1yn P65
a/A 17.317(6) 19.780(3) 10.684(4) 25.982(5)
b/A 13.876(5) 13.9846(17) 12.179(5) 25.982(5)
c/A 15.020(5) 14.4282(18) 35.633(13) 12.486(2)
Oa/deg 90.00 90.00 90.00 90.00
0 /deg 92.337(5) 92.037(2) 93.220(6) 90.00
Oy/deg 90.00 90.00 90.00 120.00
VA3 3606(2) 3988.5(9) 4629(3) 7299(2)
4 4 4 4 6
Deai/g cm™3 1.455 1.535 1.315 1.257
F(000) 1608 1848 1884 2808
u/mm! 1.603 1.426 1.314 1.062
GOF 1.043 1.011 1.082 1.111
reflections collected 18014 19915 22942 36826
independent
6327 (0.0262) 7009 (0.0196) 8110 (0.0300) 8505 (0.0312)
reflections (R;y)
observed reflections
7> 2600)] 6327 6052 7035 7827
refined parameters 400 449 468 457
R1 [I>20(])] 0.0297 0.0266 0.0348 0.0397
wR2 (all data) 0.0797 0.0730 0.0751 0.1028




Characterization data for the products

4-Methoxybiphenyl!

'H NMR (400 MHz, CDCly): & = 7.55-7.51 (m, 4H), 7.40 (t, J = 8.0 Hz, 2H), 7.29 (t, J = 7.6 Hz,
1H), 6.97 (d, J = 8.8 Hz, 2H), 3.87 (3H, s).

BC NMR (100 MHz, CDCl;): 6 = 159.1, 140.8, 133.7, 128.7, 128.1, 126.7, 126.6, 114.2, 55.3.
3-Methoxybiphenyl

'H NMR (400 MHz, CDCly): § = 7.52 (d, J = 7.2 Hz, 2H), 7.40 (t, J = 7.2 Hz, 2H), 7.32-7.29 (3H,
m), 7.02 (d, J = 7.6 Hz, 1H), 6.98 (t, J = 8.4 Hz, 1H), 3.78 (3H, s).

3C NMR (100 MHz, CDCl;): 8 = 156.4, 138.5, 130.8, 130.6, 129.5, 128.6, 127.9, 126.9, 120.8,
111.1, 55.5.

2-Methoxybiphenyl!

'H NMR (400 MHz, CDCl3): & = 7.58-7.56 (m, 2H), 7.43-7.39 (m, 2H), 7.35-7.31 (m, 2H), 7.17—
7.12 (m, 2H), 6.89-6.86 (m, 1H), 3.82 (s, 3H).

3C NMR (100 MHz, CDCl3): & = 159.9, 142.7, 141.0, 129.7, 128.7, 127.4, 127.1, 119.6, 112.8,
112.6, 55.2.

2-Phenylpyridine!

'H NMR (400 MHz, CDCl;): & = 8.60-8.58 (m, 1H), 7.90 (d, J = 7.2 Hz, 2H), 7.59-7.58 (2H, m),
7.39-7.35 (m, 2H), 7.32-7.28 (m, 1H), 7.10-7.07 (m, 1H).

BC NMR (100 MHz, CDCl;): 6 = 157.3, 149.5, 139.2, 136.6, 128.8, 128.6, 126.8, 121.9, 120.4.
3-Phenylpyridine!

'H NMR (400 MHz, CDCLy): § = 8.75 (s, 1H,), 8.50—8.49 (m, 1H,), 7.78-7.76 (m, 1H), 7.48 (d, J =
7.2 Hz, 2H), 7.40~7.36 (t, J = 7.2 Hz, 2H), 7.32-7.27 (m, 2H).

BC NMR (100 MHz, CDCl;): 6 = 148.4, 148.3, 137.8, 136.6, 134.3, 129.0, 128.1, 127.1, 123.5.
4-Methyl-N-phenylaniline?

'H NMR (400 MHz, CDCly): § = 7.28 (t, J = 7.2 Hz, 2H), 7.13 (d, J = 7.6 Hz, 2H), 7.06-7.04 (m,
4H), 6.92 (t, J= 7.2 Hz, 1H), 5.64 (s, 1H), 2.35 (s, 3H).

BC NMR (100 MHz, CDCl;): 8 = 143.8, 140.2, 130.8, 129.8, 129.2, 120.2, 118.8, 116.7, 20.6.
4-Methoxy-/N-phenylaniline?

'H NMR (400 MHz, CDCly): § = 7.24 (t, J = 7.6 Hz, 2H), 7.10 (d, J = 8.4 Hz, 2H), 6.94—6.84 (m,
5H), 5.52 (s, 1H), 3.82 (s, 3H).

BC NMR (100 MHz, CDCl5): § = 155.1, 145.0, 135.6, 129.2, 122.1, 119.4, 115.5, 114.5, 55.5.
N-(4-Methylphenyl)-2,6-dimethylaniline?

'H NMR (400 MHz, CDCls): & = 7.15 (d, J = 6.8 Hz, 2H), 7.11 (d, J = 6.0 Hz, 1H), 7.01 (d, J = 8.0
Hz, 2H), 6.47 (d, J = 8.0 Hz, 1H), 5.13 (s, 1H), 2.29 (s, 3H), 2.25 (s, 6H).

BC NMR (100 MHz, CDCl;): & = 143.8, 138.6, 135.4, 129.6, 128.4, 127.4, 125.3, 113.7, 20.4, 18.3.



N-(4-Methoxyphenyl)-2,6-dimethylaniline?

"H NMR (400 MHz, CDCl;): 8 = 7.15 (d, J = 6.8 Hz, 2H), 7.11 (d, J= 6.0 Hz, 1H), 7.01 (d, J = 8.0
Hz, 2H), 6.47 (d, J = 8.0 Hz, 2H), 5.13 (s, 1H), 2.29 (s, 3H), 2.25 (s, 6H).

I3C NMR (100 MHz, CDCl;): 6 = 152.7, 140.1, 139.2, 134.9, 128.6, 125.0, 115.2, 114.7, 55.6, 18.3.
N-(2,6-Dimethylphenyl)naphthalen-2-amine?

"H NMR (400 MHz, CDCl;): 8 = 7.76-7.72 (m, 2H), 7.56 (d, J = 8.4 Hz, 1H), 7.38 (t, J = 7.2 Hz,
1H), 7.28-7.20 (m, 4H), 7.03 (d, /= 7.2 Hz, 1H), 6.65 (s, 1H), 2.31 (s, 6H).

13C NMR (100 MHz, CDCl;): 8 = 143.6, 137.8, 136.0, 134.9, 129.1, 128.6, 127.6, 126.3, 126.0,
126.0, 122.3, 117.6, 106.5, 18.3.



'"H NMR and 3C NMR spectra
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