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Fig. S1 UV spectra of complex 1 (1.0 x 10 mol L™ ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S2 Size distribution curve of complex 1 (1.0 x 10° mol L) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S3 PL spectra of the dilute solutions of luminogen 2 (1.0 x 10” mol L") in DMF-H,O
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the

emission intensity of 2 at 515 nm in DMF-H,O mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 2 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.
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Fig. S4 (a) PL spectra of the dilute solutions of luminogen 3 (1.0 x 10 mol L") in DMF-H,0
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the
emission intensity of 3 at 515 nm in DMF-H,O mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 3 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.



a)
120

o0

400 450 500 50 600 [ ] 40 60 50
Wavelength (nm) Water [raction (volume %&)

€)

0 10 20 30 40 50 60 T0 BO 90
] e L S, A S AR R S

Fig. S5 (a) PL spectra of the dilute solutions of luminogen 4 (1.0 x 10 mol L") in DMF-H,0
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the
emission intensity of 4 at 516 nm in DMF-H,O mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 4 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.
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Fig. S6 (a) PL spectra of the dilute solutions of luminogen 5 (1.0 x 10 mol L") in DMF-H,0
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the
emission intensity of 5 at 520 nm in DMF-H,0 mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 5 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.
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Fig. S7 (a) PL spectra of the dilute solutions of luminogen 6 (1.0 x 10 mol L") in DMF-H,0
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the
emission intensity of 6 at 520 nm in DMF-H,O mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 6 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.
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Fig. S8 (a) PL spectra of the dilute solutions of luminogen 7 (1.0 x 10” mol L") in DMF-H,0
mixtures with different water fractions (f,,). Excitation wavelength = 330 nm. (b) Changes in the
emission intensity of 7 at 520 nm in DMF-H,O mixtures with various volume fractions of water
(0-90%). (c) The fluorescence images of 7 (concentration: 1.0 x 10° mol L'l) in diverse
DMF-H,0 mixtures with various f,, values (0-90%) under 365 nm UV irradiation.
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Fig. S9 UV spectra of complex 2 (1.0 x 10 mol L™ ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S10 Size distribution curve of complex 2 (1.0 x 10™ mol L) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S11 UV spectra of complex 3 (1.0 x 10™ mol L ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S12 Size distribution curve of complex 3 (1.0 x 10~ mol L'l) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S13 UV spectra of complex 4 (1.0 x 10” mol L ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S14 Size distribution curve of complex 4 (1.0 x 107 mol L'l) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S15 UV spectra of complex 5 (1.0 x 10” mol L ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S16 Size distribution curve of complex 5 (1.0 x 10™ mol L) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S17 UV spectra of complex 6 (1.0 x 10” mol L ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S18 Size distribution curve of complex 6 (1.0 x 10™ mol L) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S19 UV spectra of complex 7 (1.0 x 10” mol L ) in DMF-water mixtures with various water
contents (0-90%).
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Fig. S20 Size distribution curve of complex 7 (1.0 x 10™ mol L) in DMF-water mixtures with

90% volume fraction of water.
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Fig. S21 a) Crystal packing diagram of complex 1. It showed weak intermolecular 7w
interaction; b) Crystal packing diagram of complex 1. It showed weak intermolecular C-H---F

interactions.

Fig. S22 a) Crystal packing diagram of complex 3. It showed weak intermolecular 7=
interaction; b) Crystal packing diagram of complex 3. It showed weak intermolecular C-H---F

interactions.
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Fig. S23 a) Crystal packing diagram of complex 4. It showed weak intermolecular 7=
interaction; b) Crystal packing diagram of complex 4. It showed weak intermolecular C-H:---F

interactions.

a) .?;:i._u
¢ o

N
_“%rﬁ5?45.ﬁqggi?qup~o-4étﬁ}3,

i3.442A

14



Fig. S24 a) Crystal packing diagram of complex 5. It showed weak intermolecular 7=
interaction; b) Crystal packing diagram of complex 5. It showed weak intermolecular C-H---F

interactions.

Fig. S25 a) Crystal packing diagram of complex 7. It showed weak intermolecular 7=
interaction; b) Crystal packing diagram of complex 7. It showed weak intermolecular C-H:---F

interactions.
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Fig. S26 Invertible grinding-fuming processes of the photoluminescence of complex 1 at 511 nm.
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Fig. S27 Invertible grinding-fuming processes of the photoluminescence of complex 2 at 511 nm.

Normalized Emission Intensity (a.u.)

- grinding. .
] ] L] ] [ ]
fuming
0 2 4 6 8

Number of cycles

Fig. S28 Invertible grinding-fuming processes of the photoluminescence of complex 3 at 513 nm.
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Fig. S29 Invertible grinding-fuming processes of the photoluminescence of complex 4 at 513 nm.
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Fig. S30 Invertible grinding-fuming processes of the photoluminescence of complex 5 at 513 nm.
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Fig. S31 Invertible grinding-fuming processes of the photoluminescence of complex 6 at 513 nm.
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Fig. S32 Invertible grinding-fuming processes of the photoluminescence of complex 7 at 515 nm.
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Fig. S33 XRD patterns of complex 2: unground, ground and after treatment with dichloromethane.
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Fig. S34 XRD patterns of complex 3: unground, ground and after treatment with dichloromethane.
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Fig. S35 XRD patterns of complex 5: unground, ground and after treatment with dichloromethane.

18



——unground
——ground
——treated with CH,Cl,

Intensity (a.u.)

10 20 30 40 50
20 (degree)

Fig. S36 XRD patterns of complex 6: unground, ground and after treatment with dichloromethane.
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Fig. S37 XRD patterns of complex 7: unground, ground and after treatment with dichloromethane.

Table S1. Structure determination summary for the complex 1.

Empirical formula Csa50 Hyz3 Aun Cl Fig N4 Oy
Formula weight 1395.23
Temperature (K) 298(2)

Crystal system Monoclinic
Space group C2/c
a(A) 28.924(4)
b (A) 8.5750(11)
c(A) 40.421(5)
a (deg) 90
f (deg) 102.003(2)
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y (deg) 90

V(A% 9806(2)
Z 8
Absorption coefficient (mm™) 6.117
F (000) 5352
Theta range for data collection 1.03 t0 25.98
(deg)
Index ranges -34<=h<=35, -10<=k<=10, -49<=]<=49
35964/9571
Reflecti 11 i
eflections collected/unique (Rin = 0.0458)
Final R indices [[>2sigma(])] R;=0.0523, wR,=0.1456
R indices (all data) R;=0.0870, wR,=0.1718
Goodness-of-fit on F* 1.050
L iffi k hol
argest di erengi;oea and hole(e 1.191, -1.070

Table S2. Structure determination summary for the complex 3.

Empirical formula Cy9 Hyo AuFs N, O
Formula weight 704.44
Temperature (K) 298(2)

Crystal system Monoclinic
Space group P2(1)/c
a(A) 10.4570(17)
b (A) 22.475(4)
c(A) 11.8269(19)
o (deg) 90
[ (deg) 115.490(2)
y (deg) 90
V(A% 2509.1(7)
Z 4
Absorption coefficient (mm™) 5.927
F (000) 1360
Theta range for data collection 181 t0 30.83
(deg)
Index ranges -14<=h<=15, -30<=k<=32, -16<=1<=16
25560/ 7797

Reflecti Il i
eflections collected/unique (Rine= 0.0461)

Final R indices [[>2sigma(])] R;=0.0450, wR,=0.1151

20



R indices (all data) R;=0.0758, wR,=0.1301

Goodness-of-fit on F 1.019
L t diffe k hol
argest di ererigi)pea and hole(e 1,303, -2.091

Table S3. Structure determination summary for the complex 4.

Empirical formula CioHxpy AuFs N>, O
Formula weight 718.46
Temperature (K) 298(2)
Crystal system Monoclinic
Space group C2/c
a(A) 18.208(4)
b (A) 17.298(3)
c(A) 16.458(3)
a (deg) 90
f (deg) 99.525(3)
y (deg) 90
V(A% 5112.1(17)
Z 8
Absorption coefficient (mm™) 5.820
F (000) 2784
Theta range for data collection 163 o 25.00
(deg)

Index ranges -21<=h<=19, -20<=k<=20, -19<=1<=19
Reflections collected/unique (1155570/323;
Final R indices [[>2sigma(])] R;=0.0610, wR,=0.1675

R indices (all data) R;=0.0809, wR,=0.1871
Goodness-of-fit on F* 1.051
Largest differer;:f:3 )peak and hole(e 2111, -1.248

Table S4. Structure determination summary for the complex 5.

Empirical formula C31 Has AuFs N, O
Formula weight 732.49
Temperature (K) 295(2)
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Crystal system Triclinic

Space group P-1
a(A) 7.6240(11)
b (A) 13.6244(18)
c(A) 14.516(2)
a (deg) 102.723(2)
f (deg) 100.056(2)
y (deg) 105.814(2)
V(A% 1370.2(3)
Z 2
Absorption coefficient (mm™) 5.430
F (000) 712
Theta range for data collection 1.49 t0 26.00
(deg)
Index ranges -9<=h<=9, -16<=k<=16, -17<=I<=17
Reflections collected/unique (llii?ff)/f)ézz)
Final R indices [[>2sigma(])] R;=0.0366, wR,=0.1131
R indices (all data) Ri=0.0414, wR,=0.1207
Goodness-of-fit on F 1.103
Largest differenzt_e3 )peak and hole(e 0.851, -1.692

Table S5. Structure determination summary for the complex 7.

Empirical formula Cizs Hys AuFs N, O
Formula weight 760.54
Temperature (K) 273(2)

Crystal system Monoclinic
Space group C2/c

a(A) 19.127(3)
b (A) 7.5247(11)
c(A) 41.685(7)

a (deg) 90
f (deg) 101.562(2)

y (deg) 90
V(A% 5877.8(15)

Z 8

Absorption coefficient (mm™) 5.067

22



F (000)

Theta range for data collection

(deg)
Index ranges

Reflections collected/unique

Final R indices [[>2sigma(])]

Largest difference peak and hole(e

R indices (all data)
Goodness-of-fit on F?

A7)

2.17 to 26.00

2976

-23<=h<=22, -9<=k<=9, -51<=I<=51

19498/ 5747
(Rin= 0.0831)

R;=0.0928, wR,= 0.2082
Ri=0.1197, wR,= 0.2232

1.519, -2.178

1.184

Table S6. Bond lengths [A] and angles [°] of 1.

Au(1)-C(7)
Au(1)-C(1)
Au(1)-Au(2)
Au(2)-C(34)
Au(2)-C(28)
C()-CB)
C()-CQ2)
CQ2)-FO)
C(2)-C(6)
CB3)-CH)
CB)-F(D)
CH-CG)
C4)-F2)
C(5)-C(6)
C(5)-FB)
C(6)-F(4)
C(7)-N(1)
C(®)-CO)
C(8)-C(13)
C(8)-N(1)
C(9)-C(10)
C(9)-HO)
C(10)-C(11)
C(10)-H(10)
C(11)-C(12)

1.948(11)
2.038(9)
3.4073(7)
1.942(11)
1.997(10)
1.371(13)
1.374(15)
1.317(13)
1.410(17)
1.347(15)
1.369(12)
1.314(16)
1.388(12)
1.338(17)
1.348(12)
1.333(13)
1.162(13)
1.369(16)
1.412(16)
1.418(13)
1.357(15)
0.9300
1.391(14)
0.9300
1.352(14)
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C(11)-0(1)
C(12)-C(13)
C(12)-H(12)
C(13)-H(13)
C(14)-0(1)
C(14)-C(15)
C(14)-H(14A)
C(14)-H(14B)
C(15)-N(2)
C(15)-H(15A)
C(15)-H(15B)
C(16)-N(2)
C(16)-C(17)
C(16)-C(21)
C(17)-C(18)
C(17)-H(17)
C(18)-C(19)
C(18)-H(18)
C(19)-C(20)
C(19)-H(19)
C(20)-C(21)
C(20)-H(20)
C(21)-C(22)
C(22)-C(23)
C(22)-C(27)

1.395(11)
1.359(14)
0.9300
0.9300
1.400(11)
1.491(14)
0.9700
0.9700
1.477(12)
0.9700
0.9700
1.366(12)
1.409(13)
1.413(13)
1.369(18)
0.9300
1.35(2)
0.9300
1.401(18)
0.9300
1.400(15)
0.9300
1.448(14)
1.374(15)
1.383(14)



C(23)-C(24)
C(23)-H(23)
C(24)-C(25)
C(24)-H(24)
C(25)-C(26)
C(25)-H(25)
C(26)-C(27)
C(26)-H(26)
C(27)-N(2)
C(28)-C(33)
C(28)-C(29)
C(29)-F(6)
C(29)-C(30)
C(30)-F(7)
C(30)-C(31)
C(31)-C(32)
C(31)-F(8)
C(32)-C(33)
C(32)-F(9)
C(33)-F(10)
C(34)-N(3)
C(35)-C(40)
C(35)-N(3)
C(35)-C(36)
C(36)-C(37)
C(36)-H(36)
C(37)-C(38)
C(37)-H(37)
C(38)-0(2)
C(38)-C(39)
C(39)-C(40)
C(39)-H(39)
C(40)-H(40)
C(41)-0(2)
C(41)-C(42)
C(41)-H(41A)
C(41)-H(41B)
C(42)-N(4)

1.37(2)
0.9300
1.37(2)
0.9300
1.449(19)
0.9300
1.392(14)
0.9300
1.383(10)
1.358(16)
1.397(17)
1.348(15)
1.412(16)
1.311(16)
1.41(2)
1.33(2)
1.354(14)
1.354(18)
1.363(15)
1.384(16)
1.186(12)
1.350(13)
1.372(13)
1.383(14)
1.376(14)
0.9300
1.362(13)
0.9300
1.348(11)
1.370(12)
1.393(12)
0.9300
0.9300
1.415(10)
1.490(13)
0.9700
0.9700
1.471(10)
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C(42)-H(42A)
C(42)-H(42B)
C(43)-N(4)
C(43)-C(44)
C(43)-C(48)
C(44)-C(45)
C(44)-H(44)
C(45)-C(46)
C(45)-H(45)
C(46)-C(47)
C(46)-H(46)
C(47)-C(48)
C(47)-H(47)
C(48)-C(49)
C(49)-C(54)
C(49)-C(50)
C(50)-C(51)
C(50)-H(50)
C(51)-C(52)
C(51)-H(51)
C(52)-C(53)
C(52)-H(52)
C(53)-C(54)
C(53)-H(53)
C(54)-N(4)
C(55)-CI(1)#1
C(55)-CI(1)
C(55)-H(55A)
C(55)-H(55B)
CI(1)-C(55)#1

C(7)-Au(1)-C(1)
C(7)-Au(1)-Au(2)
C(1)-Au(1)-Au(2)
C(34)-Au(2)-C(28)
C(34)-Au(2)-Au(1)
C(28)-Au(2)-Au(1)
C(3)-C(1)-C(2)
C(3)-C(1)-Au(1)

0.9700
0.9700
1.380(11)
1.385(16)
1.391(14)
1.431(15)
0.9300
1.388(18)
0.9300
1.37(2)
0.9300
1.387(15)
0.9300
1.447(16)
1.377(14)
1.398(17)
1.42(2)
0.9300
1.38(2)
0.9300
1.387(17)
0.9300
1.383(14)
0.9300
1.408(12)
1.698(10)
1.747(10)
0.9700
0.9700
1.698(10)

176.0(4)
100.9(3)
80.8(2)
177.1(4)
97.0(3)
85.1(3)
114.8(9)

124.0(7)



C(2)-C(1)-Au(1)
F(5)-C(2)-C(1)
F(5)-C(2)-C(6)
C(1)-C(2)-C(6)
C(4)-C(3)-F(1)
C(4)-C(3)-C(1)
F(1)-C(3)-C(1)
C(5)-C(4)-C(3)
C(5)-C(4)-F(2)
C(3)-C(4)-F(2)
C(4)-C(5)-C(6)
C4)-C(5)-F(3)
C(6)-C(5)-F(3)
F(4)-C(6)-C(5)
F(4)-C(6)-C(2)
C(5)-C(6)-C(2)
N(1)-C(7)-Au(1)
C(9)-C(8)-C(13)
C(9)-C(8)-N(1)
C(13)-C(8)-N(1)
C(10)-C(9)-C(8)
C(10)-C(9)-H(9)
C(8)-C(9)-H(9)
C(9)-C(10)-C(11)
C(9)-C(10)-H(10)
C(11)-C(10)-H(10)
C(12)-C(11)-C(10)
C(12)-C(11)-0(1)
C(10)-C(11)-0(1)
C(11)-C(12)-C(13)
C(11)-C(12)-H(12)
C(13)-C(12)-H(12)
C(12)-C(13)-C(8)
C(12)-C(13)-H(13)
C(8)-C(13)-H(13)
O(1)-C(14)-C(15)
O(1)-C(14)-H(14A)
C(15)-C(14)-H(14A)

121.1(8)
120.4(10)
117.7(11)
121.9(11)
118.1(10)
123.3(10)
118.5(9)
120.3(10)
119.8(10)
119.8(11)
121.5(11)
119.9(12)
118.5(13)
124.4(12)
117.5(12)
118.0(11)
173.1(10)
120.9(10)
120.4(11)
118.7(11)
119.9(11)
120.0
120.0
119.3(11)
120.3
120.3
120.6(9)
115.2(9)
124.2(10)
121.6(11)
119.2
119.2
117.5(11)
121.2
121.2
107.5(8)
110.2
110.2
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O(1)-C(14)-H(14B)
C(15)-C(14)-H(14B)

H(14A)-C(14)-H(14B)

N(2)-C(15)-C(14)
N(2)-C(15)-H(15A)
C(14)-C(15)-H(15A)
N(2)-C(15)-H(15B)
C(14)-C(15)-H(15B)

H(15A)-C(15)-H(15B)

N(2)-C(16)-C(17)
N(2)-C(16)-C(21)

C(17)-C(16)-C(21)
C(18)-C(17)-C(16)
C(18)-C(17)-H(17)
C(16)-C(17)-H(17)
C(19)-C(18)-C(17)
C(19)-C(18)-H(18)
C(17)-C(18)-H(18)
C(18)-C(19)-C(20)
C(18)-C(19)-H(19)
C(20)-C(19)-H(19)
C(19)-C(20)-C(21)
C(19)-C(20)-H(20)
C(21)-C(20)-H(20)
C(20)-C(21)-C(16)
C(20)-C(21)-C(22)
C(16)-C(21)-C(22)
C(23)-C(22)-C(27)
C(23)-C(22)-C(21)
C(27)-C(22)-C(21)
C(24)-C(23)-C(22)
C(24)-C(23)-H(23)
C(22)-C(23)-H(23)
C(25)-C(24)-C(23)
C(25)-C(24)-H(24)
C(23)-C(24)-H(24)
C(24)-C(25)-C(26)
C(24)-C(25)-H(25)

110.2
110.2
108.5
113.2(8)
108.9
108.9
108.9
108.9
107.8
128.5(9)
107.9(8)
123.5(10)
115.7(12)
122.1
122.1
123.3(13)
118.4
118.4
121.2(12)
119.4
119.4
119.1(11)
120.5
120.5
117.2(11)
135.9(10)
106.9(8)
121.1(11)
132.6(11)
106.3(8)
117.8(13)
121.1
121.1
121.9(14)
119.1
119.0
122.1(14)
119.0



C(26)-C(25)-H(25)
C(27)-C(26)-C(25)
C(27)-C(26)-H(26)
C(25)-C(26)-H(26)
N(2)-C(27)-C(22)
N(2)-C(27)-C(26)
C(22)-C(27)-C(26)
C(33)-C(28)-C(29)
C(33)-C(28)-Au(2)
C(29)-C(28)-Au(2)
F(6)-C(29)-C(28)
F(6)-C(29)-C(30)
C(28)-C(29)-C(30)
F(7)-C(30)-C(31)
F(7)-C(30)-C(29)
C(31)-C(30)-C(29)
C(32)-C(31)-F(8)
C(32)-C(31)-C(30)
F(8)-C(31)-C(30)
C(31)-C(32)-C(33)
C(31)-C(32)-F(9)
C(33)-C(32)-F(9)
C(32)-C(33)-C(28)
C(32)-C(33)-F(10)
C(28)-C(33)-F(10)
N(3)-C(34)-Au(2)
C(40)-C(35)-N(3)
C(40)-C(35)-C(36)
N(3)-C(35)-C(36)
C(37)-C(36)-C(35)
C(37)-C(36)-H(36)
C(35)-C(36)-H(36)
C(38)-C(37)-C(36)
C(38)-C(37)-H(37)
C(36)-C(37)-H(37)
0(2)-C(38)-C(37)
0(2)-C(38)-C(39)
C(37)-C(38)-C(39)

119.0
113.3(12)
1233
1233
109.3(8)
127.1(10)
123.6(9)
112.6(11)
126.8(10)
120.6(9)
121.5(10)
113.1(13)
125.4(13)
122.3(13)
122.6(13)
115.0(14)
121.7(17)
120.9(11)
117.4(18)
120.5(14)
117.4(14)
122.1(16)
125.6(15)
116.7(13)
117.7(11)
177.3(9)
121.49)
120.2(9)
118.49)
118.9(9)
120.5
120.5
121.6(9)
119.2
119.2
116.1(8)
124.9(8)
119.0(9)
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C(38)-C(39)-C(40)
C(38)-C(39)-H(39)
C(40)-C(39)-H(39)
C(35)-C(40)-C(39)
C(35)-C(40)-H(40)
C(39)-C(40)-H(40)
0(2)-C(41)-C(42)
0(2)-C(41)-H(41A)
C(42)-C(41)-H(41A)
0(2)-C(41)-H(41B)
C(42)-C(41)-H(41B)

H(41A)-C(41)-H(41B)

N(4)-C(42)-C(41)
N(4)-C(42)-H(42A)
C(41)-C(42)-H(42A)
N(4)-C(42)-H(42B)
C(41)-C(42)-H(42B)

H(42A)-C(42)-H(42B)

N(4)-C(43)-C(44)

N(4)-C(43)-C(48)

C(44)-C(43)-C(48)
C(43)-C(44)-C(45)
C(43)-C(44)-H(44)
C(45)-C(44)-H(44)
C(46)-C(45)-C(44)
C(46)-C(45)-H(45)
C(44)-C(45)-H(45)
C(47)-C(46)-C(45)
C(47)-C(46)-H(46)
C(45)-C(46)-H(46)
C(46)-C(47)-C(48)
C(46)-C(47)-H(47)
C(48)-C(47)-H(47)
C(47)-C(48)-C(43)
C(47)-C(48)-C(49)
C(43)-C(48)-C(49)
C(54)-C(49)-C(50)
C(54)-C(49)-C(48)

120.0(8)
120.0
120.0
120.2(9)
119.9
119.9
107.7(8)
110.2
110.2
110.2
110.2
108.5
113.3(7)
108.9
108.9
108.9
108.9
107.7
126.9(9)
110.3(9)
122.8(10)
117.4(12)
121.3
121.3
118.6(13)
120.7
120.7
122.6(11)
118.7
118.7
119.4(12)
120.3
1203
119.0(12)
134.8(11)
106.2(9)
119.6(13)
107.0(9)



C(50)-C(49)-C(48) 133.3(13) CI(1)#1-C(55)-H(55A) 112.6
C(49)-C(50)-C(51) 117.3(16) CI(1)-C(55)-H(55A) 112.6
C(49)-C(50)-H(50) 121.4 CI(1)#1-C(55)-H(55B) 112.6
C(51)-C(50)-H(50) 121.4 CI(1)-C(55)-H(55B) 112.6
C(52)-C(51)-C(50) 121.3(15) H(55A)-C(55)-H(55B) 110.1
C(52)-C(51)-H(51) 119.3 C(55)#1-CI(1)-C(55) 84.3(10)
C(50)-C(51)-H(51) 119.3 C(7)-N(1)-C(8) 170.9(13)
C(51)-C(52)-C(53) 121.1(15) C(16)-N(2)-C(27) 109.6(8)
C(51)-C(52)-H(52) 119.4 C(16)-N(2)-C(15) 123.9(8)
C(53)-C(52)-H(52) 119.4 C(27)-N(2)-C(15) 126.5(8)
C(54)-C(53)-C(52) 116.9(13) C(34)-N(3)-C(35) 175.3(10)
C(54)-C(53)-H(53) 121.6 C(43)-N(4)-C(54) 106.8(7)
C(52)-C(53)-H(53) 121.6 C(43)-N(4)-C(42) 125.5(9)
C(49)-C(54)-C(53) 123.7(10) C(54)-N(4)-C(42) 127.8(8)
C(49)-C(54)-N(4) 109.7(9) C(11)-0(1)-C(14) 117.8(7)
C(53)-C(54)-N(4) 126.6(9) C(38)-0(2)-C(41) 119.8(7)
CI(1)#1-C(55)-CI(1) 95.7(10)

Table S7. Bond lengths [A] and angles [°] of 3.
Au(1)-C(7) 1.961(6) C(9)-H(9) 0.9300
Au(1)-C(1) 2.028(5) C(10)-C(11) 1.393(6)
C(1)-C(2) 1.385(7) C(10)-H(10) 0.9300
C(1)-C(6) 1.400(7) C(11)-0(1) 1.348(5)
C(2)-C(3) 1.340(7) C(11)-C(12) 1.398(6)
C(2)-F(1) 1.354(5) C(12)-C(13) 1.379(6)
C(3)-F(2) 1.351(6) C(12)-H(12) 0.9300
C(3)-C(4) 1.367(7) C(13)-H(13) 0.9300
C4)-F3) 1.348(6) C(14)-0(1) 1.444(6)
C(4)-C(5) 1.377(8) C(14)-C(15) 1.492(7)
C(5)-F(4) 1.344(6) C(14)-H(14A) 0.9700
C(5)-C(6) 1.359(8) C(14)-H(14B) 0.9700
C(6)-F(5) 1.355(6) C(15)-C(16) 1.528(7)
C(7)-N(1) 1.151(7) C(15)-H(15A) 0.9700
C(8)-C(13) 1.375(7) C(15)-H(15B) 0.9700
C(8)-C(9) 1.375(7) C(16)-C(17) 1.512(7)
C(8)-N(1) 1.408(6) C(16)-H(16A) 0.9700
C(9)-C(10) 1.371(7) C(16)-H(16B) 0.9700
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C(17)-N(2)
C(17)-H(17A)
C(17)-H(17B)
C(18)-N(2)
C(18)-C(26)
C(18)-C(19)
C(19)-C(29)
C(19)-C(20)
C(20)-C(25)
C(20)-C(21)
C(21)-N(2)
C(21)-C(22)
C(22)-C(23)
C(22)-H(22)
C(23)-C(24)
C(23)-H(23)
C(24)-C(25)
C(24)-H(24)
C(25)-H(25)
C(26)-C(27)
C(26)-H(26)
C(27)-C(28)
C(27)-H(27)
C(28)-C(29)
C(28)-H(28)
C(29)-H(29)
C(7)-Au(1)-C(1)
C(2)-C(1)-C(6)
C(2)-C(1)-Au(1)
C(6)-C(1)-Au(1)
C(3)-C(2)-F(1)
C(3)-C(2)-C(1)
F(1)-C(2)-C(1)
C(2)-C(3)-F(2)
C(2)-C(3)-C(4)
F(2)-C(3)-C(4)
F(3)-C(4)-C(3)
F(3)-C(4)-C(5)

1.461(5)
0.9700
0.9700
1.386(6)
1.397(7)
1.403(6)
1.397(6)
1.441(6)
1.381(6)
1.403(7)
1.388(6)
1.389(6)
1.392(8)
0.9300
1.375(11)
0.9300
1.370(8)
0.9300
0.9300
1.385(8)
0.9300
1.386(9)
0.9300
1.360(8)
0.9300
0.9300

177.38(19)

113.4(4)

123.43)

123.2(4)

117.7(5)

124.4(4)

117.9(5)

121.6(5)

120.3(5)

118.2(5)

121.1(5)

120.1(5)
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CB3)-CH-CEG)
F(4)-C(5)-C(6)
F(4)-C(5)-C(4)
C(6)-C(5)-C(4)
F(5)-C(6)-C(5)
F(5)-C(6)-C(1)
C(5)-C(6)-C(1)
N(1)-C(7)-Au(1)
C(13)-C(8)-C(9)
C(13)-C(8)-N(1)
C(9)-C(®)-N(1)
C(10)-C(9)-C(8)
C(10)-C(9)-H(9)
C(8)-C(9)-HO)
C(9)-C(10)-C(11)
C(9)-C(10)-H(10)
C(11)-C(10)-H(10)
O(1)-C(11)-C(10)
O(1)-C(11)-C(12)
C(10)-C(11)-C(12)
C(13)-C(12)-C(11)
C(13)-C(12)-H(12)
C(11)-C(12)-H(12)
C(8)-C(13)-C(12)
C(8)-C(13)-H(13)
C(12)-C(13)-H(13)
O(1)-C(14)-C(15)
O(1)-C(14)-H(14A)
C(15)-C(14)-H(14A)
O(1)-C(14)-H(14B)
C(15)-C(14)-H(14B)

H(14A)-C(14)-H(14B)

C(14)-C(15)-C(16)
C(14)-C(15)-H(15A)
C(16)-C(15)-H(15A)
C(14)-C(15)-H(15B)
C(16)-C(15)-H(15B)

H(15A)-C(15)-H(15B)

118.8(5)
121.2(5)
119.3(5)
119.4(5)
117.2(4)
119.1(5)
123.7(5)
178.5(5)
121.0(4)
120.2(4)
118.7(4)
120.3(4)
119.9
119.9
119.8(4)
120.1
120.1
124.7(4)
116.1(4)
119.3(4)
120.3(4)
119.9
119.9
119.3(4)
120.4
120.4
108.6(4)
110.0
110.0
110.0
110.0
108.3
115.4(4)
108.4
108.4
108.4
108.4
107.5



C(17)-C(16)-C(15) 115.0(4) C(24)-C(23)-C(22) 121.7(5)
C(17)-C(16)-H(16A) 108.5 C(24)-C(23)-H(23) 119.2
C(15)-C(16)-H(16A) 108.5 C(22)-C(23)-H(23) 119.2
C(17)-C(16)-H(16B) 108.5 C(25)-C(24)-C(23) 120.6(5)
C(15)-C(16)-H(16B) 108.5 C(25)-C(24)-H(24) 119.7
H(16A)-C(16)-H(16B) 107.5 C(23)-C(24)-H(24) 119.7
N(2)-C(17)-C(16) 111.8(4) C(24)-C(25)-C(20) 119.7(5)
N(2)-C(17)-H(17A) 109.3 C(24)-C(25)-H(25) 120.2
C(16)-C(17)-H(17A) 109.3 C(20)-C(25)-H(25) 120.2
N(2)-C(17)-H(17B) 109.3 C(27)-C(26)-C(18) 117.1(5)
C(16)-C(17)-H(17B) 109.3 C(27)-C(26)-H(26) 121.4
H(17A)-C(17)-H(17B) 107.9 C(18)-C(26)-H(26) 121.4
N(2)-C(18)-C(26) 129.2(4) C(26)-C(27)-C(28) 120.9(6)
N(2)-C(18)-C(19) 108.7(4) C(26)-C(27)-H(27) 119.6
C(26)-C(18)-C(19) 122.1(4) C(28)-C(27)-H(27) 119.6
C(29)-C(19)-C(18) 118.8(5) C(29)-C(28)-C(27) 122.0(5)
C(29)-C(19)-C(20) 133.9(5) C(29)-C(28)-H(28) 119.0
C(18)-C(19)-C(20) 107.2(4) C(27)-C(28)-H(28) 119.0
C(25)-C(20)-C(21) 119.4(4) C(28)-C(29)-C(19) 119.1(5)
C(25)-C(20)-C(19) 134.2(5) C(28)-C(29)-H(29) 120.5
C(21)-C(20)-C(19) 106.4(4) C(19)-C(29)-H(29) 120.5
N(2)-C(21)-C(22) 129.5(4) C(7)-N(1)-C(8) 177.7(5)
N(2)-C(21)-C(20) 109.2(4) C(18)-N(2)-C(21) 108.5(4)
C(22)-C(21)-C(20) 121.3(4) C(18)-N(2)-C(17) 125.8(4)
C(21)-C(22)-C(23) 117.2(5) C(21)-N(2)-C(17) 125.0(4)
C(21)-C(22)-H(22) 121.4 C(11)-0(1)-C(14) 117.2(4)
C(23)-C(22)-H(22) 121.4

Table S8. Bond lengths [A] and angles [°] of 4.
Au(1)-C(7) 1.967(12) C(4)-F(3) 1.355(14)
Au(1)-C(1) 2.004(11) C(4)-C(5) 1.378(18)
Au(1)-Au(1)#1 3.1262(11) C(5)-C(6) 1.355(17)
C(1)-C(6) 1.390(16) C(5)-F(4) 1.358(14)
C(1)-C(2) 1.412(17) C(6)-F(5) 1.351(13)
C(2)-F(1) 1.373(13) C(7)-N(3) 1.145(15)
C(2)-C(3) 1.378(18) C(8)-C(9) 1.346(18)
C(3)-F(2) 1.320(15) C(8)-C(13) 1.366(17)
C(3)-C(4) 1.357(19) C(8)-N(3) 1.413(15)
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C(9)-C(10)
C(9)-H)
C(10)-C(11)
C(10)-H(10)
C(11)-0(1)
C(11)-C(12)
C(12)-C(13)
C(12)-H(12)
C(13)-H(13)
C(14)-0(1)
C(14)-C(15)
C(14)-H(14A)
C(14)-H(14B)
C(15)-C(16)
C(15)-H(15A)
C(15)-H(15B)
C(16)-C(17)
C(16)-H(16A)
C(16)-H(16B)
C(17)-C(18)
C(17)-H(17A)
C(17)-H(17B)
C(18)-N(1)
C(18)-H(18A)
C(18)-H(18B)
C(19)-N(1)
C(19)-C(20)
C(19)-C(24)
C(20)-C(21)
C(20)-H(20)
C(21)-C(22)
C(21)-H(21)
C(22)-C(23)
C(22)-H(22)
C(23)-C(24)
C(23)-H(23)
C(24)-C(25)
C(25)-C(26)

1.390(17)
0.9300
1.375(17)
0.9300
1.357(14)
1.386(17)
1.396(17)
0.9300
0.9300
1.458(15)
1.500(17)
0.9700
0.9700
1.531(17)
0.9700
0.9700
1.534(18)
0.9700
0.9700
1.491(18)
0.9700
0.9700
1.469(14)
0.9700
0.9700
1.369(15)
1.389(17)
1.400(16)
1.38(2)
0.9300
1.42(2)
0.9300
1.355(18)
0.9300
1.404(17)
0.9300
1.428(16)
1.406(16)

30

C(25)-C(30)
C(26)-C(27)
C(26)-H(26)
C(27)-C(28)
C(27)-H(27)
C(28)-C(29)
C(28)-H(28)
C(29)-C(30)
C(29)-H(29)
C(30)-N(1)
C(7)-Au(1)-C(1)
C(7)-Au(1)-Au(1)#1
C(1)-Au(1)-Au(1)#1
C(6)-C(1)-C(2)
C(6)-C(1)-Au(1)
C(2)-C(1)-Au(1)
F(1)-C(2)-C(3)
F(1)-C(2)-C(1)
C(3)-C(2)-C(1)
F(2)-C(3)-C(4)
F(2)-C(3)-C(2)
C(4)-C13)-C(2)
F(3)-C(4)-C(3)
F(3)-C(4)-C(5)
C(3)-C(4)-C(5)
C(6)-C(5)-F(4)
C(6)-C(5)-C(4)
F(4)-C(5)-C(4)
F(5)-C(6)-C(5)
F(5)-C(6)-C(1)
C(5)-C(6)-C(1)
N(3)-C(7)-Au(1)
C(9)-C(8)-C(13)
C(9)-C(8)-N(3)
C(13)-C(8)-N(3)
C(8)-C(9)-C(10)
C(8)-C(9)-H(9)
C(10)-C(9)-H(9)

1.414(15)
1.352(19)
0.9300
1.39(2)
0.9300
1.367(19)
0.9300
1.355(18)
0.9300
1.413(15)

175.4(5)

76.7(4)
99.5(3)

111.7(10)

125.3(10)

122.8(8)

116.8(11)

118.1(10)

125.1(11)

120.9(12)

121.4(12)

117.8(12)

119.9(12)

118.7(12)

121.4(11)

120.9(12)

118.1(11)

120.9(11)

117.0(11)

117.0(11)

125.9(12)

174.0(12)

121.6(11)

121.6(12)

116.7(11)

121.0(12)

119.5

119.5



C(11)-C(10)-C(9)
C(11)-C(10)-H(10)
C(9)-C(10)-H(10)
O(1)-C(11)-C(10)
O(1)-C(11)-C(12)
C(10)-C(11)-C(12)
C(11)-C(12)-C(13)
C(11)-C(12)-H(12)
C(13)-C(12)-H(12)
C(8)-C(13)-C(12)
C(8)-C(13)-H(13)
C(12)-C(13)-H(13)
0(1)-C(14)-C(15)
O(1)-C(14)-H(14A)
C(15)-C(14)-H(14A)
O(1)-C(14)-H(14B)
C(15)-C(14)-H(14B)
H(14A)-C(14)-H(14B)
C(14)-C(15)-C(16)
C(14)-C(15)-H(15A)
C(16)-C(15)-H(15A)
C(14)-C(15)-H(15B)
C(16)-C(15)-H(15B)
H(15A)-C(15)-H(15B)
C(15)-C(16)-C(17)
C(15)-C(16)-H(16A)
C(17)-C(16)-H(16A)
C(15)-C(16)-H(16B)
C(17)-C(16)-H(16B)
H(16A)-C(16)-H(16B)
C(18)-C(17)-C(16)
C(18)-C(17)-H(17A)
C(16)-C(17)-H(17A)
C(18)-C(17)-H(17B)
C(16)-C(17)-H(17B)
H(17A)-C(17)-H(17B)
N(1)-C(18)-C(17)
N(1)-C(18)-H(18A)

118.2(11)
120.9
120.9
125.0(11)
114.1(10)
120.8(11)
119.6(11)
120.2
120.2
118.6(11)
120.7
120.7
105.0(10)
110.7
110.7
110.7
110.7
108.8
110.6(11)
109.5
109.5
109.5
109.5
108.1
112.8(11)
109.0
109.0
109.0
109.0
107.8
113.3(11)
108.9
108.9
108.9
108.9
107.7
112.6(10)
109.1
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C(17)-C(18)-H(18A)
N(1)-C(18)-H(18B)
C(17)-C(18)-H(18B)
H(18A)-C(18)-H(18B)
N(1)-C(19)-C(20)
N(1)-C(19)-C(24)
C(20)-C(19)-C(24)
C(21)-C(20)-C(19)
C(21)-C(20)-H(20)
C(19)-C(20)-H(20)
C(20)-C(21)-C(22)
C(20)-C(21)-H(21)
C(22)-C(21)-H(21)
C(23)-C(22)-C(21)
C(23)-C(22)-H(22)
C(21)-C(22)-H(22)
C(22)-C(23)-C(24)
C(22)-C(23)-H(23)
C(24)-C(23)-H(23)
C(19)-C(24)-C(23)
C(19)-C(24)-C(25)
C(23)-C(24)-C(25)
C(26)-C(25)-C(30)
C(26)-C(25)-C(24)
C(30)-C(25)-C(24)
C(27)-C(26)-C(25)
C(27)-C(26)-H(26)
C(25)-C(26)-H(26)
C(26)-C(27)-C(28)
C(26)-C(27)-H(27)
C(28)-C(27)-H(27)
C(29)-C(28)-C(27)
C(29)-C(28)-H(28)
C(27)-C(28)-H(28)
C(30)-C(29)-C(28)
C(30)-C(29)-H(29)
C(28)-C(29)-H(29)
C(29)-C(30)-N(1)

109.1
109.1
109.1
107.8
129.7(11)
108.1(10)
122.1(11)
117.1(13)
121.5
121.5
122.0(13)
119.0
119.0
119.1(14)
120.4
120.4
120.7(13)
119.6
119.6
118.6(11)
108.0(10)
133.3(11)
117.5(11)
135.3(11)
107.2(10)
120.0(12)
120.0
120.0
120.1(12)
119.9
119.9
122.1(14)
119.0
119.0
117.7(13)
121.2
121.2
130.7(11)



C(29)-C(30)-C(25) 122.6(11) C(30)-N(1)-C(18) 123.2(10)

N(1)-C(30)-C(25) 106.7(10) C(7)-N(3)-C(8) 176.4(14)
C(19)-N(1)-C(30) 110.0(9) C(11)-0(1)-C(14) 118.1(9)
C(19)-N(1)-C(18) 126.8(10)

Table S9. Bond lengths [A] and angles [°] of 5.

Au(1)-C(25) 1.962(7) C(12)-N(Q2) 1.463(6)
Au(1)-C(26) 2.017(6) C(12)-H(12A) 0.9700
C(1)-C(2) 1.365(10) C(12)-H(12B) 0.9700
C(1)-C(6) 1.397(9) C(13)-C(14) 1.369(8)
C(1)-N(1) 1.408(8) C(13)-N(2) 1.387(7)
C(2)-C3) 1.364(9) C(13)-C(18) 1.424(7)
C(2)-H(2) 0.9300 C(14)-C(15) 1.374(9)
C(3)-C(4) 1.403(8) C(14)-H(14) 0.9300
C(3)-HQ3) 0.9300 C(15)-C(16) 1.401(10)
C(4)-0(1) 1.361(7) C(15)-H(15) 0.9300
C(4)-C(5) 1.3719) C(16)-C(17) 1.358(9)
C(5)-C(6) 1.389(8) C(16)-H(16) 0.9300
C(5)-H(5) 0.9300 C(17)-C(18) 1.400(8)
C(6)-H(6) 0.9300 C(17)-H(17) 0.9300
C(7)-0(1) 1.427(7) C(18)-C(19) 1.445(8)
C(7)-C(8) 1.498(8) C(19)-C(20) 1.390(8)
C(7)-H(7A) 0.9700 C(19)-C(24) 1.402(7)
C(7)-H(7B) 0.9700 C(20)-C(21) 1.372(9)
C(8)-C(9) 1.507(8) C(20)-H(20) 0.9300
C(8)-H(8A) 0.9700 C(21)-C(22) 1.371(10)
C(8)-H(8B) 0.9700 C(21)-HQ21) 0.9300
C(9)-C(10) 1.506(7) C(22)-C(23) 1.361(9)
C(9)-H©9A) 0.9700 C(22)-H(22) 0.9300
C(9)-H(9B) 0.9700 C(23)-C(24) 1.380(8)
C(10)-C(11) 1.528(6) C(23)-H(23) 0.9300
C(10)-H(10A) 0.9700 C(24)-N(2) 1.395(6)
C(10)-H(10B) 0.9700 C(25)-N(1) 1.151(9)
C(11)-C(12) 1.509(7) C(26)-C(31) 1.372(9)
C(11)-H(11A) 0.9700 C(26)-C(27) 1.395(9)
C(11)-H(11B) 0.9700 C(27)-F(1) 1.333(8)
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C(27)-C(28)
C(28)-C(29)
C(28)-F(2)
C(29)-F(3)
C(29)-C(30)
C(30)-F(4)
C(30)-C(31)
C(31)-F(5)
C(25)-Au(1)-C(26)
C(2)-C(1)-C(6)
C(2)-C(1)-N(1)
C(6)-C(1)-N(1)
CB3)-C2)-C(D)
C(3)-C(2)-H(2)
C(D)-C(2)-H(2)
C2)-CB)-CH)
C(2)-CB3)-HE)
C(#)-CB3)-HE)
O(1)-C(4)-C(5)
O(1)-C(4)-CG)
C(5)-C4)-CB)
C(#)-C(5)-C(6)
C#H)-C(5)-H(5)
C(6)-C(5)-H(5)
C(5)-C(6)-C(1)
C(5)-C(6)-H(6)
C(1)-C(6)-H(6)
O(D)-C(7)-C(8)
O(1)-C(7)-H(7A)
C(8)-C(7)-H(7A)
O(1)-C(7)-H(7B)
C(8)-C(7)-H(7B)
H(7A)-C(7)-H(7B)
C(7)-C(8)-C9)
C(7)-C(8)-H(8A)
C(9)-C(8)-H(8A)
C(7)-C(8)-H(8B)
C(9)-C(8)-H(8B)

1.355(9)
1.321(12)
1.387(8)
1.367(7)
1.374(11)
1.353(8)
1.356(9)
1.354(7)

178.7(2)

121.5(6)

120.2(6)

118.2(6)

119.2(6)

120.4

120.4

120.5(6)

119.7

119.7

124.8(5)

114.9(5)

120.3(6)

119.3(6)

120.3

120.3

119.1(6)

120.4

120.4

109.1(5)

109.9

109.9

109.9

109.9

108.3

113.1(5)

109.0

109.0

109.0

109.0
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H(8A)-C(8)-H(8B)
C(10)-C(9)-C(8)
C(10)-C(9)-H(9A)
C(8)-C(9)-H(9A)
C(10)-C(9)-H(9B)
C(8)-C(9)-H(9B)
H(9A)-C(9)-H(9B)
C(9)-C(10)-C(11)
C(9)-C(10)-H(10A)
C(11)-C(10)-H(10A)
C(9)-C(10)-H(10B)
C(11)-C(10)-H(10B)

H(10A)-C(10)-H(10B)

C(12)-C(11)-C(10)
C(12)-C(11)-H(11A)
C(10)-C(11)-H(11A)
C(12)-C(11)-H(11B)
C(10)-C(11)-H(11B)

H(11A)-C(11)-H(11B)

N(2)-C(12)-C(11)
N(2)-C(12)-H(12A)
C(11)-C(12)-H(12A)
N(2)-C(12)-H(12B)
C(11)-C(12)-H(12B)

H(12A)-C(12)-H(12B)

C(14)-C(13)-N(2)
C(14)-C(13)-C(18)
N(2)-C(13)-C(18)

C(13)-C(14)-C(15)
C(13)-C(14)-H(14)
C(15)-C(14)-H(14)
C(14)-C(15)-C(16)
C(14)-C(15)-H(15)
C(16)-C(15)-H(15)
C(17)-C(16)-C(15)
C(17)-C(16)-H(16)
C(15)-C(16)-H(16)
C(16)-C(17)-C(18)

107.8
114.4(5)
108.7
108.7
108.7
108.7
107.6
113.7(4)
108.8
108.8
108.8
108.8
107.7
111.5(4)
109.3
109.3
109.3
109.3
108.0
114.4(4)
108.7
108.7
108.7
108.7
107.6
129.5(5)
122.8(5)
107.6(4)
117.5(5)
121.3
121.3
121.0(6)
119.5
119.5
121.7(6)
119.1
119.1
119.1(5)



C(16)-C(17)-H(17) 120.5 C(31)-C(26)-C(27) 112.9(6)
C(18)-C(17)-H(17) 120.5 C(31)-C(26)-Au(1) 122.9(5)
C(17)-C(18)-C(13) 117.8(5) C(27)-C(26)-Au(1) 124.2(5)
C(17)-C(18)-C(19) 134.7(5) F(1)-C(27)-C(28) 117.3(6)
C(13)-C(18)-C(19) 107.4(4) F(1)-C(27)-C(26) 120.1(6)
C(20)-C(19)-C(24) 118.2(5) C(28)-C(27)-C(26) 122.7(6)
C(20)-C(19)-C(18) 135.2(5) C(29)-C(28)-C(27) 121.7(6)
C(24)-C(19)-C(18) 106.6(4) C(29)-C(28)-F(2) 118.5(6)
C(21)-C(20)-C(19) 119.5(6) C(27)-C(28)-F(2) 119.7(7)
C(21)-C(20)-H(20) 120.3 C(28)-C(29)-F(3) 121.5(7)
C(19)-C(20)-H(20) 120.3 C(28)-C(29)-C(30) 119.1(6)
C(22)-C(21)-C(20) 120.2(6) F(3)-C(29)-C(30) 119.4(7)
C(22)-C(21)-H(21) 119.9 F(4)-C(30)-C(31) 120.5(7)
C(20)-C(21)-H(21) 119.9 F(4)-C(30)-C(29) 121.0(6)
C(23)-C(22)-C(21) 122.7(6) C(31)-C(30)-C(29) 118.5(6)
C(23)-C(22)-H(22) 118.6 F(5)-C(31)-C(30) 116.5(6)
C(21)-C(22)-H(22) 118.6 F(5)-C(31)-C(26) 118.4(6)
C(22)-C(23)-C(24) 117.0(5) C(30)-C(31)-C(26) 125.1(6)
C(22)-C(23)-H(23) 1215 C(25)-N(1)-C(1) 179.4(8)
C(24)-C(23)-H(23) 121.5 C(13)-N(2)-C(24) 109.4(4)
C(23)-C(24)-N(2) 128.7(5) C(13)-N(2)-C(12) 124.7(4)
C(23)-C(24)-C(19) 122.3(5) C(24)-N(2)-C(12) 125.8(4)
N(2)-C(24)-C(19) 109.0(4) C(4)-0(1)-C(7) 117.8(5)
N(1)-C(25)-Au(1) 179.1(6)

Table S10. Bond lengths [A] and angles [°] of 7.
Au(1)-C(7) 1.984(15) N(@2)-C21) 1.437(15)
Au(1)-C(1) 2.048(12) C(24)-C(29) 1.402(16)
Au(1)-Au(1)#1 3.3575(14) C(24)-C(25) 1.413(15)
o(1)-C(11) 1.348(14) C(24)-C(23) 1.445(16)
O(1)-C(14) 1.428(13) N(D)-C(7) 1.132(17)
C(15)-C(14) 1.515(16) N(1)-C(8) 1.415(15)
C(15)-C(16) 1.519(17) C(12)-C(13) 1.369(18)
C(15)-H(15A) 0.9700 C(12)-C(11) 1.382(18)
C(15)-H(15B) 0.9700 C(12)-H(12) 0.9300
N(2)-C(29) 1.371(14) C(29)-C(28) 1.393(17)
N(2)-C(22) 1.392(18) C(11)-C(10) 1.397(18)
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C(13)-C(8)
C(13)-H(13)
C(21)-C(20)
C(21)-H(21A)
C(21)-H(21B)
C(23)-C(33)
C(23)-C(22)
C(14)-H(14A)
C(14)-H(14B)
F(2)-C(3)
C(22)-C(30)
C(16)-C(17)
C(16)-H(16A)
C(16)-H(16B)
C(9)-C(10)
C(9)-C(8)
C(9)-H)
C(26)-C(25)
C(26)-C(27)
C(26)-H(26)
C(25)-H(25)
C(19)-C(20)
C(19)-C(18)
C(19)-H(19A)
C(19)-H(19B)
C(28)-C(27)
C(28)-H(28)
F(3)-C(4)
C(6)-C(1)
C(6)-F(5)
C(6)-C(5)
C()-C2)
C(27)-H(Q27)
C(17)-C(18)
C(17)-H(17A)
C(17)-H(17B)
C(20)-H(20A)
C(20)-H(20B)

1.356(19)
0.9300
1.524(17)
0.9700
0.9700
1.391(18)
1.392(17)
0.9700
0.9700
1.343(14)
1.396(17)
1.510(16)
0.9700
0.9700
1.360(18)
1.36(2)
0.9300
1.363(18)
1.38(2)
0.9300
0.9300
1.499(17)
1.533(17)
0.9700
0.9700
1.389(18)
0.9300
1.358(14)
1.34(2)
1.356(13)
1.39(2)
1.347(19)
0.9300
1.530(17)
0.9700
0.9700
0.9700
0.9700
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C(30)-C(31)
C(30)-H(30)
C(18)-H(18A)
C(18)-H(18B)
C(2)-F(1)

C(2)-C3)

C(3)-C4)
C(10)-H(10)
C(4)-C(5)
C(31)-C(32)
C(31)-H(31)
C(5)-F(4)
C(33)-C(32)
C(33)-H(33)
C(32)-H(32)
C(7)-Au(1)-C(1)
C(7)-Au(1)-Au(1)#1
C(1)-Au(1)-Au(1)#1
C(11)-0(1)-C(14)
C(14)-C(15)-C(16)
C(14)-C(15)-H(15A)
C(16)-C(15)-H(15A)
C(14)-C(15)-H(15B)
C(16)-C(15)-H(15B)

H(15A)-C(15)-H(15B)

C(29)-N(2)-C(22)
C(29)-N(2)-C(21)
C(22)-N(2)-C(21)
C(29)-C(24)-C(25)
C(29)-C(24)-C(23)
C(25)-C(24)-C(23)
C(7)-N(1)-C(8)
C(13)-C(12)-C(11)
C(13)-C(12)-H(12)
C(11)-C(12)-H(12)
N(2)-C(29)-C(28)
N(2)-C(29)-C(24)
C(28)-C(29)-C(24)

1.38(3)
0.9300
0.9700
0.9700
1.364(18)
1.38(2)
1.33(2)
0.9300
1.388(19)
1.39(3)
0.9300
1.313(17)
1.36(2)
0.9300
0.9300

176.0(6)

93.4(5)
88.4(4)

118.0(9)

111.8(10)

109.2

109.2

109.2

109.2

107.9

108.1(10)

126.1(11)

125.8(11)

119.4(11)

106.8(9)

133.8(11)

170.8(16)

120.3(13)

119.9

119.9

128.7(11)

109.4(10)

121.9(10)



O(1)-C(11)-C(12)
O(1)-C(11)-C(10)
C(12)-C(11)-C(10)
C(8)-C(13)-C(12)
C(8)-C(13)-H(13)
C(12)-C(13)-H(13)
N(1)-C(7)-Au(1)
N(2)-C(21)-C(20)
N(2)-C(21)-H(21A)
C(20)-C(21)-H(21A)
N(2)-C(21)-H(21B)
C(20)-C(21)-H(21B)
H(21A)-C(21)-H(21B)
C(33)-C(23)-C(22)
C(33)-C(23)-C(24)
C(22)-C(23)-C(24)
0(1)-C(14)-C(15)
O(1)-C(14)-H(14A)
C(15)-C(14)-H(14A)
O(1)-C(14)-H(14B)
C(15)-C(14)-H(14B)
H(14A)-C(14)-H(14B)
C(23)-C(22)-N(2)
C(23)-C(22)-C(30)
N(2)-C(22)-C(30)
C(17)-C(16)-C(15)
C(17)-C(16)-H(16A)
C(15)-C(16)-H(16A)
C(17)-C(16)-H(16B)
C(15)-C(16)-H(16B)
H(16A)-C(16)-H(16B)
C(10)-C(9)-C(8)
C(10)-C(9)-H(9)
C(8)-C(9)-H(9)
C(25)-C(26)-C(27)
C(25)-C(26)-H(26)
C(27)-C(26)-H(26)
C(26)-C(25)-C(24)

126.0(11)
114.8(11)
119.2(11)
119.7(13)
120.1
120.1
170.5(15)
112.9(10)
109.0
109.0
109.0
109.0
107.8
120.0(12)
133.8(12)
106.1(10)
107.5(10)
110.2
110.2
110.2
110.2
108.5
109.6(10)
121.2(14)
129.1(14)
114.1(11)
108.7
108.7
108.7
108.7
107.6
120.6(13)
119.7
119.7
121.9(11)
119.0
119.0
118.2(12)
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C(26)-C(25)-H(25)
C(24)-C(25)-H(25)
C(20)-C(19)-C(18)
C(20)-C(19)-H(19A)
C(18)-C(19)-H(19A)
C(20)-C(19)-H(19B)
C(18)-C(19)-H(19B)
H(19A)-C(19)-H(19B)
C(27)-C(28)-C(29)
C(27)-C(28)-H(28)
C(29)-C(28)-H(28)
C(1)-C(6)-F(5)
C(1)-C(6)-C(5)
F(5)-C(6)-C(5)
C(6)-C(1)-C(2)
C(6)-C(1)-Au(1)
C(2)-C(1)-Au(1)
C(26)-C(27)-C(28)
C(26)-C(27)-H(27)
C(28)-C(27)-H(27)
C(16)-C(17)-C(18)
C(16)-C(17)-H(17A)
C(18)-C(17)-H(17A)
C(16)-C(17)-H(17B)
C(18)-C(17)-H(17B)
H(17A)-C(17)-H(17B)
C(19)-C(20)-C(21)
C(19)-C(20)-H(20A)
C(21)-C(20)-H(20A)
C(19)-C(20)-H(20B)
C(21)-C(20)-H(20B)
H(20A)-C(20)-H(20B)
C(31)-C(30)-C(22)
C(31)-C(30)-H(30)
C(22)-C(30)-H(30)
C(17)-C(18)-C(19)
C(17)-C(18)-H(18A)
C(19)-C(18)-H(18A)

120.9
120.9
111.7(10)
109.3
109.3
109.3
109.3
107.9
116.9(12)
121.6
121.6
118.0(12)
126.6(12)
115.4(14)
114.8(12)
122.0(9)
123.2(11)
121.7(12)
119.2
119.2
113.1(11)
109.0
109.0
109.0
109.0
107.8
111.5(10)
109.3
109.3
109.3
109.3
108.0
117.1(16)
121.4
121.4
115.4(11)
108.4
108.4



C(17)-C(18)-H(18B) 108.4 C(3)-C(4)-F(3) 121.0(13)
C(19)-C(18)-H(18B) 108.4 C(3)-C(4)-C(5) 121.7(13)
H(18A)-C(18)-H(18B) 107.5 F(3)-C(4)-C(5) 117.2(15)
C(1)-C(2)-F(1) 120.5(13) C(30)-C(31)-C(32) 121.8(13)
C(1)-C(2)-C(3) 123.2(14) C(30)-C(31)-H(31) 119.1
F(1)-C(2)-C(3) 116.1(13) C(32)-C(31)-H(31) 119.1
C(4)-C(3)-F(2) 119.1(13) F(4)-C(5)-C(6) 123.1(13)
C(4)-C(3)-C(2) 119.2(12) F(4)-C(5)-C(4) 122.4(14)
F(2)-C(3)-C(2) 121.6(15) C(6)-C(5)-C(4) 114.4(14)
C(9)-C(10)-C(11) 119.2(13) C(32)-C(33)-C(23) 118.9(15)
C(9)-C(10)-H(10) 120.4 C(32)-C(33)-H(33) 120.6
C(11)-C(10)-H(10) 120.4 C(23)-C(33)-H(33) 120.6
C(13)-C(8)-C(9) 120.9(11) C(33)-C(32)-C(31) 120.9(15)
C(13)-C(8)-N(1) 121.6(13) C(33)-C(32)-H(32) 119.6
C(9)-C(8)-N(1) 117.4(12) C(31)-C(32)-H(32) 119.6
Copies of NMR spectra and Mass spectra

444444444

~2.08
—1.84
—1.62

—-(0.00

0105 100 95 90 85

80 75 7.0 65

L1 JI JJJJJ,U J |

o
50 45 40 35 30 25

42.62

1.0 05 00

26,90
2578

230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40

1 (ppm)



732 0.142.88,331-393 NL 845E4

5B:

1

A
T: + cFullms [40.00-500.00]

A

Z308 #6850 RT: 3.03

-~
C.

180.24

0004 [~
€51 "
<1 a <
[=]
-] -
[& 1| 1 <
<1
- g 1 6 €T
IS
| 14 PO a.kv.
- LERE 96T
=1 )
o) o 65'14 L =
nH.V r 8414
N/\/\/ T L m,h:__ =gz |2 V6 T
(@] P4 L 08'1-4 » 0T
L2 . €07 =]
=] 61 FE0T 3
B <61
| } "
" | 96l M ei
o I IR'E.
Pt
w - & 89E =
I 06€
| "
€ [
il EET - =007 | =
- -
=N = ¥EF =
o[ &
3 Ve =07 |
o [ SEF [
aul e | =&
B |_.n_u oxJ =
£ =
L ow,o._ "
& B T894 .
i - T 759 =
A . [ <
- £8'94
(=] o s
X mmc., | ::mﬂ*
=] It
| 66 m.‘ ﬁ =70 6L6T1
o -~ 1T 0z b2 P Or—
o I [ZAAN - =007
- KRy mm,tﬁ =505 L 0
4 sz 2d
@ [ [ L =
M T ot 24 qu\cc‘m -
= N
2 o L8 .
= 1= o L8O | M L9 m,:\.
I e
I YL S
9
wy
WL oo
L R La e e e e A L s e e e R IR R RN RNy n A
I T = T R R R ST B T Ty R T T B = SR T~ B T R — T =Y 01'g O
=] 0 ;1) € = = = w (%] [Te] T3] - - el L] ol ¥ - -
BILUBPUNQY BARE|a Y e N/\/\/\OI@I
€8 v
wsl () E g

10

20

30

40

50

60

70

90 80

100
38

fl (ppm)

110

120

1
o I lﬂllJi |
190 180 170 160 150 140 130

NHCHO
10.0
%N
0

200

10



ML 722E4

150.22

5B: 443 0.61-2.59,301-3.40

o1

A

Al

2

7338 #4895 RT: 28
T. + cFullms [40.00-450.00]

-
C.

5
F<
0
N 00— — I3
3 L
E =1
m E 1852
o X L= L6'9T
I i 88T
ZO z Tare ool S6'8T
B 3 W~ ¥loz)
HM - RS ) - —
b i i Fare] w
S
=
uwi
m u
F e
F 3 L8'L9=—
89°9L
B -2 ogc Lo oc.t.v
ok WM”W TeLL
E Foo'z
o 68°€ -2
T E ek . L5301
BEo ﬂ#W Fooe] “ LOFI
- T4 B8 - s
& _i 080 -E 69811
o | Zeo] r A E 87071
a iy m“ NU = 91Tl
Sk 1694 r mw_mm\.
W L o 6694
P o
P L0 L2 peeel
S 73 7] el 7
e L 0FObT—
2 sTL <
E 6L E
. | o
-0 ”_.H._.. ooz = 0961
1 E..L“ 00T - tosi—
3 i e :
SEEI
3 60' k=
o s Fooz[ =
P 0e8< TS "
or'g Mo
3 68
E L=
= -2
[=] 'y ] [=] %] [=] i (=] i [=] L'%] (=] '8 ] (=] I
© W Ed i o L] o - - o =
o § : O
BIUBPUNGY BARE|S O O\@!N
5
| =

-10

Ll i | | il
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40
11 (ppm)
39

190

210 200

NHCHO

o

230 220




ML: 3.45EE

S5B: 749 0.04-292 ,3.44-4.00

01

Al

T: + o Fullms [40.00-500.00]

Z23E #6877 RT. 315

~
C.

o

NHCHO

5629

3z

0o 17

S W s 8 8 E R EBEEB % TS A

BIUEPUNTy BALE| 8 Y

000—

[ate
[IREN
88 [~

e
L3¢
88°F
Lrae
8TF
6Tt
gt
1€
[
0897
18°9
78'91
789
£8°91
879
589
L6'97
669
WA\
E7AY
oty
¥ LA
s
LEi
6514
0r'L4
s |
L4
914
8L
st
sL'L
60'34
sl O
s

L8

9p'34 J

at'sd

—

—_—

kg
wLIT
90T

=00'T

=L0T

hgoz
w%.:

L¥T
Tﬁ..w
60T

Tmo.c

0.0

0.5

1.5 1.0

2.0

3.0

35

75 70 65 60 55 50 45
11 (ppm)

8.0

8.5

08T
pILt
TR'RT
9067

68'Th=—

09°ITI
LT~

il

TSt/
8T6T1
0L'6z1

6T 0vl—

£0°951
et
06851
treord

Q o

z
Z AP E]

J

| M

1o 100 90 8 70 60 50 40 30 20 10

40

fl (ppm)

190 180 170 160 150 140 130 120

200

220 210

230




]

0-4.31 ML: 407ES

B

124204, 2

S0 FT: 143 AV 1 SB: 422

L

Full ms [40.00-500.00]

CZTi s
T+

5
r<
= — L =
re 00°0 — 2
r 18°$T
i F o :.RW _
L 'l P8'8T =
SR
o) ol o o001
I L L€ e 68 Th—
5 S
- L 4 F 00T
N/\/\/\/\O z g 8 bl B
S |+ 981
al 81 e
g e 00°89
=T 60°89
or L= 89°9L
|an ~
C& %‘RW -
L 98¢ L [
wrl i.mw
wil 68 Foot| o LS'801
L - 9 A 911
| = LT Fooep LTSt
L 8t M 79811
B8 z 20z
789 2 E [ bl re—
€894 | = 681T1 —
891 |~ i T
L6971 g 6r'STI 1
0T'L1 8T6LI
vt -2 69°6Z1
¥T'Lq LTOpI— —
LE'L -
6L
;.h.__h Fooz| 0951
'L Bl s £6'951- =
A | 07 A ]
LY - S6'851
srL¥ Farst sreard
WL,
608, % e 3
1
mw.x% T LTy
T8 * =
Lr's
'8 r =
L
(=2}
8 % % 2 8 2 R 2888 22 88882 0e ® o _
BOUEPUNGy & ey =z m = O
TN z Z N0 z
@ 2 ¢! o
L=

1o 100 9% 8 70 60 50 40 30 20 10

41

120
11 (ppm)

0

3

190 180 170 160 150 140 1

200

220 210

230




CZ308 4547 RT: 2.81 Aw:1

T. + cFullms [40.00-550.00]

Relative Abundance

100

95

20

85

20

@
o

@
(=]

n
o

180,15

SB: 589 007-252 ,3.00-353 NL: 1.20E8

414.41

pzd

NHCHO

14,561

—1.54

=—0.00

2,10

12,001 —e——
12,00 m——

95 9.0

Jro9q

8.5

8.0

g SN

=—162.78
15838

7.0 65 6.0 55

=—140.36

5.0 45 40 35 30 25

1l (ppm)

20 15 L0 05 00

7.
77.00

76.68

—66.30

-—42.23

230 220

210 200

190

180

170

160

150

140

130 120 110
11 (ppm)

42

100

90

80

70

60

50



, 237287 NL: 475ES

180.1€

532 004184

212 AV:1 SB:

Z325 #4504 RT:
T. + cFullms [40.00-450.00]

-~
C.

1
£
0.0

o) 00°0-— — .

O 3 - 13—
= P 06'8E—
_ ~"o Zz=0 3 L

0.5

L5

€67 L
€7 ;
9T = 00T
3 8ET
b 6€T

89°9L
3 cc‘RW
, TeLL

3 8¢ ;
of %.MW et 10671
" 88'¢

2.0

T
350

25

LSP9—

3.0

312.20
T

4.0

4.5

3 Py i
B = nm.wW ——— 00 [
FA G LSF

2
5.0
11 (ppm)

535

w 3 6L°9 -
RS = 18'9
—

& 0T'L L=
L 91 orI—
we

3 €L

3 v'L Feg'l

9L L

F LTL 8¢

£ 6T°L 00|

mm_&.

6E°L

80'8 T anel

018 00T

194,
T
6.0

6.5

7.0

EORE[—
8¢°T91—

15214
- 125.1-’-1
115,97 I
[ Il
50

7.5

8.0

Be
T

4411 78
T
9.0

o
50

9.5

T~
2 [Is] 2 w0 w0 w0 oo w0 w0 w0 W ']
[rs] b=

]

@ @ Rk @ LTS S - T B = I o =

BOUBPUNGY a/E|ay O O\@INwC N/\/\Ol@!NmC
zZ "~ =

I

10.0

Q

60 50 40 30

70

1o 100 9% 80

43

1!
180 170 160 150 140 130 120
£l (ppun)

190

200

220 210

230




CZ353 #2785 RT: 2.08 Av:1
T: + cFullms [40.00-500.00]

100 5

SB: 228 047179 255302 NL: Z01E4

18024

Ralative Abundance

e}

(@)

20
1E——E
104
15234
78,99 10522
4 et 12923 18104 283 27228 283 .82
03 |||I||l||| ||II||r_ N | L1 1
| L L L L L L AL L L L L L LL L L LLLL LL LL  LL LL L L]
50 100 150 200 250 200 360 400 480
ol %= S [ =T S aa o =1
TS S S 208k KKK
L] O O O O v v v ot g

{8 12
8.10
f7.4]
7.25
{7 24
2
]
6.78
6.78
6.76
60.76
.75
41
640
38
3.92
§3 90
3.89

£1 (ppon)

44

[e]
N
N
C
L | | |
T T T T T T
=3 = = fae) 1<) v %
2 2= = 8 B g2z
i o+ = e i i e
.0 105 100 95 90 85 80 75 70 65 060 3 50 45 40 35 30 25 20 1.0 05 00 -05
11 (ppm)
=2 mw BEREFFEER S o = o
ol o S rmwicdcowtx eIl = =
© A F adaa-—-=I3 =g I &l
=58 = IZZacZz=S= [ ) 5 el
N (I I =N = ~N- | | N
o
N
I
C ]
| H | | |
J L) X L
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10



=3

87-222 NL 215E

2

S5B: 852 0.152.32

|

A

7311 3485 RT: 232 A
T: + cFullms [40.00-500.00]

~
C.

180.12

"
<
o
-8 _
L 000— R L
751 3 S
L 561 [
o (=1
[ = i SLET
[ LETT =1 .
i L= 1297
+ s %.mwv.
> L 175 -
NN - 621 -
© Z=0 [ o 18°Th—
-2 191 =
=
B [
[ 561 L
™ ~
I ot 16'29
2 . | = \
& [ & et “ 89°0L
o
i
& L s L~ %FW
- e
L . €Ll
68 mW B
. —= =007 | o
06°€ L 2
[T5e
e L .
97 = £5'80T
=& PETTI
=29 " E.m:/
69 L SE0zI-L
» v
whn yad
4 L= am.mﬁ%
T [urat
8TL \ N
1 -2 E0F—
65°L _. i
17 =
N
oA | _ 107
: we 0T6ST
95 LF |u ¢ - -~
Reref © 9l
8L
or'g =
> — | %
e
"
Mo
w =]
) =
ar
g 2
M T T T T I T T T T A T T T T
(=1 A (=] '3} (=] i [=] '5] (=] A (=] (%] (=] wy (=] i (=] w [=] w [=]
= T = S~ = S T o S S - Y= S B <Y R R O o
B 4
BIUEPUNGY BAGE S Y N/\/\/\O|©NC =
O " O
=
| =

-10

60 50 40 30

70

W
100 90 8O

110
11 (pprm)

190 180 170 160 150 140 130 120
45

200

210

ON\/\/\OQNC

230 220




CZ338_141119142745#4355 RT: 2.40 AW:1 5B: 252 082-218 ,2688-3.08 ML: 187ES
T: + cFullms [40.00-500.00]

100

O

20 N
85

180.14

20

O

5]
o

]
=]

(5]
o

=z

Relative Abundance
o
=]
0=

7

<o
é??&
725
b
434
é43
431
3.89
3.88
¥3 86
3.84
j 92
i

O.

—-0.00

2014
2.024

00
& 1400
4,00

02
e T

=)
o 4
n
= 4
=)
e
n
©
1=}
=
wn
o
=
=
w
w
w
=
L
i
=
< 2

76.68
28.74
28.67
26.82
25.68

—67.88
—42.67

z
—162.36
~159.11
—140.21

2748
25.46
22.64
20.19
18.63
14.77
08.48
77.32
77.00

/
\
\
€
L
X

230 2200 210 200 190 180 170 160 150 140 130 1200 110 100 90 80 70 60 50 40 30 20
11 (ppm)

46



MNL: 1 22E8

584 0.11-222 ,2.84-2.20

©1 SB:

2

Al

T. + ¢ Fullms [40.00-500.00]

CZ237 4558 RT: 280

<
(=]
— . =1
[a 00'0— — =
L "
L r S
= L=
N/\/\/\/ r ¥ -
i yest 98 Th—
- 107 o
= S
=
.
L F e
S — 89—
Mo P 89°9L
B S.RW
r L~ e
S 8¢ =
B ofw —==00T] o
- 06' =
B 2 62 N
L ;Ww B s
m- 61 +
- )
- =
=1 =
& 089 -
r 89 F e
r 1T
r £T1A L2
m - sTL
& 9z'L
o Tl 1 L
B 97’1 é
= it 00
4+ 661 J s .
X - s ! - £T651~
m|ll|m v UWS‘F - 1€791—
47 9L =
L srL
g ; =
g ors oo <
Ll s T
| 2 L
L %
Rl <
L =
]
" “
e T 0
2 8 8 8 B R R B 8B B B $ % 8 8 88 e ewe O =

BIUBPUNgy anlE|8 Y Z 01©‘N\C i O
R = b}
r <

100 90 B0 7n 60 50 10 30

110

47

f1 (ppm)

120

130

160 150 140

0

220 210 200 190 180 1

230




(5]

OEE

MNL: 1.1

1232 294322

255 1.1

SB:

8428 RT: 285 AV: 1

Z3T!

T. +¢ Full ms [40.00-500.00)

~
G

| g
< 01—
(=]
S
Lo 0852
:.R#
- 1682
= %.@NW
o7
N/\/\/\/\O z=0 10 L e
- L6Tr=—
T.ﬁ:v
L =
=
-
Eal
1789,
= 899
i cctw.
TELL
L
b
=007[ <
=t
=50zf
L L5801
T ety
| o & LIBIT
= 61°61 _#
= 0e0zI—
L SLTT
e
Nm.mz%
< o7l
=]
SE0FI—
"
I o
=107
-tk =
hodd I 9€°65 |~
T LETII—
Bolvf
2
=
=00z| %
L
b
L =
-
T T T T A b
X 2 5 8 8 2 B 8 8 8 8 2 § 8 8 8 § ©° ¢ : i O
=]
BIUEPUNGY BAGE |y =
"
E ¢
L =

|

L i

50

60

70

|

110 100 90 8O

48

1 (ppm)

190 180 170 160 150 140 130 120

210 200

230 220




CZ313 #6885 RT: 324 AV: 1 S5B: 512 0.78-2.87 ., 3368383 NL 117ET

T. + cFullms [40.00-500.00]
100 180.18

95

=z

20

85

20

@
o

@
(=]

n
o

e
o
(@]

R elative Abundance
e
(=]
=z

XL o=
EEneIE
'SR
2

N

i

¢

Au
F F |
F F

F

C

T - T
g 888 = 2 g
o + ciel e oo
105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 L0 05 00 -05

11 (ppm)

g
O

Z-o

i U

40 30 20 10 0 -10 20 -30 -40 -50 -60 -70 -BO -90 -100 =120 -140 -160 -180 =200
11 (ppm)

49



00°0—

68—

6E'T
cv.wv
T

B/R°E
A.m.mw
167
<y
hw.vw

856,
88°04
1T°L
7T LA
Tl
£7°L9
¥T LA
¥T LA
9T LA
LEL
8EL9
6€° L
T LA
L

608
I8

E0T

2oz
0T
109

00 -03

0.5

40 35 30 25 20 L5 10

4.5

5.0
11 {ppmi

100 95 90 85 80 75 70 65 60 35

10.5

£5°691
0L'8¢1

LILIT

Q
d

w w
N§<O©Némﬁvp
w w

1

!

-120 -140 -160 -180 -200

=200 30 40 -50 -60 -70 -80 -90 -100

-10

30 20 10

40

11 (ppm)

8l
SR'1
98°1
L]
68°1
061

90T
60°C
e
e
F1T

P8O
98’9
£TL
STL
9L
9Tl
OF'L
oL
StL
L¥L
6L
018
s

Fooz
Eeoe

Fooz

Foot

Dot
r80°F
ot

Feoc

0.0 -05

0.5

40 35 30 25 20 15 10

10.0 95 9.0 &35 8.0 735 7.0 65 6.0 55 50 45
11 {ppm)

10.5

0

81°€91-— —
SURSI— —
wR9I— -

-120 -140 -160 -180 -200

=200 30 40 50 -60 -70 -BO - -90 -100

-10

30 20 10

40

11 (ppm)

50



¥ i ﬁ

007
s90T
=607

=00°C

=00T

oz
»207
7909

oot

1.5 1.0

2.0

35 30

4.0

5.0
11 {ppm)

5.5

6.0

0.0 95 90 85 80 75 7.0

10.5

0

£0E9T-=—
61’85~

L

L991T-— —

Sa®

w w
NI\/\/\OI@INmC-MImF
w w

-120 -140 -160 -180 -200

0 -0 -20 -30 -40 -50 -60 -70 -80 -90 -100

10

30

40

11 (ppm)

00°0-—

¥l
mm;M
9L~
€6l
S6'l

06°¢
No,mw
€6t

w
123 vW
9L

£89
LEY
wi
¥T'L
9T’L
OF'L
L
&L
Pl
oL
8t'L
01's:
s

oy
00
¥

20T
UT%‘N

fo0z
507
729

F00°g

5.0
fl (ppm)

5.5

6.0

7.0

100 95 90 85 80 73

10.5

0

SEE91
ws8sl

86011

Q
¥

— |||.n_f

—_ ——

w w
N/\/\/\/Ol@\NmC‘mﬁ\F
w w

=120 =140 =160 -180 =200

3 20 1 0 -10 -20 -30 -40 -50 -60 -70 -BO -90 -100

40

11 (ppm)

51



00°0—

oF'l
11
ol
'l
Sl
I
€01
SL'1
LL]
88°1
06l
o'l

[AiR3
v«_.mW
S6°¢

05t

waw
125
06'9
169
69
1L
WL
€L
68t
1¥°L1
£
L
'L
o |
orLY
8pLS

ors
w_.mv.

i

A

B609
10T
oz

F0T

00T

A0
00T
1009

Fooc

-0.3
-200

05 00
-180

1.5 1.0

U

2.0
-160

30 25
-120 -140

35

4.5
=90 -100

5.0
1 (ppm)
1 (pprm)

-80

5.5
=70

6.0

60

6.5
=50

85 80 75 70
=100 =200 =30 -40

100 95 9.0
100

30

10.3
40

00°0-—

ot’l
£9°1
£L71
SLT
LL]

L8]
68'1
06’1

£6'¢
wa‘mw
96°¢

6T
£
3%

069
69
1L
£TL
STL
9L
6E°L
L
rL
L
9L
8t'L
or'g
(AR

ON\/\/\/\/ >
> o )yzo2

QF

heo'g

e
WQO,N

=00T

=0T

0T
»107
7609

0.0 -05

0.5

30 25 20 15 10

33

65 60 55 50 45
{1 (ppm)

7.0

10,0 95 90 &85 80 73

10.5

0

LIE9l-—
QERET-—

6L 91—

-180 =200

U

=120 =140

-100

-90

52

-80
£1 (pprm)

30 20 10 0 -0 -20 -30 -40 -50 -60 -70

40




