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Figure S1. Reaction progress for the conversion of 1 to 3 following Procedure A,
with the LED light turned on for 2 h, then off between 2-4 h, turned on between 4-6
h, then turned off from 6-8 h.
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Figure S2. Time course for the reaction of indole and bromoacetonitrile using
catalyst 6 or 11.

Procedure for time course:

Indole (66 mg, 563 umol), catalyst (0.02 Eqg, 11.3 umol), internal standard ethyl 6-
(trifluoromethyl)nicotinate (62 mg, 0.5 equiv, 282 umol) and sodium hydrogen carbonate (95 mg, 2 Eq,
1.13 mmol) were added to a flame dried vial. The vial was then evacuated, and back-filled with argon
three times. Under positive pressure of argon, DCE (0.23 mL) and bromoacetonitrile (101 mg, 58.9 uL, 1.5
equiv, 845 umol) were added successively. The resulting solution was sparged under argon for 15 min.
The vial was then placed in front of the blue light under positive pressure of argon. The reaction was then
sampled at set timepoints and the assay yield determined relative to internal standard. Average of two
runs +/- 2%.
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LC-MS Characterization of BrMeCN Addition to Catalyst
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Figure S3. LCMS characterization of BrCH2CN addition to catalyst 6.
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Figure S4. LCMS trace for Catalyst 6, LCMS, Time 0 with MS spectrum for main peak.
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Figure S5. LCMS trace for catalyst 6, 30 min, 50 equiv BrMeCN, Blue LED with MS

spectra for peaks.
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LC-MS Characterization of BrMeCN Addition to Catalyst 5

[Ir(dmppy),(dtbbpy)]
[M]* 825

8232

8262

[Ir(dmppy),(dtbbpy)]PF, Control

o!liﬁze

1 —s8213

P - T = T T T = T - - - I - - - e - - - F o

[Ir(dmppy),(dtbbpy)]PF; 30 min blue LED

o ' 18 2 25 3 28

T

[Ir(dmppy).(dtbbpy)]PF; 30 min blue LED + BrMeCN

3 g A

- BEEE

8652

8622

8633

[Ir(dmppy),(dtbbpy)(CH,CN)] *

[M]* 864

Figure S6. LCMS characterization of BrCH2CN addition to catalyst 11.
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Figure S7. LCMS trace for Catalyst 11, LCMS, Time 0 with MS spectrum for main

peak.
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Figure S8. LCMS trace for catalyst 11, 30 min, 50 equiv BrMeCN, Blue LED with MS

spectra for peaks.
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File Name D:\NMR\CJO\CJO-R\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 97.12 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
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File Name D:\NMR\CJO\CJO-R\CARBONJ\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.440
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File Name D:\NMR\New folder\New folder\015-013(H)\1\fid Frequency (MHz) 400.15 Nucleus 1H
Number of Transients 16 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zg30 Receiver Gain 97.12 SW(cyclical) (Hz) 8012.82
Solvent DMSO-d6 Spectrum Offset (Hz)  2470.9255 Spectrum Type STANDARD | Sweep Width (Hz) 8012.58
Temperature (degree C) 22.521
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File Name D:\NMR\CJO\CJO-H\CARBON}fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD

Sweep Width (Hz) 24037.73 Temperature (degree C) 23.301
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Acquisition Time (sec) 4.0894 Date 20 Jul 2017 14:22:08 Date Stamp 20 Jul 2017 14:22:08
File Name D:\NMR\New folder\New folder\015-012(G)\1\fid Frequency (MHz) 400.15 Nucleus 1H
Number of Transients 16 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zg30 Receiver Gain 77.61 SW(cyclical) (Hz) 8012.82
Solvent DMSO-d6 Spectrum Offset (Hz)  2470.9255 Spectrum Type STANDARD | Sweep Width (Hz) 8012.58
Temperature (degree C) 22.546
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File Name D:\NMR\CJO\CJO-G\1\fid Frequency (MHz) 100.63 Nucleus 13C Number of Transients 4000
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zgpg30
Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46 Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD
Sweep Width (Hz) 24037.73 Temperature (degree C) 23.193
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Acquisition Time (sec) 1.3631 Date 28 Jul 2017 01:51:12 Date Stamp 28 Jul 2017 01:51:12
File Name D:\NMR\CJO\CJO-F\CARBON}fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD
Sweep Width (Hz) 24037.73 Temperature (degree C) 22.973
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File Name D:\NMR\CJO\CJO-J\3\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.630
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Acquisition Time (sec) 1.3631 Date 01 Aug 2017 05:43:44 Date Stamp 01 Aug 2017 05:43:44
File Name D:\NMR\CJO\CJO-J\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.340
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Acquisition Time (sec) 4.0894 ‘ Date 28 Jul 2017 11:25:04 Date Stamp 28 Jul 2017 11:25:04

File Name D:\NMR\CJO\CJO-K\2\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32

Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30

Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD

Sweep Width (Hz) 8012.58 Temperature (degree C) 22.432
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6/6/2018 11:16:12 AM

Acquisition Time (sec) 1.3631 Date 29 Jul 2017 20:44:00 Date Stamp 29 Jul 2017 20:44:00
File Name D:\NMR\CJO\CJO-K\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD
Sweep Width (Hz) 24037.73 Temperature (degree C) 23.339
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Acquisition Time (sec) 4.0894 ‘ Date 03 Aug 2017 08:49:20 Date Stamp 03 Aug 2017 08:49:20
File Name D:\NMR\CJO\CJO-L\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 110.38 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.559
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6/6/2018 11:18:08 AM

Acquisition Time (sec) 1.3631 Date 04 Aug 2017 06:41:20 Date Stamp 04 Aug 2017 06:41:20
File Name D:\NMR\CJO\CJO-L\CARBON}\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.617
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Acquisition Time (sec) 4.0894 \ Date 21 Jul 2017 08:15:12 Date Stamp 21 Jul 2017 08:15:12
File Name D:\NMR\CJO\CJO-E\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 141.25 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.747
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6/6/2018 11:11:14 AM
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Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
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Acquisition Time (sec) 1.3631 Date 29 Jul 2017 00:53:36 Date Stamp 29 Jul 2017 00:53:36
File Name D:\NMR\CJO\CJO-B\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD
Sweep Width (Hz) 24037.73 Temperature (degree C) 23.252
B-CARBON.esp VerticalScaleFactor = 1 MO7(s)
MO08(s)
MO09(s)
/ M10(s)
N 3
/ 2
10— O
095 13C NMR of 16a
08 -
= B MO6(s)
2 !
Q = Q
£ 0.7 ] g
o = N
@ ] -
N ] ‘
© 3 MO03(s
g 0.6 E 3(s)
S , MOI4(s)
05 MO5(s)
] ' MO02(s)
= S !
] M12(s o 3
0.4 2s) N S MO1(s)
: Mits) | @ | S T -
B ' o | Yo \ <
0.3 o 7 2
] & -
3 T —
| o™ N
02 ~ o
3 ® i
0.1
o |

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
Chemical Shift (ppm)
S41


cobrien3
Stamp

cobrien3
Stamp

cobrien3
Stamp


6/6/2018 11:01:37 AM

Acquisition Time (sec) 4.0894 ‘ Date 03 Aug 2017 08:30:08 Date Stamp 03 Aug 2017 08:30:08
File Name D:\NMR\CJO\CJO-C\3\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
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File Name D:\NMR\CJO\CJO-C\CARBON}\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
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Acquisition Time (sec) 4.0894 ‘ Date 03 Aug 2017 08:34:24 Date Stamp 03 Aug 2017 08:34:24
File Name D:\NMR\CJO\CJO-D\3\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 77.61 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
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Acquisition Time (sec) 1.3631 Date 30 Jul 2017 00:34:24 Date Stamp 30 Jul 2017 00:34:24
File Name D:\NMR\CJO\CJO-D\CARBON}\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
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Acquisition Time (sec) 4.0894 ‘ Date 16 Aug 2017 14:28:32 Date Stamp 16 Aug 2017 14:28:32
File Name D:\CJO-UCSF\NMR\CJO-M\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
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Sweep Width (Hz) 8012.58 Temperature (degree C) 22.730
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Acquisition Time (sec) 1.3631 Date 17 Aug 2017 05:45:52 Date Stamp 17 Aug 2017 05:45:52
File Name D:\CJO-UCSF\NMR\CJO-M\2\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 2000 Origin spect Original Points Count 32768 Owner IND-NMR
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Acquisition Time (sec) 1.3631 Date 11 Aug 2017 00:55:44 Date Stamp 11 Aug 2017 00:55:44
File Name D:\CJO-UCSF\NMR\CJO-Q\2\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.266
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Acquisition Time (sec) 4.0894 06 Sep 2017 09:34:08 Date Stamp 06 Sep 2017 09:34:08
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Number of Transients 24 Original Points Count 32768 Owner IND-NMR
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Temperature (degree C) 23.417
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Acquisition Time (sec) 4.0894 ‘ Date 29 Aug 2017 08:21:36 Date Stamp 29 Aug 2017 08:21:36
File Name D:\CJO-UCSF\NMR\CJO-T1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 16
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
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Sweep Width (Hz) 8012.58 Temperature (degree C) 22.792
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Acquisition Time (sec) 1.3631 Date 30 Aug 2017 01:55:28 Date Stamp 30 Aug 2017 01:55:28
File Name D:\CJO-UCSF\NMR\CJO-T1\CARBONJ\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 2000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.051
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File Name D:\CJO-UCSF\NMR\CJO-S1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 16
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.782
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Acquisition Time (sec) 1.3631 Date 30 Aug 2017 00:00:16 Date Stamp 30 Aug 2017 00:00:16
File Name D:\CJO-UCSF\NMR\CJO-S1\CARBON}fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 2000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.154
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Acquisition Time (sec) 4.0894

‘ Date

03 Aug 2017 10:36:00
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03 Aug 2017 10:36:00

File Name

D:\NMR\CJO\CJO-A1\2\fid

Frequency (MHz)

400.15
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32768
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97.12

SW(cyclical) (Hz) 8012.82

Solvent
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Spectrum Offset (Hz)
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Spectrum Type
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Sweep Width (Hz)

8012.58

Temperature (degree C) 22.616
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6/6/2018 12:52:17 PM

Acquisition Time (sec) 1.3631 Date 04 Aug 2017 00:55:44 Date Stamp 04 Aug 2017 00:55:44
File Name D:\NMR\CJO\CJO-A1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.584
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6/6/2018 11:13:13 AM

Acquisition Time (sec) 4.0894 ‘ Date 28 Jul 2017 11:10:08 Date Stamp 28 Jul 2017 11:10:08
File Name D:\NMR\CJO\CJO-N1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.575
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6/6/2018 11:18:46 AM

Acquisition Time (sec) 1.3631 Date 01 Aug 2017 01:51:12 Date Stamp 01 Aug 2017 01:51:12
File Name D:\NMR\CJO\CJO-N1\CARBONJ\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.274
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Acquisition Time (sec) 4.0894

‘ Date

09 Aug 2017 09:14:56

Date Stamp

09 Aug 2017 09:14:56
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D:\CJO-UCSF\CJO-O1\1\fid
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32
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6/6/2018 11:18:24 AM

Acquisition Time (sec) 1.3631 Date 10 Aug 2017 06:43:28 Date Stamp 10 Aug 2017 06:43:28
File Name D:\CJO-UCSF\NMR\CJO-O1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.387
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6/6/2018 11:19:50 AM

Acquisition Time (sec) 4.0894 ‘ Date 07 Aug 2017 12:56:48 Date Stamp 07 Aug 2017 12:56:48
File Name D:\NMR\CJO\CJO-P1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 62.81 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.530
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6/6/2018 11:19:33 AM

Acquisition Time (sec) 1.3631 ‘ Date 09 Aug 2017 06:43:28 Date Stamp 09 Aug 2017 06:43:28
File Name D:\CJO-UCSF\CJO-P1\2\fid Frequency (MHz) 100.63 Nucleus 13C Number of Transients 3000
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zgpg30
Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46 Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD
Sweep Width (Hz) 24037.73 Temperature (degree C) 23.282
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6/6/2018 11:23:34 AM

Acquisition Time (sec) 4.0894 ‘ Date 09 Aug 2017 09:04:16 Date Stamp 09 Aug 2017 09:04:16
File Name D:\CJO-UCSF\CJO-R1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 97.12 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.839
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6/6/2018 11:23:14 AM

Acquisition Time (sec) 1.3631 Date 10 Aug 2017 03:48:32 Date Stamp 10 Aug 2017 03:48:32
File Name D:\CJO-UCSF\NMR\CJO-R1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.213
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6/6/2018 12:56:35 PM

Acquisition Time (sec) 4.0894 ‘ Date 04 Aug 2017 11:12:16 Date Stamp 04 Aug 2017 11:12:16
File Name D:\NMR\CJO\CJO-H1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.760
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File Name D:\NMR\CJO\CJO-H1\CARBONJ\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.208
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File Name D:\NMR\CJO\CJO-G1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
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Sweep Width (Hz) 8012.58 Temperature (degree C) 22.780
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File Name D:\NMR\CJO\CJO-G1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.247
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File Name D:\NMR\CJO\CJO-F1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32

Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30

Receiver Gain 141.25 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD

Sweep Width (Hz) 8012.58 Temperature (degree C) 22.666
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Acquisition Time (sec) 1.3631 Date 02 Aug 2017 01:51:12 Date Stamp 02 Aug 2017 01:51:12
File Name D:\NMR\CJO\CJO-F1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 4000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.437
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Acquisition Time (sec) 4.0894 ‘ Date 25 Aug 2017 10:40:16 Date Stamp 25 Aug 2017 10:40:16
File Name D:\CJO-UCSF\NMR\CJO-J1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 141.25 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.636
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Acquisition Time (sec) 1.3631 Date 26 Aug 2017 00:55:44 Date Stamp 26 Aug 2017 00:55:44
File Name D:\CJO-UCSF\NMR\CJO-J1\CARBONJ\fid Frequency (MHz) 100.63 Nucleus 13C

Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR

Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46

Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.395
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File Name D:\CJO-UCSF\NMR\CJO-K1\2\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 64
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.602
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Acquisition Time (sec) 1.3631 Date 02 Sep 2017 04:48:16 Date Stamp 02 Sep 2017 04:48:16
File Name E:\CJO-Indole ProjecttNMR\CJO-K1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.487
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Acquisition Time (sec) 4.0894 ‘ Date 09 Aug 2017 09:08:32 Date Stamp 09 Aug 2017 09:08:32
File Name D:\CJO-UCSF\CJO-L1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR | Points Count 32768 Pulse Sequence zg30
Receiver Gain 97.12 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 | Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.855
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Acquisition Time (sec) 1.3631 Date 10 Aug 2017 00:55:44 Date Stamp 10 Aug 2017 00:55:44
File Name D:\CJO-UCSF\NMR\CJO-L1\CARBON\fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 3000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.169
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Acquisition Time (sec) 4.0894 ‘ Date 29 Aug 2017 08:25:52 Date Stamp 29 Aug 2017 08:25:52
File Name D:\CJO-UCSF\NMR\CJO-E1\6\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 141.25 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz) 2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.786
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Acquisition Time (sec) 1.3631 Date 01 Sep 2017 06:13:36 Date Stamp 01 Sep 2017 06:13:36
File Name D:\CJO-UCSF\NMR\CJO-E1\CARBON}fid Frequency (MHz) 100.63 Nucleus 13C
Number of Transients 2000 Origin spect Original Points Count 32768 Owner IND-NMR
Points Count 32768 Pulse Sequence zgpg30 Receiver Gain 196.40 SW(cyclical) (Hz) 24038.46
Solvent DMSO-d6 Spectrum Offset (Hz) 10061.7803 | Spectrum Type STANDARD | Sweep Width (Hz) 24037.73
Temperature (degree C) 23.511
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Acquisition Time (sec) 4.0894 ‘ Date 11 Aug 2017 09:08:32 Date Stamp 11 Aug 2017 09:08:32
File Name D:\CJO-UCSF\NMR\CJO-I1\1\fid Frequency (MHz) 400.15 Nucleus 1H Number of Transients 32
Origin spect Original Points Count 32768 Owner IND-NMR Points Count 32768 Pulse Sequence zg30
Receiver Gain 125.72 SW(cyclical) (Hz) 8012.82 Solvent DMSO-d6 Spectrum Offset (Hz)  2470.9260 | Spectrum Type STANDARD
Sweep Width (Hz) 8012.58 Temperature (degree C) 22.667
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HMBC (1H-13C) NMR spectrum of 21, peak of interest, in DMSO-d6
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