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1 X-ray Structural Study Details 

All crystallographic data for structures were collected using Bruker D8 venture 

Kappa Duo diffractometer equipped with a PHOTON 100 detector, a IµS micro-focus 

sealed X-ray tube and a Cryostream Cooler (Oxford Cryosystems) using Mo Kα 

radiation (λ = 0.71073 Å). The crystals were mounted in Cryo-Loops using Paratone 

oil. The frames were integrated using the SAINT algorithm[1] to give the hkl files 

corrected for Lp/decay. Data were corrected for absorption effects using the multi-scan 

method (SADABS). [2]  

The structures were solved by direct methods using SHELXT[3] and refined 

against F2 on all data by full-matrix least squares with SHELXL[4] following established 

refinement strategies[5] via the OLEX-2 suite of crystallographic programs. [6] All non-

hydrogen atoms were refined anisotropically ORTEP drawings were prepared using the 

ORTEP-3 for Windows (version 2014.1). [7] A very large solvent accessible void in 1-

Au, 2-Au and 3-Au(I) were squeezed by using Platon. [8] In all of the structures, the 

commands DELU, SIMU and ISOR were applied to mostly restrain the disorders of 

anions, 2,6-diisopropylphenyl substituents and the solvent molecules. Crystallographic 

data have been deposited with the Cambridge Crystallographic Data Centre as 

supplementary publication nos. CCDC Number: 1-(H+), 1857789. 2-(H+), 1857790. 2, 

1857791. 1-Au, 1857792. 2-Au, 1857793. 3-Au(I), 1857794. 1-Cu, 1857795. 2-Cu, 

1857796. 3-Cu, 1857797. 5-(I-), 1857798. 3-Ir, 1857800,3-Au[PF6], 1885414. 7,

1868802. 4, 1897693. 5, 1897694. Copies of these data can be obtained free of charge

from the Cambridge Crystallographic Data Centre via 

www.ccdc.cam.ac.uk/data_request/cif. 

2 Computational Details 

Calculations were carried out with the TURBOMOLE program. [9] In order to 

reduce the computational cost, the 2,6-diisopropylphenyl groups were replaced by 

methyl groups. Geometry optimizations were performed with the density functional 

theory (DFT)/B3LYP, together with def-TZVP basis set. Frequency calculations at the 

same level of theory were performed. 
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Figure S1 Cl substitution 1,2,3-triazol-5-ylidene orbital energies ε at the DFT B3LYP/ 

def-TZVP level of theory. 

Figure S2 Br substitution 1,2,3-triazol-5-ylidene orbital energies ε at the DFT B3LYP/ 

def-TZVP level of theory. 

Figure S3 I substitution 1,2,3-triazol-5-ylidene orbital energies ε at the DFT/B3LYP- 
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def-TZVP level of theory. 

Table S1 Details of Computation 

Substitute Energy/hatree Energy/e.V 

Orbital HOMO LUMO LUMO+1 HOMO LUMO LUMO+1 

H -0.1999 -0.0307 0.0336 -5.439279 -0.83535 0.914256 

Cl -0.2146 -0.0378 0.0289 -5.839266 -1.02854 0.786369 

Br -0.214 -0.0385 -0.0043 -5.82294 -1.04759 -0.117

I -0.2121 -0.0386 -0.0379 -5.771241 -1.05031 -1.03126

3 Huynh’s Electronic Parameter (HEP) Details 

Solution complex 7 (55 mmol/L, CDCl3) and donors were mixed respectively 

and then HEP tests were accomplished by Bruker Avance 100MHz (13C NMR). 

The chemical shift data for each HEP test signal are given in units of (ppm) the 

residual solvent resonances 77.7. The F-, Cl-, Br- or I- anion is made by using 

excessive KF, KCl, KBr, KI exchanging the anion BF4
-of 7 in CH3CN for 24 h. 
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5 Copies of 1H NMR and 13C NMR Spectra 
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GB 0
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SSB 0
WDW EM
SF 400.1300076 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 297.9 K
DE 6.50 usec
DW 78.200 usec
RG 128
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.09
Date_ 20171121
PROCNO 1
EXPNO 1
NAME xxy−11−20−cu−20171121

1-Cu
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SSB 0
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SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.4 K
DE 8.00 usec
DW 19.800 usec
RG 114
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 128
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.13
Date_ 20171121
PROCNO 1
EXPNO 2
NAME xxy−11−20−cu−20171121

1-Cu
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300000 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 298.1 K
DE 6.50 usec
DW 78.200 usec
RG 181
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.24
Date_ 20171121
PROCNO 1
EXPNO 1
NAME xxy−11−20−au−20171121

1-Au
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127690 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.7 K
DE 8.00 usec
DW 19.800 usec
RG 114
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 248
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.27
Date_ 20171121
PROCNO 1
EXPNO 2
NAME xxy−11−20−au−20171121

1-Au
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GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300000 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 295.2 K
DE 6.50 usec
DW 78.200 usec
RG 181
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 13.31
Date_ 20170925
PROCNO 1
EXPNO 1
NAME xxy 9−22−dipp−Br−CuI−rongjicanliu

2-Cu
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127764 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.7 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 613
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 17.03
Date_ 20170925
PROCNO 1
EXPNO 2
NAME xxy−9−22−dbrcu−20170925

2-Cu
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GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300000 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 293.9 K
DE 6.50 usec
DW 78.200 usec
RG 80.6
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 19.02
Date_ 20171110
PROCNO 1
EXPNO 1
NAME xxy−dipp−Br−Au

2-Au
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127690 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 294.5 K
DE 8.00 usec
DW 19.800 usec
RG 114
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 104
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 19.05
Date_ 20171110
PROCNO 1
EXPNO 2
NAME xxy−dipp−Br−Au

2-Au

S22
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300096 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 294.2 K
DE 6.50 usec
DW 78.200 usec
RG 203
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 16.25
Date_ 20171011
PROCNO 1
EXPNO 1
NAME xxy−9−25−dipp−2iicu−20171011

3-Cu
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127764 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 294.8 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 536
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 16.28
Date_ 20171011
PROCNO 1
EXPNO 2
NAME xxy−9−25−dipp−2iicu−20171011

3-Cu

S24
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300081 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 297.7 K
DE 6.50 usec
DW 78.200 usec
RG 287
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 15.37
Date_ 20180228
PROCNO 1
EXPNO 1
NAME xxy−Au−2

3-Au(I)
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127557 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.8 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 200
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 17.42
Date_ 20180228
PROCNO 1
EXPNO 2
NAME xxy−au−i−i−20180228

3-Au(I)
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300128 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 17.01305389 W
PL1               −1.00 dB
P1 10.40 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 295.8 K
DE 6.50 usec
DW 78.200 usec
RG 114
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PABBO BB−
INSTRUM spect
Time 17.39
Date_ 20181211
PROCNO 1
EXPNO 1
NAME xxy1211pf−3−20181211

3-Au[PF6]

S27



220 200 180 160 140 120 100 80 60 40 20 0 ppm
2
3
.
0
8
4

2
4
.
1
9
9

2
4
.
4
3
4

2
5
.
0
7
7

2
9
.
0
3
1

2
9
.
4
7
6

7
6
.
8
4
1

7
7
.
1
6
0

7
7
.
4
7
7

9
6
.
8
0
9

1
2
4
.
5
5
4

1
2
4
.
9
9
8

1
3
1
.
1
0
6

1
3
2
.
1
0
4

1
3
3
.
0
7
5

1
3
3
.
9
1
3

1
4
4
.
9
4
0

1
4
5
.
2
8
6

1
8
3
.
5
1
3

PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127589 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.38087484 W
PL12W 0.28759566 W
PL2W 17.01305389 W
PL13 15.50 dB
PL12 16.72 dB
PL2 −1.00 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 55.31277084 W
PL1 2.00 dB
P1 15.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 3
D11 0.03000000 sec
D1 2.00000000 sec
TE 296.8 K
DE 6.50 usec
DW 19.800 usec
RG 181
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 120
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PABBO BB−
INSTRUM spect
Time 17.44
Date_ 20181211
PROCNO 1
EXPNO 2
NAME xxy1211pf−20181211

3-Au[PF6]
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300091 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 296.0 K
DE 6.50 usec
DW 78.200 usec
RG 203
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.31
Date_ 20180317
PROCNO 1
EXPNO 1
NAME xxy−314−c−a−1−20180316
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127690 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 296.9 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 296
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.35
Date_ 20180317
PROCNO 1
EXPNO 2
NAME xxy−314−c−a−1−20180316
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GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300091 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 17.01305389 W
PL1 −1.00 dB
P1 10.40 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 1.00000000 sec
TE 293.7 K
DE 6.50 usec
DW 78.200 usec
RG 228
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PABBO BB−
INSTRUM spect
Time 13.27
Date_ 20180710
PROCNO 1
EXPNO 1
NAME xxy−7−7−2−20180710
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127690 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.38087484 W
PL12W 0.28759566 W
PL2W 17.01305389 W
PL13 15.50 dB
PL12 16.72 dB
PL2 −1.00 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 55.31277084 W
PL1 2.00 dB
P1 15.00 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 3
D11 0.03000000 sec
D1 2.00000000 sec
TE 294.8 K
DE 6.50 usec
DW 19.800 usec
RG 181
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 368
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PABBO BB−
INSTRUM spect
Time 13.33
Date_ 20180710
PROCNO 1
EXPNO 2
NAME xxy−7−2−2−20180711
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300098 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 296.9 K
DE 6.50 usec
DW 78.200 usec
RG 203
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 17.53
Date_ 20171229
PROCNO 1
EXPNO 1
NAME xxy−Ir−2−20171229

3-Ir
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127690 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.5 K
DE 8.00 usec
DW 19.800 usec
RG 114
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 528
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 17.55
Date_ 20171229
PROCNO 1
EXPNO 2
NAME xxy−Ir−2−20171229

3-Ir
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PC 1.00
GB 0
LB 0.30 Hz
SSB 0
WDW EM
SF 400.1300000 MHz
SI 32768
SFO1 400.1326008 MHz
PL1W 8.92857742 W
PL1 1.80 dB
P1 13.10 usec
NUC1 1H
======== CHANNEL f1 ========

TD0 1
D1 2.00000000 sec
TE 299.4 K
DE 6.50 usec
DW 78.200 usec
RG 80.6
AQ 2.5625076 sec
FIDRES 0.195125 Hz
SWH 6393.862 Hz
DS 0
NS 8
SOLVENT CDCl3
TD 32768
PULPROG zg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.20
Date_ 20180511
PROCNO 1
EXPNO 1
NAME xxy−5h−bf−20180511
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127131 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.6 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 96
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 19.28
Date_ 20180425
PROCNO 1
EXPNO 2
NAME xxy−423bf−20180425
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127162 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.6 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 128
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 20.20
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−cn−20180426

7 + 5 eq CH3CN
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127238 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.2 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 152
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.18
Date_ 20180427
PROCNO 1
EXPNO 2
NAME xxy−bf−dmap−20180427

7 + 5 eq DMAP
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127120 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 296.4 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 56
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.21
Date_ 20180518
PROCNO 1
EXPNO 2
NAME xxy−518kbr−20180518

7 + Br-

S39
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127131 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 296.0 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 72
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.38
Date_ 20180518
PROCNO 1
EXPNO 2
NAME xxy−518kcl−20180518

7 + Cl-

S40
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127113 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 295.9 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 48
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.30
Date_ 20180518
PROCNO 1
EXPNO 2
NAME xxy−518kf−20180518

7 + F-

S41
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127139 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 295.8 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 112
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 14.08
Date_ 20180518
PROCNO 1
EXPNO 2
NAME xxy−518ik−20180518

7 + I-

S42
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127262 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 1
D11 0.03000000 sec
D1 2.00000000 sec
TE 295.0 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 136
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 21.50
Date_ 20180518
PROCNO 1
EXPNO 2
NAME xxy−518NMEmz−20180518

7 + 5eq N－methylimidazole 
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127161 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.8 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 96
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 13.50
Date_ 20180427
PROCNO 1
EXPNO 2
NAME xxy−bf−py2−20180427

7 + 5 eq py 

S44
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127091 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.4 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 80
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 18.19
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−1b

7 + 1eq NEt3 

S45
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127100 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.1 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 72
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 18.30
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−2b

7 + 2eq NEt3 

S46
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127107 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.4 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 80
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 18.40
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−3b

7 + 3eq NEt3 

S47
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127109 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 298.3 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 120
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 18.51
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−4b

7 + 4eq NEt3 

S48
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PC 1.40
GB 0
LB 3.00 Hz
SSB 0
WDW EM
SF 100.6127116 MHz
SI 32768
SFO2 400.1316005 MHz
PL13W 0.19265592 W
PL12W 0.25809658 W
PL2W 8.92857742 W
PL13 18.46 dB
PL12 17.19 dB
PL2 1.80 dB
PCPD2 80.00 usec
NUC2 1H
CPDPRG2 waltz16
======== CHANNEL f2 ========

SFO1 100.6238364 MHz
PL1W 43.93649673 W
PL1 3.00 dB
P1 13.50 usec
NUC1 13C
======== CHANNEL f1 ========

TD0 10
D11 0.03000000 sec
D1 2.00000000 sec
TE 297.7 K
DE 8.00 usec
DW 19.800 usec
RG 2050
AQ 1.2976629 sec
FIDRES 0.385323 Hz
SWH 25252.525 Hz
DS 4
NS 240
SOLVENT CDCl3
TD 65536
PULPROG zgpg30
PROBHD   5 mm PADUL 13C
INSTRUM spect
Time 20.31
Date_ 20180426
PROCNO 1
EXPNO 2
NAME xxy−bf−net3−20180426

7 + 5eq NEt3 
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