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X-ray Crystallographic Data

Table S1. Crystallographic data for 7, 9, and 11

7 9 11
Empirical Formula C45Hs2AuN3O2 C32H41AuN203 C32H41AuN203
Formula Weight 863.89 698.65 698.65
Crystal Color, Habit colorless, prism colorless, prism colorless, prism
Crystal System monoclinic orthorhombic monoclinic
Space Group P2i/n (#14) Pbca (#61) P2i/n (#14)

Lattice Parameters

a=12.504(2) A
b=19.815(4) A
c=16.172(3) A
B=97.681(2) °

V=3970.8(12) A’

a=157292) A
b=17.41512) A
c=22.599(3) A

V=6190.7(10) A’

a=10.1533) A
b=16.657(4) A
¢ =18.566(4) A
B=95.620(4) °
V=3165.0(13) A’

Z value 4 8 4
Dealc 1.445 g/cm? 1.499 g/cm? 1.485 g/cm?
F000 1752.00 2800.00 1400.00
H(MoKa) 37.576 cm ' 48.019 cm! 47.563 cm!
Exposure Rate 10.0 sec./® 16.0 sec./” 16.0 sec./
No. of Reflections Measured 32619 48693 25391
No. of Unique Reflections 8978 7068 7030
No. Variables 512 384 343
R1 (I>2.005(1)) 0.0581 0.0310 0.0484
wR2 (All Reflections) 0.1345 0.0897 0.1322
Max Shift/Error in Final Cycle 0.000 0.000 0.002
GOF on F? 1.000 1.000 0.894
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Figure S1. Selected bond lengths (A; left) and angles (°; right) for 7.

Au(IPr)

1.511(5) /2.033(4) 120.909) 116.9(5)
NG 131.5(3)
1.321(5) 12223 N\ "\

1432(5 1.442(5) 123.5(3 K /1012

O O 0109 7(3)ko
1.335( 5)C 1.349(5 /( C 109.4(3)

Il 1.149(5)

Figure S2. Selected bond lengths (A; left) and angles (°; right) for 9.
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Figure S3. Selected bond lengths (A) and angles (°) for 11.

S4



