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1. NMR spectra of compounds 2-7

'H NMR and '*C NMR spectra of compound 2
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'"H NMR and 3C NMR spectra of compound 3
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'"H NMR and 3C NMR spectra of compound 4
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'H NMR and 3C NMR spectra of compound 5a
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'H NMR and 3C NMR spectra of compound 5b
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'H NMR and 3C NMR spectra of compound 6a
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'H NMR and 3C NMR spectra of compound 6b
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"H NMR, 3C NMR spectra of NHC-gold complex 8a

2. NMR spectra of NHC-gold complex 8
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'H NMR, 3C NMR spectra of NHC-gold complex 8b
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3. NMR spectra of NHC-gold(I) complex 10

'"H NMR, '3C NMR spectra of NHC-gold complex 10a
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'"H NMR, '3C NMR spectra of NHC-gold complex 10b
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'H NMR, 3C NMR spectra of NHC-gold complex 10¢
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4. NMR spectra of product 13

'"H NMR spectra of compound 13a

2.809
2.808
0.000

/

T T T T T T T T T T T T T T T T
10 8 6 4 2 PPM

S14



0000~

oeee

[3:Para

Lot
Lens
EZLY
EFTL
EGEL
ShyL
052
20577
¥26°L

R [l

5¥577
£29°7
GF9L
[
ozl

pectra of compound 13b

i
o
o
~

S

2808
EBD'B

'"H NMR and *C NM

r

3.93

PPM

52961 \
52042

629794
0004
FLELL

arTrTL
096621
280921
aLLezh
0T8T
al¥BTl
08821
0zZe6el
THE6T)

e — =
ag¥ LEL —

mm: mfx
gm mfl\
206°GE
986'GE |
LE0LE

0BEZEL
9L1BEL

£10°002

SOV

| M

PP

50

T
100

T
150

T
200

S15



0000

=154

Z0LE

EEVL
=133
0Lbe
2884
[P
6L
TiEd
fd: 1
BEEL

)
=
~

o

EEFL

ETEL
[0
L
E65L
L09°¢
8zos
GFEL
FO6°L
EZTLB
FELB

'"H NMR and 3C NMR spectra of compound 13¢
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'"H NMR and 3C NMR spectra of compound 13d

0000
090
8890
9020
GED)
L5071
90}
5607}
GLET)
LBE)
GLFL
A
SE¥L
EG¥L

e
09T’z
GITT

SN W

581C
L8522

313

233 213

227

f

[/

@
&

PPM

SO9E

LB ——
86l ———
992°52

0Z0°5¥

arlas
00044
LETaes

00EFT )
[AA R4
vB09ZL

GFE9ZL
8Lz
GOLBTL H/|
865821

—3=
V9EBZL —

bo gL —_
£65°5E

mnh.mmfﬁ
ZIZEOEL
00s0vk

Zierl

Fe NR.EN\\

"Bu

Oy

PPM

50

T
100

T
200

S17



'"H NMR and 3C NMR spectra of compound 13e
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'H NMR spectra of compound 13f
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'"H NMR and '3C NMR spectra of compound 13
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5. Controlled experiments

A. The synthesis of active complex 14 with AgBF,

S0l

AgBF,4 (1.1 eq.)
@[ DAt }A“ ! DCM, rt., 0.5 h
\ \
(aR, S)-8a (aS, S)-8a
HRMS (ESI)

(-6,

[M+H]+: C23H20AU|N3O
Calcd: 678.0317
Found: 678.0303

Q5L T
o
N \
Ni( N\_)
- 2 Pn
Ph, Al Al 2BF,
R /&N—
O@”@
14
HRMS (ESI)

[M-2BF4]?*: C4gH3AUNgO,/2
Calcd: 550.1194

Found: 550.1196

To a solution of the NHC-oxazoline gold(I) complex 8a in DCM at room temperature was added
AgBF, (1.1 eq.) in one portions. The white precipitate was formed immediately and the mixture was
stirred at that temperature for 0.5 h. After that, the mixture was filtered through the celite pad twice
to remove the Agl and the excess amount of AgBF, and washed three times with DCM. The
combined organic solvents were removed in vacuo to afford the crude chelated NHC-oxazoline

gold(I) complex 14 as a white solid.

152.210
~152.265

T T T T T T T T T T T T T T T T T T
] -50 -100 -150 -200 PPM

Fig. 1. The '°F NMR spectra of the generated complex 14
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Fig. 2. The ESI-Mass spectra of the generate

B. The reversed synthesis of NHC-oxazoline gold(I) complex 8a

B 7 0
o)
N¥( l\L} N
s R N
Ph, Au I @’?‘AU"
/ |

(aR, S)-8a

2+

TBAI (2.0 eq.)
2BF, acetone,rt,2h

d complex 14

o)

“Ph (N;_QNJ
+ @i D-Au-
"

(@S, S)-8a

]

“Ph

The ratio of the isomer was 1:1.7

To a solution of synthesized crude ionic chelated NHC-oxazoline gold(I) complex 14 in acetone

was added tetrabutylammonium iodide (2 eq.) (TBAI) in one portion. The mixture was stirred at

room temperature for 2 hours. After that, the salt was filtered

off and the solvent was removed

under reduced pressure to afford the crude NHC-oxazoline gold(I) complex 8a. The ratio of the

isomer was changed into 1:1.7. The synthesized complex 8a was confirmed by its 'H NMR and

ESI-Mass spectra.
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Fig. 3. The characteristic '"H NMR spectra of the generated complex 8a
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Fig. 4. The ESI-Mass spectra of the generated complex 8a
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6. Crystal structure data for complex 8a

12

The crystal data of 8a have been deposited in CCDC with number 973292. Empirical Formula:
Cy3H19AuIN;O, Formula weight: 677.28, Temperature: 293(2) K, Crystal system, space group:
Orthorhombic, P2(1)2(1)2(1), Unit cell dimensions: a = 10.3025(5) A, alpha = 90 deg. b =
16.0231(8) A, beta = 90 deg. ¢ = 26.3966(14) A, gamma = 90 deg. Volume: 4357.5(4) A3, Z,
Calculated density: 8, 2.065 Mg/m?, F(000): 2544, Crystal size: 0.176 x 0.164 x 0.112 mm?, Final R
indices [[>2sigma(I)], R1 =0.0368, wR2 = 0.0704.
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7. Crystal structure data for complex 10c

The crystal data of 10¢ have been deposited in CCDC with number 950237. Empirical Formula:
CysHy3AuIN3;O; Formula Weight: 705.33; Crystal Color, Habit: colorless, Crystal Dimensions:
0.156 x 0.123 x 0.085 mm; Crystal System: Monoclinic; Lattice Parameters: a = 32.577(6)A, b =
10.964(2)A, ¢ = 15.077(3)A, a. = 90°, B = 101.267(6)°, y = 90°, V = 5281.1(18)A3; Space group:
C2/c; Z = 8; D= 1.774 g/em?; Fooo = 2672; Final R indices [I>2sigma(I)] R1 = 0.0430, wR2 =
0.1081.
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