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Additional docking to NNRTI binding pocket

PDB Co-crystallized Compound 8c Compound 9c

Structure NNRTI
Docking Main Side Chain | Docking Side Chain
score Contacts score Contacts

3LP1 Nevirapine -8.32 -7.44

3v81 Nevirapine -8.65 -7.24

1KLM Delavirdine -9.64 Asnl103, Tyrl81, |-9.91 Asnl103, Tyrl81,

Tyrl88, Trp229 Tyrl88, Trp229
2YNG GSK560 -9.38 -9.78

LID for best docked poses at RNase H active site
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Fig. S1. Ligand Interaction Diagram for best poses of 8c and 9¢ docked into RNase H active
center: A) Compound 8c B) Compound 9c; LID legend: red — charged (negative) residues; blue —
charged (positive) residues; cyan — polar residues; green — hydrophobic residue.
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Fig. S2. Ligand Interaction Diagram for best poses of 8c and 9c docked into RNase H active
center with R448A mutation: A) Compound 8c B) Compound 9c; LID legend: red — charged
(negative) residues; blue — charged (positive) residues; cyan — polar residues; green —
hydrophobic residue.
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Fig. S3. Ligand Interaction Diagram for best poses of 8c and 9c docked into RNase H active
center with flexible Arg448 side chain: A) Compound 8c B) Compound 9c; LID legend: red —
charged (negative) residues; blue — charged (positive) residues; cyan — polar residues; green —

hydrophobic residue.



sv-7-269-carb

Sample Name:
sv-7-269-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20150323_sv-7-269-carb_01

FidFile: sv-7-269-carb_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 23 2015

Temp. 25.0 C s 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.704 sec

Width 9615.4 Hz

512 repetitions

OBSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 23 min

0.373
7.840

22

3.989

3.309

2.484

ppm



sv-7-269-carb

Sample Name:
sv-7-269-carb
Data Collected on:
nmr6003-vnmrs600
Archive directory:
- /data/sverneka
Sample directory:
20150323_sv-7-269-carh_01
FidFile: sv-7-269-carb_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Mar 23 2015

39.975
39.837

\_7 - 39.699
39.561

Temp. 25.0 C / 298.1 K
Operator: sverneka

.397
- 40.259
40,113

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acqg. time 0.865 sec ~
Width 37878.8 Hz

25000 repetitions
OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536

Total time 12 hr, 57 min

/-40

124.329
113.626

56.373

\\\~3G.724

144.039
~-112.936

109.709

127.464
124.467

124.122

166.923
161.863
148.508

154.220
40.512
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sv-7-263-carh

Sample Name:
sv-7-263-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20150326_sv-7-263-carb_01

FidFile: sv-7-263-carh_PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 27 2015

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

64 repetitions

OBSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 2 min 53 sec

3.838
3.307

4.203
2.483

7.598
—7.502
.490
434
324

—7
7

1.01 2.0218 2.00
1.08.2020 _ 3.22



166.961

sv-7-263-carb

Sample Name:
sv-7-263-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20150326_sv-7-263-carb_01

FidFile: sv-7-263-carb_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Mar 26 2015

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.865 sec

Width 37878.8 Hz

24000 repetitions
OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 12 hr, 26 min

130.278
129.649
128.622

162.001
155.776
137.078
135.805
127 .456
—-125.456
--109.663
56.335

\—128.277
w\

40.512

~—40.259

—40.397

\ . 39.561
36.686

~-39.983
—-39.837

_—40.121

\

\__39.699

3
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sv-7-261-carb

Sample Name:
sv-7-261-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20150325_sv-7-261-carb_01

FidFile: sv-7-261-carb_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 25 2015

Temp. 25.0 C ,/ 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

64 repetitions

OBSERVE H1, 599.6554612 MHz
DATA PROCESSING

FT size 32768
Total time 2 min 53 sec

.493
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sv-7-261-carb

Sample Name:
sv-7-261-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
s/data/sverneka

Sample directory:
20150325_sv-7-261-carb_01

FidFile: sv-7-261-carb_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Mar 25 2015

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 0.865 sec

Width 37878.8 Hz

25000 repetitions
OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 12 hr, 57 min

56.381
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sv-7-251-carhb

Sample Name:
sv-7-251-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/sverneka

Sample directory:
20150306_sv-7-251-carb_01

FidFile: sv-7-251-carb_PROTON_02

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Mar 7 2015

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.704 sec
Width 9615.4 Hz

128 repetitions o
OBSERVE H1, 599.6555207 MHz «
DATA PROCESSING v
FT size 32768
Total time 5 min 46 sec
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sv-7-251-carb

Sample Name:
sv-7-251-carh

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/sverneka

Sample directory:
20150306_sv-7-251-carb_01

FidFile: sv-7-251-carb_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Mar 6 2015

Temp. 25.0 C s 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.865 sec

Width 37878.8 Hz

24000 repetitions

OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 43 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 12 hr, 26 min

~—-130.883

\_133.015

160.583

—158.011
156.198

166.846
—158.927

163.527
161.810

160.660

163.450
161.909

133.107
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04s

Vi
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— 121,277

121.385
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sv-7-111

Sample Name:
sv-7-111

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20141014_sv-7-111_01

FidFile: sv-7-111_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 14 2014

Temp. 25.0 C 7 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 1.704 sec

Width 9615.4 Hz

8 repetitions

OBSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 0 min 22 sec
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sv-7-111

Sample Name:
sv-7-111

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/sverneka

Sample directory:
20141014_sv-7-111_01

FidFile: sv-7-111_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Oct 14 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 0.865 sec

Width 37878.8 Hz

2000 repetitions
OBSERVE (C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 1 hr, 2 min
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sv-7-83-carb

Sample Name:
sv-7-83-carhb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/sverneka

Sample directory:
20141023_sv-7-83-carb_01

FidFile: sv-7-83-carb_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 23 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

64 repetitions
OBSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 2 min 53 sec

10.449

3.305

2.481




sv-7-83-carb

Sample Name:
sv-7-83-carb

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20141023_sv-7-83-carb_01

FidFile: sv-7-83-carb_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Oct 23 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.865 sec

Width 37878.8 Hz

28500 repetitions

OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 14 hr, 45 min

134.954

140.811
139.063

166.318
162.247

40.251
—40.113
20-.8.2C
39.837
39.699

\_

\

132.394

128.327
129.066
128.307
/—128.039

127.717

126.153

40.397

\\\ 39.561
—.37.023




sv-7-77-carbon

Sample Name:
sv-7-77-carbon
Data Collected on:
nmr6003-vnmrs600
Archive directory:
s/data/sverneka
Sample directory:
20141105_sv-7-77-carbon_01
FidFile: sv-7-77-carbon_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Nov 5 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

64 repetitions
OBSERVE H1, 599.6555103 MHz
DATA PROCESSING

FT size 32768
Total time 2 min 53 sec

10.478

8.154
8.143

2.498

3.339

1.232




sv-7-77-carhbon

Sample Name:
sv-7-77-carhon

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/sverneka

Sample directory:
20141105_sv-7-77-carbon_01

FidFile: sv-7-77-carbon_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Nov 5 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 0.865 sec

Width 37878.8 Hz

29000 repetitions

OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 15 hr, 1 min
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39.699
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10.367

sv-7-63-carbon

Sample Name:
sv-7-63-carhon
Data Collected on:
nmr6003-vnmrs600
Archive directory:
s/data/sverneka
Sample directory:
20140924_sv-7-63-carbon_01
FidFile: sv-7-63-carbon_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 24 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec
Pulse 45.0 degrees
Acq. time 1.704 sec
Width 9615.4 Hz
32 repetitions
OBSERVE H1, 599.6555207 MHz
DATA PROCESSING
FT size 32768
Total time 1 min 27 sec

7.108
7.095

— 73423
——A.048

—7.432
—7.429

7.943
937
—7.928

7.035

4.059

~—3.971

3.309

2.483

2.244

2.228

ppm



sv-7-63-carbon

Sample Name:
sv-7-63-carbon
Data Collected on:
nmr6003-vnmrs600
Archive directory:
/data/sverneka
Sample directory:
20140924_sv-7-63-carbon_01
FidFile: sv-7-63-carbon_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 24 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec
Pulse 45.0 degrees

Acg. time 0.865 sec =
Width 37878.8 Hz Ll
24000 repetitions o«
OBSERVE C13, 150.7835006 MHz ™
DECOUPLE H1, 599.6585190 MHz [ &
Power 36 dB o
continuously on o %2
WALTZ-16 modulated - =
DATA PROCESSING o &
Line broadening 0.5 Hz <
FT size 65536
Total time 12 hr, 26 min
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sv-7-35-new-1

Sample Name:
sv-7-35-new-1

Data Collected on:
nmr6003-vnmrs600

Archive directory:
s/data/sverneka

Sample directory:
20140925_sv-7-35-new-1_01

FidFile: sv-7-35-new-1_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: cd3od
Data collected on: Sep 25 2014

Temp. 25.0 C , 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

32 repetitions

OBSERVE H1, 599.6550350 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 27 sec
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sv-7-35-carbon-1

Sample Name:
sv-7-35-carbon-1
Data Collected on:
nmr6003-vnmrs600
Archive directory:
/data/sverneka
Sample directory:
20141007 _sv-7-35-carbon-1_01
FidFile: sv-7-35-carbon-1_CARBON_01

47 .426
47 .288

\—47.143

Pulse Sequence: CARBON (s2pul)
Solvent: cd3od
Data collected on: Oct 7 2014

.47.994
/ __47.856
/__47.710

\\
X

/,
/
\

\

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 0.865 sec

Width 37878.8 Hz

25000 repetitions

OBSERVE C13, 150.7833785 MHz
DECOUPLE H1, 599.6580333 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 12 hr, 57 min

129.066

-128.606
127.568

126.881
125.662
125.264

135.100
132.677
125.241

166.647
162.300
143.448
137.729

125.210

125.187

48 .139
37.299
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sv-7-51-carbon

Sample Name:
sv-7-51-carbon
Data Collected on:
nmré003-vnmrs600
Archive directory:
/data/sverneka
Sample directory:
20140923_sv-7-51-carbon_01
FidFile: sv-7-51-carbon_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Sep 23 2014

Temp. 25.0 C s 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

32 repetitions

OBSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 27 sec

4.142

4.007

3.336
-2.483

3 2 1 ppm
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sv-7-51-carbon

Sample Name:
sv-7-51-carhbon
Data Collected on:
nmr6003-vnmrs600
Archive directory:
/data/sverneka
Sample directory:
20140923_sv-7-51-carbon_01
FidFile: sv-7-51-carbon_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Sep 23 2014

39.829

Temp. 25.0 C ,/ 298.1 K
Operator: sverneka

. 40.105
\\39.967
\
. 39.691

A\
\

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.865 sec

Width 37878.8 Hz

23000 repetitions

OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 11 hr, 55 min

\

\

_.40.243
\

132,555
126.812
122.328
40.389
39.553
35.536

127.947

133.436

- 134.195
132.662
132.624

132.601

. 30.831

—137.423

162.208
\-126.076
22.305

166.310
112.231
112.208
112.093
112.062
104.580
104.411
104.235
40.504

122.220
122.197

160.039
=
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sv-7-95-carbon

Sample Name:
sv-7-95-carhbon
Data Collected on:
nmr6003-vnmrs600
Archive directory:
/data/sverneka
Sample directory:
20141008_sv-7-95-carbon_01
FidFile: sv-7-95-carbon_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: dmso
Data collected on: Oct 8 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.704 sec

Width 9615.4 Hz

32 repetitions

O0BSERVE H1, 599.6555207 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 27 sec

458
7.442
7.436

7.490
7.476
4‘%;:
e
7.121

7.956
7.950
7.942

4.058

4,008
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sv-7-95-carbon

Sample Name:
sv-7-95-carbon

Data Collected on:
nmr6003-vnmrs600

Archive directory:
s/data/sverneka

Sample directory:
20141008_sv-7-95-carbon_01

FidFile: sv-7-95-carbon_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

Data collected on: Oct 8 2014

Temp. 25.0 C / 298.1 K
Operator: sverneka

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 0.865 sec

Width 37878.8 Hz

25000 repetitions
OBSERVE C13, 150.7835006 MHz
DECOUPLE H1, 599.6585190 MHz
Power 36 dB

continuously on

WALTZ-16 modulated
DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 12 hr, 57 min

138.818
.542

138

166.310
1

162.216

135.023

133.459

131,911

131.512

127.955

-~ 126.789

—-126.145

—

119.882

40.397

40.259

40.113

39.975

39.837

89.699

39.561
36.931

35.659

ppm
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jt-6-7

Sample Name:
jt-6-7

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/tangx252

Sample directory:
20150526_jt-6-7_01

FidFile: jt-6-7_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: cd3od
Data collected on: May 26 2015

Temp. 25.0 C ,/ 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.704 sec

Width 9615.4 Hz

8 repetitions

OBSERVE H1, 599.6550350 MHz
DATA PROCESSING

FT size 32768

Total time 0 min 22 sec

ZT




JL=b=/-13C

Sample Name:
jt-6-7-13C

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/tangx252

Sample directory:
20160721_jt-6-7-13C_02

FidFile: CARBON

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jul 21 2016

Temp. 25.0 C / 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acgqg. time 0.865 sec

Width 37878.8 Hz

1344 repetitions

OBSERVE C13, 150.7818626 MHz
DECOUPLE H1, 599.6520046 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 6.5 Hz

FT size 65536
Total time 1 hr, 2 min

166.709
161.749

170.244
144.016

136.327
-132.087

—131.489

—131.436

129.389

120.166
118.249
117.023

/

J;
T e

115.551
115.413

9a

42.765

40.365

40.220
—40.082

29 _94q
39.806
39.668

39.530

37.506




/ jt-6-11

Sample Name:
Jt-6-11

Data Collected on:
nmr6003-vnmrs600

Archive directory:
,sdata/tangx252

Sample directory:
20110525_jt-6-11_01

FidFile: jt-6-11_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: cd3od
Data collected on: May 25 2011

Temp. 25.0 C / 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acg. time 1.704 sec

Width 9615.4 Hz

32 repetitions

OBSERVE H1, 599.6811318 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 27 sec
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jt-6-11-13C

Sample Name:
jt-6-11-13C

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/tangx252

Sample directory:
20160722_jt-6-11-13C_01

FidFile: JT-6-11-13C

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jul 22 2016

Temp. 25.0 C 7 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 0.865 sec

Width 37878.8 Hz

2624 repetitions

OBSERVE C13, 150.7818626 MHz
DECOUPLE H1, 599.6520046 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 2 hr, 35 min

166.732

161.795

136.128

131.091

131.029

- 129.212

119.323
118.096

115.972

115.827

9b

—40.220
40.082
20 _9gag
39.806

- 39.668

=

40.358

-

39R5272
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/ jt-6-19

Sample Name:
jt-6-19

Data Collected on:
nmr6003-vnmrs600

Archive directory:
sdata/tangx252

Sample directory:
20110525_jt-6-19_02

FidFile: jt-6-19_PROTON_01

Pulse Sequence: PROTON (s2pul)
Solvent: cd3od
Data collected on: May 25 2011

Temp. 25.0 C / 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 1.704 sec

Width 9615.4 Hz

32 repetitions

OBSERVE H1, 599.6811465 MHz
DATA PROCESSING

FT size 32768
Total time 1 min 27 sec

ZI




Jt-6-19-13C

Sample Name:
Jt-6-19-13C
Data Collected on:
nmr6003-vnmrs600
Archive directory:
/data/tangx252
Sample directory:
20160721_Jt-6-19-13C_01
FidFile: Jt-6-19-13C_CARBON_01 9c

Pulse Sequence: CARBON (s2pul)
Solvent: dmso
Data collected on: Jul 21 2016

40.227
-40.089
_39.951
—~39.813

\__39.675

Temp. 25.0 C / 298.1 K
Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acqg. time 0.865 sec

Width 37878.8 Hz

2000 repetitions
OBSERVE C13, 150.7818626 MHz
DECOUPLE H1, 599.6520046 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 1 hr, 2 min

39.530

//‘~40.365

129.534
129.381
128.783

127.089
43.808
37.498

118.242

144.062
136.327
5.967
120.128
- 117.015

170.328
1

— 166.702
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jt-6-27

Sample Name:
jt-6-27

Data Collected on:
nmr6003-vnmrs600

Archive directory:
/data/tangx252

Sample directory:
20110526_jt-6-27

FidFile: jt-6-27_PROTON_01
Pulse Sequence: PROTON (s2pul)

Solvent: cd3od

Data collected on: May 26 2011

Temp. 25.0 C , 298.1 K

Operator: tangx252

Relax. delay 1.000 sec

Pulse 45.0 degrees
Acq. time 1.704 sec
Width 9615.4 Hz

32 repetitions

OBSERVE H1, 599.6809264 MHz

DATA PROCESSING
FT size 32768

Total time 1 min 27 sec
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jt-6-27-13C

Sample Name:
jt-6-27-13C
Data Collected on:
nmr6003-vnmrs600 9d
Archive directory:
/data/tangx252
Sample directory:
20160722_jt-6-27-13C_01
FidFile: jt-6-27-13C_CARBON_01

Pulse Sequence: CARBON (s2pul)
Solvent: dmso

N T b0 O
-
Data collected on: Jul 22 2016 ~cprRSe
coboo
Temp. 25.0 C /s 298.1 K s hom
Operator: tangx252 L ‘ /J
SN

Relax. delay 1.000 sec

Pulse 45.0 degrees

Acq. time 0.865 sec

Width 37878.8 Hz

2000 repetitions

OBSERVE C13, 150.7818626 MHz
DECOUPLE H1, 599.6520046 MHz
Power 36 dB

continuously on

WALTZ-16 modulated

DATA PROCESSING

Line broadening 0.5 Hz

FT size 65536
Total time 1 hr, 2 min
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