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LC/MS/MS detection and analysis parameters for plasma protein binding, microsomal and

plasma stability

LC/MS/MS analysis was performed using AB Sciex 4000 QTRAP System and Shimadzu Nexara
UPLC System equipped with Waters Atlantis T3, 2.1 x 50 mm, 5 um, with guard column and
column temperature was set to 40 °C. Injection volume was 3—5 plL and the autosampler cooler
was set to 12 °C. The flow rate was 0.2 mL/min with gradient: 5% B for 1 minute then 5-100% B
for 5 minutes (A: 0.1% (v/v) formic acid in water and B: 0.1% (v/v) formic acid in acetonitrile).

Mass spectrometer parameters in Selected Reaction Monitoring (SRM) mode are tabulated below:
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Table S1. Mass spectrometer parameters of analogs tested for their plasma protein binding,

microsomal and plasma stability.

Compound lonization Mode | Declustering Collision m/z
Potential Energy

pretomanid 2 positive 70 32 360.1—174.8

360.1—200.9
verapamil positive 70 35 455.3—165.3

455.3—303.3
eucatropine positive 70 30 292.3—109.4
carbutamide positive 70 25 272.1—155.8
sulfamethoxazole positive 60 17 254.3—155.9
17k positive 70 35 329.2—105.1
26j positive 70 35 322.1—143.2
3de positive 70 35 348.2—168.1
349 positive 70 40 432.0—252.2
34j positive 70 35 432.15252.2
34k positive 70 40 432.2—252.2
34p positive 70 40 354.2—174.2

HEK?293 mammalian cytotoxicity assay (assay B) for 7. b. brucei selectivity

Compounds were tested for activity against human embryonic kidney cells (HEK293), as
described in Sykes et al (2012), with a slight modification, by using resazurin as a viability
indicator. Briefly, 7.27x10* HEK cells/ml were added in 55 uL of DMEM, high glucose medium
to 384-well plates. Following 24 h incubation at 37°C / 5% CO2, compounds were added following
pre-dilution in DMEM on a Minitrak compound handling system (PerkinElmer). Cells were grown
for 72 h before the addition of 10 pL of a final concentration of 49 UM of resazurin, prepared in

DMEM. Following 4 h incubation, plates were read on an Envision plate reader (PerkinElmer).
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ICso values were calculated from two independent experiments in GraphPad Prism 6 (GraphPad

Software).

Table S2. Additional cytotoxicity data to determine selectivity indices of compounds 17a—k,

26a-k, and 34a—p.

Compound HEK293 HEK293 3T3¢
(Assay A)? (Assay B)? CCso (uM)
CCso (uM) CCso (uM)

17a >100 >79.4 >73.3
17b >100 >79.4 >73.3
17¢ >100 >79.4 >73.3
17d >100 >79.4 >73.3
17e >100 >79.4 >73.3
17f >100 >79.4 >73.3
17g >100 >79.4 ND
17h >100 ND ND
17i >100 >79.4 >73.3
17j >100 >79.4 >73.3
17k >100 >79.4 >73.3
26a >100 >73.3 ND
26b >100 >73.3 ND
26¢ >100 >73.3 ND
26d >100 >73.3 ND
26e >100 >73.3 ND
26f >25 >18.3 ND
26g >118 ND ND
26h >94 >79.4 >36.6
26i >100 >73.3 ND
26j >100 >79.4 >73.3
26k >100 >36.6 ND
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Compound HEK293 HEK293 3T3¢
(Assay A)? (Assay B)? CCso (uM)
CCso (uM) CCso (uM)
34a >100 >73.3 >36.6
34b >100 >79.4 >73.3
34c¢ >50 >36.6 >36.6
34d >100 >73.3 >73.3
34e >92 >79.4 >36.6
34f >50 >36.6 >18.3
34g >50 >39.7 >36.6
34h >50 >36.6 >18.3
34i >50 >36.6 >36.6
34j >T74 >79.4 >36.6
34k >100 >79.4 >36.6
341 >94 >79.4 >36.6
34m >100 >79.4 >36.6
34n >50 >36.6 >18.3
340 >50 >39.7 >18.3
34p >100 >73.3 >36.6

2 Assay A was performed based on 20 h of incubation. ® Assay B was performed based on 72 h of incubation, following a procedure
as described in S3. ¢ Assay was performed based on 48 h of incubation, to determine the selectivity to 7. cruzi amastigotes over

3T3 host cells. ND — not determined.
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'H and *C NMR spectra
2-Nitro-7-(2-oxo0-2-phenylethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17a)

'H NMR (600 MHz, DMSO-ds)

Parameter Value

1 Title CWAB8692_034_new_ppt_ACN

_MeOH.1.fid PP 8 8 8 8 8
2 Origin Bruker BioSpin GmbH 8 E E E E E
3 Owner nmr alagayaNala)
4 Spectrometer spect
o eovent oSO DOO0ONDHDRVRVOOWOLLLOLOLOLIITNOLLNOANNNNT"TTNON—OOOD

X =-=O OSSOSO ORRKRRNNRNRERNNENNOCOOOOOOOOQOMNMEMInHML DB

6 Temperature 298.0 W OWOWOOOWOWOWOOWNNNNNNNNNNNNNNNNRNNNNNNNDONNNNN
7 Pulse Sequence zg e e L M e — " n " n . " " L L P L S S S S|
8 Experiment 1D S T T
9 Probe Z129649_0009 (CP TCI 600S3

H&F-C/ N-D-05 Z)
10 Number of Scans 32
11 Receiver Gain 191.6
12 Relaxation Delay 1.0000
13 Pulse Width 7.0100
14 Presaturation Frequency
15 Acquisition Time 2.2807
16 Acquisition Date 2017-10-08T13:27:40
17 Modification Date 2017-10-08T13:27:40 T T
18 Spectrometer Frequency 600.13 80 79 7f81(7Zn) 76 75 74 73 72
19 Spectral Width 7183.9 PP
20 Lowest Frequency -591.3
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536

4 I I8 d
3 S 2333 <

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 0.0 -05
1 (ppm)
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2-Nitro-7-(2-oxo0-2-phenylethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17a)

13C NMR (150 MHz, DMSO-ds)

Parameter

1 Title

2 Origin

3 Owner

4 Spectrometer

5 Solvent

6 Temperature

7 Pulse Sequence
8 Experiment

9 Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer Frequency
19 Spectral Width

20 Lowest Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB8692_034_new_ppt_ACN
_MeOH.2.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
jmod
JMOD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

10000
191.6
1.0000
11.5000

0.8738
2017-10-10T07:39:28
2017-10-10T07:39:28
150.92

37500.0

-2151.2

13C

32768

65536

oo IloNoNoNONe
DN NN
S3I=====
™ NENNNO =Y OO ogoaaoaonn
I NSO ON N O ©f© 1O & N
o ODIFOOOANNN— O < o oo oo oo
~— T - - r-Tr T T T T IO MO MO MMM
\ \ | | —

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)
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2-Nitro-7-(2-oxo0-2-(4-(trifluoromethoxy)phenyl)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17b)

© OCF,4

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONO U A WN R

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA8692_088_ppt_ACN_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

zg

1D

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
16

155.2
5.0000

7.0100

2.2807

2017-10-04T12:02:56

2017-10-04T12:02:56

600.13

7183.9
-591.3

1H
16384
65536

ONONONONO
(ON2NPNONON)]
h====2=
EaNaNaNalal
DT ATOOANANTNTNTONT T T T OO OO ANTT—T (N —OPD OO’
OANANANNNNGOOOOOO©O©OOOMMOCMPLLILWOS
OO OWOWOWOWOWNNMNNNNNNNNNNNL DPANNNNN
T T T 77T T T T T T T T
84 83 82 8178 7.7 76 75 74 73 72 71
1 (ppm)
).
g L & :
o N — N — o~
77 - rr T~ Tr T T T T T T T T T T T T T T T T T T T T T T T L
105 100 95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0 -05
1 (ppm)
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2-Nitro-7-(2-oxo0-2-(4-(trifluoromethoxy)phenyl)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17b)

© OCF,4

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWAB8692_088_ppt_ACN_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 60053 H&F-C/
N-D-05 2)
5800

191.6
1.0000

11.5000

15 Acquisition Time0.8738

2017-10-04T17:17:55

2017-10-04T17:17:55

150.92

37500.0
-2151.2

13C
32768
65536

O O0O000O0
O nnnon
== ====
™ Ne=Re=RNMY-NO®M®O aonaonn
— ANNOTNOTANT—~O N O~ N O OO O & N
o LT OOOANNNN~ T+~ O < o oo oo oo
— T r-Frmrrrmrr-rf-r@-rrsrTsTTsT T MMM MmO MMM
\ N R ——— R b
L s
LI O Y L R A |
124 123 122 121 120 119 118 117
1 (ppm)
T T T 1 T T T T *T T T 7T T L L T T T 1T T 7T LI T T L T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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2-Nitro-7-(2-oxo0-2-(p-tolyl)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17c)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA8692_072_ppt_ACN_MeOH.2.fid o O o O O
2 Origin Bruker BioSpin GmbH C) (ONONONON))
3 Owner nmr n=sS=====
4 Spectrometer spect T O000ANQO
5 Solvent DMSO VDDDOONOUONONNTON © S =R R o) B op)
6 Temperature 298.0 wo’@@o’@@@@q‘ﬁ'vﬂ'?vmmm C')LDLOLOLDWQ'
7 Pulse Sequence zg [o o T N N I R T T I N T S T N B R D T ) oD AN AN KN ANANN
8 Experiment 1D —_— *—;\» ;‘;;\%\# S S S— ‘ \4%4
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

10 Number of 16

Scans
11 Receiver Gain  172.8
12 Relaxation 5.0000

Delay

13 Pulse Width 7.0100
14 Presaturation

Frequency
15 Acquisition 2.2807
Time
16 Acquisition 2017-09-28T17:11:06
Date T T T T~ T " T T T " T " T T T T T T
17 Modification 2017-09-28T17:11:06 8.1 8.0 79 78 77 76 75 74 73 72
Date f1 (ppm)
18 Spectrometer  600.13
Frequency
19 Spectral Width 7183.9
20 Lowest -591.3
Frequency
21 Nucleus 1H
22 Acquired Size 16384 J
23 Spectral Size 65536 A
3 i 344 : :
IS a oo - ©
T T T T T T T T T T T T T T T T T T T T T T T
105 100 95 90 85 8.0 75 70 65 60 55 50 45 40 35 30 25 20 1.5 10 05 00 -05

f1 (ppm)
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2-Nitro-7-(2-oxo0-2-(p-tolyl)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17¢)

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer

Temperature

1

2

3

4

5 Solvent
6

7

8 Experiment
9 Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWAB8692_072_ppt_ACN_MeOH.3.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10000

191.6
1.0000

11.5000

15 Acquisition Time0.8738

2017-09-28T22:32:10

2017-09-28T22:32:10

150.92

37500.0
-2151.2

13C
32768
65536

oo ToNONONONO

NN oo

= 2==2==2=2
0 N NN NSO cgooooao
— NOSF I~ DO O © O QO 0T N ™
(o] LITITOOANNNTTO < O Qo) O O O O v
— Ll ol i MO MM O OO MAN
\ ~N\ SN\NFm——— |

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20
1 (ppm)
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2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)-N-phenylacetamide (17d)
22,0
O,N
2 %N\)J\N
o H

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA8692_039_combined_ppt
_ACN_MeOH.1.fid - o 8 8 8 8 S
2 Origin Bruker BioSpin GmbH =<
3 Owner nmr < %g%%gz
1 Shearemeter e ) © MONWOVONRKNNNOOTTARANT-—DONNOON—O OO0
o @ OOV MOHOHOHOHNRMNONNOOOOOKMLIOIDILOILD S
6 Temperature 298.0 - 0 NNNNNNNNNNNNNNNNNNNNNNSOANNNNC
7 Pulse Sequence 29 ‘ ‘ l\\'ﬁfJQQAAQ;QQ . L ‘ﬁ“ L L L R T T T T R}
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10 Number of Scans 16
11 Receiver Gain 59.7
12 Relaxation Delay 5.0000
13 Pulse Width 7.0100
14 Presaturation Frequency
15 Acquisition Time 1.9464
16 Acquisition Date 2017-09-21T18:49:11
17 Modification Date 2017-09-21T18:49:11
18 Spectrometer Frequency 600.13
19 Spectral Width 8417.5
20 Lowest Frequency -1208.1
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536
:
o
— T T —1
12.0 11.5 11.0 105 10.0 9.5 50 45 40 -15 -2
1 (ppm)
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2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)-N-phenylacetamide (17d)
22,0
O,N
2 %N\)J\N
o H

13C NMR (150 MHz, DMSO-ds)

Parameter

1 Title

Origin
Owner
Spectrometer

2

3

4

5 Solvent
6 Temperature

7 Pulse Sequence

8 Experiment

9 Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer Frequency
19 Spectral Width

20 Lowest Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB8692_039_combined_ppt_
ACN_MeOH.3.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
jmod
JMOD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

7500
191.6
1.0000
11.5000

0.8738
2017-09-21T23:01:27
2017-09-21T23:01:27
150.92

37500.0

-2151.2

13C

32768

65536

oNeoNoNe ToNoN®)

DOy O O

=S=Z=ZZ= ==

CNOWWROO=NQ cooaoono

ONCWOWSOOTMOD O O © O QO WS N

OCOFTOOMANNT— — O co oo oo oo

T rrF-Fr-rrr T T T T T o LM MMOMMm Mo

NS A —_—
L L B EL N B T T L L L T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

1 (ppm)

S13



N-Benzyl-2-(2-nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)acetamide (17¢)

/ N/\ 0
OZN{Q;\[(N%N
H
(0]

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment

© 0NV AWN R

Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWA8692_062_ppt.1.fid
Bruker BioSpin GmbH
nmr

spect

DMSO

298.0

29

1D

Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

32

140.4

5.0000

7.0100

1.9464
2017-09-17T13:21:29
2017-09-17T13:21:29
600.13

8417.5
-1208.1
1H
16384
65536

(ONONONONG®)
QuVLWWWMW®
Nn=2====
i apayayayal
TOODOONDITITITONOOMONOANNNOWOVWMWMWOWONNNNNNOOLYTATN—TOOOO
VOOOQMMOHMMMOMOMONNNNNNNNNNNNNN©®M®IOL WL S
CWOOWOONNNNNNNNNNNNNNNNNANNNNNNDNANNNNNS ST ONNNNN
e e e L L —— T S S T T S S S S S
T T T L T T L T T T T
8.7 8.6 7.7 7.6 7.4 7.3 7.2
1 (ppm)
38 1o 4 3
x Qe e o =
=0 o - MmN NN
) T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 105 10.0 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
1 (ppm)
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N-Benzyl-2-(2-nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)acetamide (17¢)
/ N/\ o)
O,N
2 {ﬂ;\[(N\)J\N
o H

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VO NV A WN

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Presaturation
Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWAB692_062_ppt.2.fid
Bruker BioSpin GmbH
nmr

spect

DMSO

298.0

jmod

JMOD

Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

7000

191.6

1.0000

11.5000

0.8738
2017-09-17T17:15:58
2017-09-17T17:15:58
150.92

37500.0
-2151.2
13C
32768
65536

—166.3
106.7
50.2
421
39.9 DMSO
39.8 DMSO
39.6 DMSO
oJ.0 DIVIoU
39.4 DMSO
39.2 DMSO
39.1 DMSO

|
|

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)
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2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)-N-(3-(trifluoromethoxy)benzyl)acetamide (17f)

/N7 O
OZNfN/J\/PNQJ\N OCF,
J H

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWAB8692_111_ppt_ACN.1.fid o o O o C
2 Origin Bruker BioSpin GmbH O U) U) (D U) u
3 Owner nmr O§§§§:
4 Spectrometer spect I D O O D C
3 Solvent pMso TNOL OO NOLTANNT—TT—OOLOWOOLIOWONN—TOOOCJ
© Tempetwre 2980 BNRR OBLITINNNONNNRNNNNNNG®®OIOWHIH DS
7 Pulse Sequence  zg W00 NNNNNNKNKNKNNKNNNRNNRNNNRNSSYOANNNNCO
8 Experiment 1D —— o —————————eee _ - S —— _ o ————
9 Probe Z129649_0009 (CP TCI 600S3 H&F-

C/ N-D-05 Z)

10 Number of Scans 32
11 Receiver Gain 116.1

12 Relaxation Delay ~ 5.0000
13 Pulse Width 7.0100
14 Presaturation
Frequency
15 Acquisition Time 1.9464
16 Acquisition Date 2017-10-14T16:29:47
17 Modification Date 2017-10-14T16:29:47
18 Spectrometer 600.13
Frequency

19 Spectral Width 8417.5

20 Lowest Frequency -1208.1 88 87 86 76 75 74 73 72
21 Nucleus 1H f1 (ppm)

22 Acquired Size 16384

23 Spectral Size 65536

8%
F
2.00-=
2.02=

r T T T T T T T T

12.0 115 11.0 105 10.0 95 9.0 85 8.0

T T T T T T T T T T T T T T T T T T T
5 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -10 -15 -2
1 (ppm)

S16



2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)-N-(3-(trifluoromethoxy)benzyl)acetamide (17f)

/ N/\ 0
02N4N;\[(N\)J\N
H
(0]

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer

1

2

3

4

5 Solvent
6 Temperature

7 Pulse Sequence
8 Experiment

9 Probe

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Presaturation
Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWA8692_111_ppt_ACN.3.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

jmod

JMOD

Z129649_0009 (CP TCI 600S3 H&F-
C/ N-D-05 Z)

10000

191.6

1.0000

11.5000

0.8738
2017-10-18T22:58:00
2017-10-18T22:58:00
150.92

37500.0
-2151.2
13C
32768
65536

OCF;
[oNeToNoNoNoNe!
DY NN w!
= J=====
COITROONT-NO©OI M NI QN cooooon
caAONABVOoOOTNOTDON G @ NQO YO O N
OIS O NANANN-- - — OO~ OO OO
ol ol e el el el e S i a a i el el Sl Sl e ol FO N N i e s B es| Hep ENes RN es RN es Miep]
o= ) eem—m————— e
L e
L T T T T T T T T T T
123 122 121 120 119 118
1 (ppm)
T T T T —7T1T T 7T T T T 1T 1T T T T T T T T T 7 T T T T T 7T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)ethyl acetate (179)
7N o
O,N
° {Q;\[(N\/\O)J\
o]

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWAB8412_082_crude.1.fid o O o o O o
2 Origin Bruker BioSpin GmbH c) NNV
3 Owner nmr C)§§§§§§
4 Spectrometer spect a [alalalalala)
5 Solvent bMso — 00~ —TOOONOLJYP—T— OO0 O DN
6 Temperature 298.0 [e] [TolToNNepMep] OO ANT™ ™~ PLWOLOLWLWLWO
7 Pulse Sequence zg o0 NININDS <t T TP ANNNANANN
8 Experiment 1D ‘ ‘\\ // \*%\/ W/
9 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10 Number of Scans 16
11 Receiver Gain 109.3
12 Relaxation Delay 5.0000
13 Pulse Width 7.0100
14 Presaturation
Frequency
15 Acquisition Time 2.2807
16 Acquisition Date 2017-06-01T10:13:19
17 Modification Date 2017-06-01T10:13:19
18 Spectrometer 600.13
Frequency
19 Spectral Width 7183.9
20 Lowest Frequency  -592.6 LA T T
21 Nucleus 1H 72 71 44 43 42 41
22 Acquired Size 16384 f1 (ppm)
23 Spectral Size 65536
{ L
4 g It 4
© e < - @
o - - oo o~
T T T T — T T — T T T L
9.0 8.5 7.5 7.0 6.5 5.0 3.0 25 2. -0.5

1 (ppm)
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2-(2-Nitro-8-oxoimidazo[1,2-a]pyrazin-7(8H)-yl)ethyl acetate (179)

7N
ozNﬂf/J\mN\/\o i
0]

13C NMR (150 MHz, DMSO-ds)

O

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW NO U D WN

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Presaturation
Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWAB8412_082_crude.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

2gpg

1D

Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

2560

191.6

1.0000

11.5000

0.9044
2017-06-01T11:38:16
2017-06-01T11:38:16
150.92

36231.9
-3025.7
13C
32768
65536

ooy oNONONON®
DML
=S=cEBE====2
~ © o ® oW ® [ala) alfalalalal
o N <4 < © © O™ XXO WS N ©
~ o < NN+~ O - OO OO OO
— - - - O OOOMmoOmMmmMmAN
\ \ o — N~ R e
| Al | ]
T T T T T T T - 1 - T 1T © T *T 7T T T L L T L L
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 10 2
1 (ppm)
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7-(2-Hydroxyethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17h)

oN— | \N
NJﬁ( \/\OH
(0]

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWAB8412_083_purified.1.fid O O O O O
2 Origin Bruker BioSpin GmbH o (D (D U) (D (D
3 Owner nmr 022222
4 Spectrometer spect I D D O D D
5 Solvent pMso — TolTy e N-0] TOOONOWLMNOLTN— OO OO
§ Temperaturs 298.0 b 1w NN NN RNE O P EMIOLOILD LW
7 Pulse Sequence  zg 0 NSNS tTFETOON NP OO NNNNN
8 Experiment 1D | — —\— ~L— = —
9 Probe Z129649_0009 (CP TCI 600S3

H&F-C/ N-D-05 Z)
10 Number of Scans 32
11 Receiver Gain 116.1
12 Relaxation Delay 5.0000
13 Pulse Width 7.0100
14 Presaturation
Frequency
15 Acquisition Time 1.9464
16 Acquisition Date 2017-06-06T18:17:20
17 Modification Date  2017-06-06T18:17:20
18 Spectrometer 600.13
Frequency
19 Spectral Width 8417.5
20 Lowest Frequency -1211.0 T T T T T T T T T T T T T
21 Nucleus 1H 7.6 7.4 7.2 50 4.8 4.0 3.8 3.6
22 Acquired Size 16384 f1 (ppm)
23 Spectral Size 65536
U . * & { A
4 44 d 3
: 33 3 Z g
e e e e |
12.0 11.5 11.0 105 100 95 90 85 80 75 7.0 65 6.0 5.5f1 (SpIgm)‘LS 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
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7-(2-Hydroxyethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17h)

oN— | \N
NJﬁ( \/\OH
(0]

13C NMR (150 MHz, DMSO-ds)

(ONONONOlONONO
Parameter Value
1 Title CWAB412_083_purified.2.fid g g g g 2 g (é)
2 Origin Bruker BioSpin GmbH
3Ow?1er nmr ’ 0007 ‘_wmm mmgggggge
4 Spectrometer spect % g 8 § :'2 8 00 o CD CD CD CD @ @ m
5 Solvent DMSO - - OO OMOMMMm O™
6 Temperature 298.0 \ ) — /N ~ = =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-
C/ N-D-05 Z)

10 Number of Scans 8000
11 Receiver Gain 191.6
12 Relaxation Delay 1.0000
13 Pulse Width 11.5000
14 Presaturation

Frequency
15 Acquisition Time 0.8738
16 Acquisition Date 2017-06-06T22:34:17
17 Modification Date ~ 2017-06-06T22:34:17
18 Spectrometer 150.92

Frequency
19 Spectral Width 37500.0 J | [ L
20 Lowest Frequency -2151.2 v .
21 Nucleus 13C [
22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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
1 (ppm)
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7-(2-(Benzyloxy)ethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17i)

JNTY
OZNfN/Jﬁ(N\/\o
o

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWAB8412_112IIA_f16-17+2f13-14.1.fid o o O o o
2 Origin Bruker BioSpin GmbH o (OEOEOEOND)
3 Owner nmr D§§§§§
4 Spectrometer spect I O D O D D
5 Solvent bMso TNOTONDDOORNNNOOOOITIITOONONANNDIONANTON—OOOD
6 Temperature 298.0 OWWMOANNNNNNNNNNNNNNNNNNNNTET == NN OLWLIOLWNLW0 S
7 Pulse 29 ORNMNMNNNNNNNNNNNNENNNAENNAENNNSAENNNNDNNENNNSSSSSSSOOOONNNNN
Sequence S O S S S s T L S S S e S S S ) S S S R S R S R R
—— T —
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/ N-
D-05 2)
10 Number of 16
Scans
11 Receiver Gain 140.4
12 Relaxation 5.0000
Delay
13 Pulse Width ~ 7.0100
14 Presaturation
Frequency
15 Acquisition 2.2807
Time
16 Acquisition 2017-07-27T11:58:39 T T T T T T T T T T T . T . T . : . T .
Date 7.6 7.5 7.4 7.3 7.2 4.2 4.1 3.8 3.7
17 Modification ~ 2017-07-27T11:58:39 f1 (ppm) 1 (ppm)
Date
18 Spectrometer 600.13
Frequency
19 Spectral 7183.9
Width
20 Lowest -594.7
Frequency
21 Nucleus 1H
22 Acquired Size 16384 W
23 Spectral Size 65536 g 5 ﬂ g g
o SRR - -

4 4.6

105 100 95 90 85 80 75 70 65 60 55 50
1 (ppm)
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7-(2-(Benzyloxy)ethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17i)

JNTY
OZNfN/Jﬁ(N\/\o
o

13C NMR (150 MHz, DMSO-ds)

Parameter Value O O O o o o o
0N uaanwmwnnn
1 Title CWAB8412_112IIA_f16-17+2f13-14.3.fid 2 2 2 E E E E
2 Origin Bruker BioSpin GmbH
3 Owner nmr NOOO~ < T T < ODDSDDQ
4 Spectrometer spect ANMNOOTOONIT O © 00O T O 0 OIn <+ N —
P P LTOONNNT—O — IS0 O Do O OO
5 Solvent DMSO - - 7T T T 7 NO<OMOMEmOmMmo™m
6 Temperature 298.0 N ~\V N——— / \ e
7 Pulse zgpg
Sequence
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/ N-
D-05 Z)
10 Number of 3000
Scans
11 Receiver Gain 191.6
12 Relaxation 1.0000
Delay
13 Pulse Width ~ 11.5000
14 Presaturation
Frequency
15 Acquisition 0.9044
Time
16 Acquisition 2017-07-27T13:49:29
Date
17 Modification  2017-07-27T13:49:29
Date
18 Spectrometer 150.92
Frequency
19 Spectral 36231.9
Width
20 Lowest -3188.5
Frequency j
21 Nucleus 13C l l | »
22 Acquired Size 32768
23 Spectral Size 65536

210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -0 -2
1 (ppm)

S23



2-Nitro-7-(2-((4-(trifluoromethoxy)benzyl)oxy)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17j)

oN— ] \N
o

'H NMR (600 MHz, DMSO-ds)

Parameter

-

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment

VN U AW N

Probe

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

15 Acquisition Time
16 Acquisition Date
17 Modification Date

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

14 Presaturation Frequency

Value
CWAB8692_042_f9-11_C18_co
mbined1.1.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
29
iD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

32
140.4
5.0000
7.0100

1.9464
2017-09-01T16:44:02
2017-09-01T16:44:02

18 Spectrometer Frequency 600.13

8417.5
-1211.4
1H
16384
65536

OCF,

3.32 HDO
2.52 DMSO
2.52 DMSO
2.51 DMSO
2.50 DMSO
2.50 DMSO
2.50 DMSO
2.49 DMSO

8.80
7.57
- 7.56
[ 7.39
7.39
7.38
1 7.38
$7.37
- 7.34
| 7.33
7.27
7.27
7.26
7.25
4.51
4.14
4.13
4.12
3.74
3.73
3.72

r
[

|

]

2.08=
1 2.04=

T
12.0 115 11.0 10.5 10.0 95

T T

-1.56 -2
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2-Nitro-7-(2-((4-(trifluoromethoxy)benzyl)oxy)ethyl)imidazo[1,2-a]pyrazin-8(7H)-one (17j)

oN— ] \N
o

OCF,4
13C NMR (150 MHz, DMSO-ds)
ONONOHONONONG)
Parameter Value ooodooonon
1 Title Ev';/iﬁiziz;?;ug-n,cw,co SSS3=S=S=S=S
2 Origin Bruker BioSpin GmbH NoOmOoOoOANTOOON~NANL T W D O C O D D D
3 Owner nmr Nl\l\l\ﬂ'@ﬂ'(\looml\@@ O AN ®0GL  N
byyoeddadS--Ce 2552392339
5 Solvent DMSO e e N fee——— N / —_—_— ==
6 Temperature 298.0
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10 Number of Scans 10000
11 Receiver Gain 191.6
12 Relaxation Delay 1.0000
13 Pulse Width 11.5000
14 Presaturation Frequency
15 Acquisition Time 0.8738 l
16 Acquisition Date 2017-09-01T22:33:15 J o
17 Modification Date 2017-09-01T22:33:15 ]
18 Spectrometer Frequency 150.92
19 Spectral Width 37500.0
20 Lowest Frequency -2313.9
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)

S25



7-(2-((4-Methylbenzyl)oxy)ethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17Kk)

JNTY
OZNfN/J\WN\/\o
o)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA8692_045_ppt.2.fid
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.0
7 Pulse Sequence zg
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10 Number of Scans 16
11 Receiver Gain 59.7
12 Relaxation Delay 5.0000
13 Pulse Width 7.0100
14 Presaturation
Frequency
15 Acquisition Time 1.9464

2017-09-04T16:42:44
2017-09-04T16:42:44

16 Acquisition Date
17 Modification Date

18 Spectrometer 600.13
Frequency

19 Spectral Width 8417.5

20 Lowest Frequency -1212.4

21 Nucleus 1H

22 Acquired Size 16384

23 Spectral Size 65536

(ONONONONG®)
QUL WMWY
Nn=2=2=2=2=
i aNaalaNal
COUOITITT—TOO0OODNMTTrINITNOPOVWONANTOOOON
QOUOWWOOMONOANT —OOY OO0 0QOO©MLWLWLWLW S N
WONNNNNNNNNNNNSSREITIOONOONNNNNAN
R R S B P
T T T T T T T T T T T 7
78 76 74 72 70 42 40 38 36
1 (ppm)
‘ Udj L LJ
& el d & 4 3
S i o o o
rr———7"m 71 ' '7mT 717 '~ T  ~T7 7T T 7T T T T T 71T 71T T T T T T 71T T 71T 1
12.0 115 11.0 105 10.0 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
1 (ppm)
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7-(2-((4-Methylbenzyl)oxy)ethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (17Kk)

JNTY
OZNfN/J\WN\/\o
o)

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW NV A WN

10 Number of Scans
11 Receiver Gain

12 Relaxation Delay
13 Pulse Width

14 Presaturation
Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWAB8692_045_ppt.3.fid
Bruker BioSpin GmbH
nmr

spect

DMSO

298.0

jmod

JMOD

Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10000

191.6

1.0000

11.5000

0.8738
2017-09-04T22:11:13
2017-09-04T22:11:13
150.92

37500.0
-2151.2
13C
32768
65536

oNoNoNONCNONG®)
NODDP DD
S=S=S=23F==
©COO®O®©OLT cooogon
ANOYTTON O © MR OOWY AN~ ©
OO ONONNN~ O —FONODODODOO PO DO
T - rmrr T T T T NO<TOOmOOMOPp N N
—_N s e R
L
' T
T T T T T T T T T T 1T T T T T T 7 T T T T T 7 L T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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2-Nitro-7-(thiazol-5-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26a)

on (A LS
NJI( s

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONO U A WN R

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value

CWA8967_023_ppt_DCM_MeOH.6.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

zg

1D

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

16

59.7
10.0000

7.0100

1.9464

2018-04-12T16:23:02

2018-04-12T16:23:02

600.13

8417.5
-1208.1

1H
16384
65536

2 22 LINN
OO T IS

2.51 DMSO
2.50 DMSO
2.50 DMSO
2.50 DMSO
2.49 DMSO

|

DLW~ — N~ —O ©
O O o0 000NN o]
~ ~ N = \
T T T T T T T T T T T T T T T T T T
91 90 89 88 81 80 79 76 75 7.4
1 (ppm)
d LM 1 J
s o s == N
— T T T T T T T T T T T T T T T T " T " T T T
12.0 115 11.0 105 100 95 90 85 80 75 70 65 6.0 55 50 45 4.0

1 (ppm)

3.5

—

T
30 25 20 15

T T

-1.56 -2
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2-Nitro-7-(thiazol-5-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26a)
X N
on— A I
NJ}(N S
0

13C NMR (150 MHz, DMSO-ds)

Parameter Value o o o D O O O
(ONONON PNONON]
1 Title CWAB8967_023_ppt_DCM_MeOH.2.fid 2 E E = E E E
2 Origin Bruker BioSpin GmbH
3 Owner amr O IO MO0 0 0 0 o onooponon
WNWOS NN O IN i S
4 Spectrometer  spect LT FTOOAN-O NOODmDD DD
5 Solvent DMSO T rr-rrmrTm T T T OOMPMO oM™
6 Temperature  298.0 N\ /- -~ / ———y ="
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 9500
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000
Delay
13 Pulse Width 11.5000
14 Presaturation
Frequency
15 Acquisition Time0.8738
16 Acquisition 2018-04-10T23:00:22
Date \
17 Modification 2018-04-10T23:00:22 l \ \,
Date I 1
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

—— 1 1 T 1 1 T * 1 * T "~ T *~ T "~ T "~ T " T * T T " T * T "~ T T T T~ T " T T T T T
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
1 (ppm)
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2-Nitro-7-(thiazol-2-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26b)

'H NMR (600 MHz, DMSO-ds)

Parameter

[

N

Title
3 Comment

Origin
Owner
Site

o u &

7
8

Instrument
Author

9 Solvent
10 Temperature

12 Experiment
13 Probe

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus
27 Acquired Size
28 Snectral Size

Value

Data File Name Z:/ Projects/ 029_Anaerobic/

029E_Chemistry/ LaboratoryNoteBooks/
CWA8805/ CWA8805_066/ NMR/
CWAB8805_066_ppt_DCM_MeOH/ 1/ fid

CWAB8805_066_ppt_DCM_MeOH.1.fid

1H NMR of
CWA8805_066_ppt_DCM_MeOH
1.7mg in 500uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO
298.0

11 Pulse Sequence zg

1D

Z129649_0009 (CP TCI 60053 H&F-C/
N-D-05 Z)
16

116.1
5.0000

7.0100

1.9464

2018-01-25T16:46:34

2018-01-25T16:46:34

600.13

8417.5
-1208.1

1H
16384
65536

(OCNONONONG®)
ON2NONP NN
N=2=2=2==
pagagyayayal
OUOITT~TORNNTTNOTNDTTOOOOL O P—OOOOm
QOQOAMRMMIMIEMNM™NOOOOWLL N QO
CWOOWOOWOONNNNNNNNNNNNNLL)MPANNNONON
x&&wx&"{r) )_4#2;644422 W
S L L Y B B |
780 7.75 7.70 7.65 7.60 7.55 7.50 7.45
f1(ppm)[
/- J
b Pl 4
« nrhee <
o (=Nl o~
rsr—— 7% 7T %D r T 7T T r T T~ T 7T T T 7T T T T T T T T T T 11
12.0 11.5 11.0 105 10.0 95 90 85 80 75 7.0 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -1.5 -2
1 (ppm)
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2-Nitro-7-(thiazol-2-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26b)

13C NMR (150 MHz, DMSO-ds)

Parameter

-

2 Title
3 Comment

Origin
Owner
Site

o o

N

Instrument
8 Author

9 Solvent
10 Temperature

12 Experiment
13 Probe

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size

Value

Data File Name Z:/ Projects/ 029_Anaerobic/

029E_Chemistry/ LaboratoryNoteBooks/
CWA8805/ CWA8805_066/ NMR/
CWAB8805_066_ppt_DCM_MeOH/ 2/ fid

CWAB8805_066_ppt_DCM_MeOH.2.fid

13C JMOD NMR of
CWAB8805_066_ppt_DCM_MeOH
1.7mg in 500uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO
298.0

11 Pulse Sequence jmod

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
9000

191.6
1.0000

11.5000

19 Acquisition Time0.8738

2018-01-27T13:55:32

2018-01-27T13:55:32

150.92

37500.0
-2151.2

13C
32768
65536

OC0OpDQggooo

DODAD DD

=== ===

—TESINNY oW copgoon

St NONT M ©IN Q O ©up < N

OCLITTOHONNT™ O CRoRo K2R Ko Ro e

T rrr-r-r T T T T OO MM MOMO™M

N A N TN —_— e
h - e ek \arw ™

4 L ) v "
T T T T T 7T T T T L T T T T T T 7T T T L L T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

1 (ppm)
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7-((1-Methyl-1H-imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26c¢)

(0]

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONO U A WN R

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA8967_059_ppt_DCM_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

zg

1D

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
16

59.7
5.0000

8.0000

1.9464

2018-07-04T13:44:59

2018-07-04T13:44:59

600.13

8417.5
-1208.1

1H
16384
65536
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7-((1-Methyl-1H-imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26c¢)

(0]

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer

Temperature

1

2

3

4

5 Solvent
6

7

8 Experiment
9 Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWAB8967_059_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
4096

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-07-04T16:01:59

2018-07-04T16:01:59

150.92

37500.0
-2151.2

13C
32768
65536
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7-((1-Methyl-1H-pyrazol-5-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26d)

N7
O:zN //J;(\Nﬁ’\‘
N N
o \

'H NMR (600 MHz, DMSO-ds)

Parameter Value

-

Data File Name Z:/ Projects/ 029_Anaerobic/

N

Title
Comment

w

4 Origin
5 Owner
6 Site

7 Instrument
8 Author

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest

029E_Chemistry/ LaboratoryNoteBooks/
CWAB8967/ CWA8967_005/ NMR/
CWA8967_005_ppt_DCM_MeOH/ 1/ fid

CWA8967_005_ppt_DCM_MeOH.1.fid

1H NMR of
CWAB8967_005_ppt_DCM_MeOH
1.5mg in 500uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO
298.0
zg

1D

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
32

96.4
5.0000

7.0100

1.9464

2018-03-16T17:02:24

2018-03-16T17:02:24

600.13

8417.5
-1208.1

oNoNONONG)
(OI2NONONON))
n==2==2=
IoonononNn
AN T~ OWLTONN — N Nr— O O O O®
0 ©QOMmnMmnaAaN N Qg P W0 W LW T
0 NNNNNOO 0 ™M PN NN NN
\ I \ \ N
T T T T T T T T T
7.65 7.60 7.55 7.35 7.30 7.25 6.30 6.25 6.20
1 (ppm)
U L
4 41 4 4 4
* S 9 Ja = =
o - - o N el
) T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 105 10.0 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
1 (ppm)

S34



7-((1-Methyl-1H-pyrazol-5-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26d)

N7
O:zN //J;(\Nﬁ’\‘
N N
o \

13C NMR (150 MHz, DMSO-ds)

-

w N

o u oA

© N

9

Parameter

Value

Data File Name Z:/ Projects/ 029_Anaerobic/

Title
Comment

Origin
Owner

Site
Instrument

Author

Solvent

10 Temperature

14 Number of

Scans

15 Receiver Gain
16 Relaxation

Delay

17 Pulse Width
18 Presaturation

Frequency

20 Acquisition

Date

21 Modification

Date

22 Class

23 Spectrometer

Frequency

24 Spectral Width
25 Lowest

Frequency

26 Nucleus
27 Acquired Size

029E_Chemistry/ LaboratoryNoteBooks/
CWAB8967/ CWA8967_005/ NMR/
CWAB8967_005_ppt_DCM_MeOH/ 2/ fid

CWA8967_005_ppt_DCM_MeOH.2.fid

13C JMOD NMR of
CWA8967_005_ppt_DCM_MeOH
1.5mg in 500uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO
298.0

11 Pulse Sequence jmod
12 Experiment
13 Probe

JMOD

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

9500

191.6
1.0000

11.5000

19 Acquisition Time0.8738

2018-03-16T22:13:59

2018-03-16T22:13:59

150.92

37500.0
-2151.2

13C
32768
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7-((1H-benzo[d]imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26e)

/NN HN
O2NfN/J\H/NVK\N
e

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Data File Name Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/
LaboratoryNoteBooks/
CWAB8967/ CWA8967_007/
NMR/
CWA8967_007_f7-9_ppt_DCM
-MeoH/ 1/ fid @) 8 8 8 8 8
2 Title CWA8967_007_f7-9_ppt_DCM C) § § § § §
e fayayayalya
3 Comment 1H NMR of I
CWAB967_007_f7-9_ppt_DCM NOONT T OO O OLWnR o — O OO O
_MeOH oo l{cuTolu ol To RN TORRTORRS A A N St i i i a4 ] MWL
1.5mg in 500uL DMSO-d; ONNNNNNNNNNNNNNNNID P NNNNN
cryoprobe ;;;;;;\;gx\n‘r\‘\%&é# ‘ W
4 Origin Bruker BioSpin GmbH
5 Owner nmr
6 Site
7 Instrument spect
8 Author
9 Solvent DMSO
10 Temperature 298.0
11 Pulse Sequence 9
12 Experiment 1D
13 Probe 2129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
14 Number of Scans 16
15 Receiver Gain 59.7
16 Relaxation Delay 5.0000 . § . § . § . . . .
17 Pulse Width 7.0100 7.7 7.6 5 7.4 7.2 71
18 Presaturation Frequency f1 (ppm)
19 Acquisition Time 1.9464
20 Acquisition Date 2018-04-03T16:07:29
21 Modification Date 2018-04-03T16:07:29
22 Class j
23 Spectrometer Frequency 600.13 L
24 Spectral Width 8417.5 ‘z cr gl?) K ¥
~ ~
25 Lowest Frequency -1208.1 °o° g Q@ z g
26 Nucleus 1H S S e e e I B e o T s e o e L s B e e o ] ERL S m — T T T T
27 Acquired Size 16384 12.0 115 11.0 105 100 95 90 85 80 75 7.0 65 6.0 55 50 45 35 30 25 20 15
28 Spectral Size 65536 1 (ppm)



7-((1H-benzo[d]imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26e)

N
(0]

13C NMR (150 MHz, DMSO-ds)

HN
N Ay

Parameter

1 Title

Origin

Owner
Spectrometer
Solvent

2

3

4

5

6 Temperature

7 Pulse Sequence
8 Experiment
9 Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer Frequency
19 Spectral Width

20 Lowest Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB8967_007_f7-9_ppt_DCM
_MeOH.4.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
jmod
JMOD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

9000
191.6
1.0000
11.5000

0.8738
2018-04-03T22:50:43
2018-04-03T22:50:43
150.92

37500.0

-2151.2

13C

32768

65536

OO0OO0OPOOO

DDNDDDDND

=SS =Z=2=

N BT — O N ® O T N -

0 < < M ANAN—O OO POH” O D

- T - TOOMEP O O™

~\ /NN —_—— e -

I

e L S s s B e s I B B S B S LA B
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

1 (ppm)

S37



7-((1-Methyl-1H-benzo[d]imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26f)

'H NMR (600 MHz, DMSO-ds)

Parameter

-

Data File Name

N

Title
Comment

w

4 Origin
Owner
Site

o u

~N

Instrument
Author

®

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

Value

Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/ LaboratoryNoteBooks/
CWAB8967/ CWA8967_046/ NMR/
CWAB8967_046_ppt_DCM_MeOH/ 1/ fid

CWAB8967_046_ppt_DCM_MeOH.1.fid

1H NMR of
CWAB8967_046_ppt_DCM_MeOH
1mg in 500uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO
298.0
zg

1D

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
64

109.3
5.0000

8.0000

1.9464

2018-05-09T12:07:23

2018-05-09T12:07:24

600.13

8417.5
-1208.1
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7-((1-Methyl-1H-benzo[d]imidazol-2-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26f)

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter Value
Title CWAB8967_046_ppt_DCM_MeOH.4.fid
Origin Bruker BioSpin GmbH
Owner nmr
Spectrometer  spect
Solvent DMSO
Temperature 298.0
Pulse Sequence jmod
Experiment JMOD
Probe Z129649_0009 (CP TCI 600S3 H&F-C/

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

N-D-05 2)
11000

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-05-10T00:31:53

2018-05-10T00:31:53

150.92

37500.0
-2151.2

13C
32768
65536
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2-Nitro-7-(pyridin-3-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26g)

N
O,N 4 N/\ z |
N/Jﬁ(N X
(0]

'H NMR (600 MHz, DMSO-ds)

Parameter

-

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONOU A WN

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB8692_064_repurified_com
bined1.1.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
291.7
29
iD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

32
155.2
5.0000
8.0000

1.9464
2019-06-19T17:14:50
2019-06-19T17:14:50

18 Spectrometer Frequency 600.13

8417.5
-1208.1
1H
16384
65536
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2-Nitro-7-(pyridin-3-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26g)

N
O,N 4 N/\ z |
N/Jﬁ(N X
(0]

13C NMR (150 MHz, DMSO-ds)

Parameter

1 Title

Origin

Owner
Spectrometer
Solvent

Pulse Sequence
Experiment

2

3

4

5

6 Temperature
7

8

9 Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer Frequency
19 Spectral Width

20 Lowest Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB8692_064_repurified_com
bined1.2.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
291.7
jmod
JMOD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

10000
191.6
1.0000
12.0000

0.8738
2019-06-19T22:47:09
2019-06-19T22:47:09
150.92

37500.0

-2151.2

13C

32768

65536
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2-Nitro-7-((6-(trifluoromethyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (26h)

CF;

N
OszN/\ _ |
N/Jﬁ(N NN
0]

'H NMR (600 MHz, DMSO-ds)

Parameter

-

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONOU A WN

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

18 Spectrometer Frequency 600.13

Value
CWA9171_103_filtrate_f3_cry
oprobe.1.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
29
iD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

16
59.7
5.0000
8.0000

1.9464
2019-05-01T17:17:49
2019-05-01T17:17:49

8417.5
-1208.1
1H
16384
65536
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2-Nitro-7-((6-(trifluoromethyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (26h)

CF;

N
OszN/\ _ |
N/Jﬁ(N NN
0]

13C NMR (150 MHz, DMSO-ds)

ONON®) a ONONO)
Parameter Value
1 Title CWAE1721F;03,filtrate,f3,cry g g g § g g g
oprobe.2.fi
2 orn Srker osin Gl Qe@orvmLNNaTONoQOoeN 50059000
3 Owner nmr NONCULYLNOCUTNANSOSOSS KGNS DX QLU N —
s Specromete spect eI IO I I e L R B
5 Solvent DMSO Sy S S S S L S S S S W W— \\\N%J
6 Temperature 298.0 ﬁﬁ_‘;\‘\‘/ \/H_r_h T
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
10 Number of Scans 7500
11 Receiver Gain 191.6
12 Relaxation Delay 1.0000
13 Pulse Width 12.0000
14 Presaturation Frequency
15 Acquisition Time 0.8738 “
16 Acquisition Date 2019-05-01T21:18:17 l 1 Ll P T
17 Modification Date 2019-05-01T21:18:17
18 Spectrometer Frequency 150.92 '
19 Spectral Width 37500.0
20 Lowest Frequency -2151.2
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536
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2-Nitro-7-(pyrazin-2-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26i)

N
eeUe
2 N/JﬁfN X

N
O

'H NMR (600 MHz, DMSO-ds)

Parameter Value

-

Data File Name Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/ LaboratoryNoteBooks/
CWAB8805/ CWA8805_111/ NMR/
CWA8805_111_ppt_DCM_MeOH/ 1/ fid

2 Title CWAB8805_111_ppt_DCM_MeOH.1.fid
3 Comment 1H NMR of
CWAB8805_111_ppt_DCM_MeOH
1mg in 480uL DMSO-d6; cryoprobe
4 Origin Bruker BioSpin GmbH
5 Owner nmr
6 Site
7 Instrument spect
8 Author
9 Solvent DMSO
10 Temperature  298.0
11 Pulse Sequence zg
12 Experiment 1D
13 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
14 Number of 32
Scans
15 Receiver Gain  116.1
16 Relaxation 5.0000
Delay
17 Pulse Width 7.0100
18 Presaturation
Frequency
19 Acquisition 1.9464
Time
20 Acquisition 2018-03-09T15:03:45
Date
21 Modification 2018-03-09T15:03:45
Date
22 Class
23 Spectrometer  600.13
Frequency
24 Spectral Width 8417.5
25 Lowest -1208.1
Frequency
26 Nucleus 1H
27 Acquired Size 16384
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2-Nitro-7-(pyrazin-2-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26i)

N
eeUe
2 N/JﬁfN X

N
O

13C NMR (150 MHz, DMSO-ds)

Parameter

-

Data File Name

N

Title
Comment

w

EN

Origin

«w

Owner
Site

o

~N

Instrument
8 Author

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of Scans
15 Receiver Gain

16 Relaxation Delay
17 Pulse Width

18 Presaturation
Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification Date

22 Class

23 Spectrometer
Frequency

24 Spectral Width

25 Lowest
Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size

Value

Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/ LaboratoryNoteBooks/
CWAB8805/ CWA8805_111/ NMR/
CWAB8805_111_ppt_DCM_MeOH/ 2/ fid

CWA8805_111_ppt_DCM_MeOH.2.fid

13C JMOD NMR of
CWAB8805_111_ppt_DCM_MeOH
1mg in 480uL DMSO-d6; cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO

298.0

jmod

JMOD

Z129649_0009 (CP TCI 600S3 H&F-C/ N-
D-05 Z)

9000

191.6

1.0000

11.5000

0.8738
2018-03-09T21:58:02
2018-03-09T21:58:02

150.92

37500.0
-2151.2

13C
32768
65536

oNoNoNo [oNoNe

NNDNNDNNND W

==2=2F===

©VNO = RO NID copooon

NT— 0N F ODN ™ O QWS N

DLOOITITITOAN~ OO O OO oo O O

T - r-r-r-rTrm T T T T L MO MMM OO ™M

—\ P P —_— e e
T T T T T T T T T T T 1T T T T T T 7T T T T 7T T 1 7T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

f1 (obom)
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2-Nitro-7-(quinolin-6-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26j)
N

AN

=

OZN{/J‘;;
o)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Data File Name Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/
LaboratoryNoteBooks/
CWAB8967/ CWAB967_044/
g\l;/lvigew 044_f16-40, 00000
e eao-peeD NN
CM_MeOH/ 1/ fid O/)
2 Title CWAB8967_044_f16-40_ppt_D § 2 E 2 E
CM_MeOH. 1.fid prayaNagaNa)
3 Comment 1H NMR of DO TANNTOOODOOULTITITNTOHDMHANOOWITIN-TO O OO
CWAB967_044_f16-40_ppt_D W OWOWOKWMOKWMMOOOOONRMNMNMNOOL LSS MO0 WLWLW
CM_MeOH 00 0000 WO OWWOAOMNMNNMNMNMNNNNNSNNNNNNMNLIONNNNN
1.7mg in 500uL DMSO-d6; S S VU H S S S S SO S S p—"
cryoprobe — == — —\ =
4 Origin Bruker BioSpin GmbH
5 Owner nmr
6 Site
7 Instrument spect
8 Author
9 Solvent DMSO
10 Temperature 298.0
11 Pulse Sequence zg
12 Experiment 1D
13 Probe Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)
14 Number of Scans 32
15 Receiver Gain 140.4
16 Relaxation Delay 5.0000 RCAGAT A L L
. ’ 90 89 8884 83 81 80 79 78 7.7 76 75 74
17 Pulse Width 8.0000 1 (ppm)
18 Presaturation Frequency
19 Acquisition Time 1.9464
20 Acquisition Date 2018-05-11T11:21:13
21 Modification Date 2018-05-11T11:21:13
22 Class
N L
23 Spectrometer Frequency 600.13
24 Spectral Width 8417.5 gg’o oﬂo“i‘%gﬁs %
25 Lowest Frequency -1208.1 °e TerTTT" o
e e
26 Nucleus H 120 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 3.0 25 20 15 10 05 00 -05 -1.0 -1.5 -2
27 Acquired Size 16384 f1 (ppm)
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2-Nitro-7-(quinolin-6-ylmethyl)imidazo[1,2-a]pyrazin-8(7H)-one (26j)
N

AN

=

OZN{/J‘;;
o)

13C NMR (150 MHz, DMSO-ds)

Parameter

-

Data File Name

Title

w

Comment

EN

Origin
5 Owner
Site

o

~

Instrument

8 Author

9
10 Temperature

Solvent

11 Pulse Sequence
12 Experiment
13 Probe

14 Number of Scans

15 Receiver Gain

16 Relaxation Delay

17 Pulse Width

18 Presaturation Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification Date
22 Class

24 Spectral Width

25 Lowest Frequency
26 Nucleus

27 Acquired Size

28 Spectral Size

Value

Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/
LaboratoryNoteBooks/
CWAB8967/ CWA8967_044/
NMR/
CWAB8967_044_f16-40_ppt_D
CM_MeOH/ 2/ fid

CWA8967_044_f16-40_ppt_D
CM_MeOH.2.fid

13C JMOD NMR of
CWAB8967_044_f16-40_ppt_D
CM_MeOH

1.7mg in 500uL DMSO-d6;
cryoprobe

Bruker BioSpin GmbH
nmr

spect

DMSO

298.0

jmod

JMOD

Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

7500

191.6

1.0000

12.0000

0.8738
2018-05-15T20:10:48
2018-05-15T20:10:49

23 Spectrometer Frequency 150.92

37500.0
-2151.2
13C
32768
65536

39.9 DMSO
39.8 DMSO
39.6 DMSO
39.5 DMSO
39.4 DMSO
39.2 DMSO
39.1 DMSO

152.9
150.7
148.0
147.2
135.9
135.2
134.7

~129.4

\ 129.2

L 127.7

| 126.3
123.6
121.8
116.6
107.5
50.1

TS

ES

I

|
|

|




7-(Benzo[d][1,3]dioxol-5-yImethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26Kk)

osz/JN\?\j
N
O

'H NMR (600 MHz, DMSO-ds)

0\
0]

Parameter

-

Data File Name

N

Title
Comment

w

4 Origin
Owner
6 Site

7 Instrument
8 Author

9 Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of
Scans

15 Receiver Gain

16 Relaxation
Delay

17 Pulse Width

18 Presaturation
Frequency

19 Acquisition
Time

20 Acquisition
Date

21 Modification
Date

22 Class

23 Spectrometer
Frequency

Value

Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/ LaboratoryNoteBooks/
CWAB8805/ CWA8805_073/ NMR/
CWA8805_073_ppt_DCM_MeOH/ 1/ fid

CWA8805_073_ppt_DCM_MeOH.1.fid

1H NMR of
CWA8805_073_ppt_DCM_MeOH
2.2mg in 500uL DMSO-d6; LC-NMR
AA_1H DMSO C:\ \ c.ang 10

Bruker BioSpin GmbH
biodiversity

spect

DMSO
298.0
zg

1D

5 mm PASEI 1H/ D-13C Z-GRD Z866801,
0003

16

287.0
5.0000

9.8000

1.9465

2018-01-31T17:24:00

2018-01-31T17:25:06

600.08

8.80
7.59
7.58
7.40
7.39
6.97
6.96

|
r

© 0 00 I~
S 0 0 o
© © © ©
—

ﬁ

333 HDO

2.51 DMSO
2.50 DMSO
2.50 DMSO
2.50 DMSO
2.49 DMSO

—5.99
—5.02
~3.57

|

087 = —m—

1.03=
1.04-=

4 089
2.00%

2.10-=

13,5 13.0 125 120 115 11.0 10.5 10.0 95

L e e

75 7.0 65 6.0

1 (ppm)



7-(Benzo[d][1,3]dioxol-5-yImethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (26Kk)

oma{l;]
N
O

13C NMR (150 MHz, DMSO-ds)

0\
0]

-

w N

[CIEN

© N

9

Parameter

Data File Name

Title
Comment

Origin
Owner

Site
Instrument

Author

Solvent

10 Temperature
11 Pulse Sequence
12 Experiment

13 Probe

14 Number of Scans
15 Receiver Gain

16 Relaxation Delay
17 Pulse Width

18 Presaturation

Frequency

19 Acquisition Time

20 Acquisition Date

21 Modification Date
22 Class

23 Spectrometer

Frequency

24 Spectral Width
25 Lowest

Frequency

26 Nucleus
27 Acquired Size
28 Spectral Size

Value

Z:/ Projects/ 029_Anaerobic/
029E_Chemistry/ LaboratoryNoteBooks/
CWAB8805/ CWA8805_073/ NMR/
CWAB8805_073_ppt_DCM_MeOH/ 2/ fid

CWA8805_073_ppt_DCM_MeOH.2.fid

13C JMOD NMR of
CWA8805_073_ppt_DCM_MeOH
2.2mg in 500uL DMSO-d6; LC-NMR
A_13C_JMOD DMSO C:\ \ c.ang 10

Bruker BioSpin GmbH
biodiversity

spect

DMSO
298.0
jmod

JMOD

5 mm PASEI 1H/ D-13C Z-GRD 7866801/
0003

10000
2050.0
1.0000
14.0000

0.8739
2018-01-31T22:30:00
2018-01-31T22:47:51

150.91

37500.0
-2227.5

13C
32768
65536

oNoNoNoToNONe)

OOy

S=S=3===

NOYO-N®©OI®Y — coago0n

NOWOMNOLO ™M™ O 0 0 N — 9 O Q0 © WS N

DT IFTITOONN—-OO OO ok ko ke XKoo X

T r-rFCr-er-cr-acr-aor-rwmer T T T T T OO MO MNMM MM

—= NN N/ = ——
T 1 T T T T 7 T L T T 1T T T T T T 7 L T T T T T T T 7 T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

1 (ppm)
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7-([1,1'-Biphenyl]-4-ylmethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (34a)
OZN%\/JN;“/\N
N
o)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA8967_048_ppt_DCM_MeOH.1.fid O O O O o
2 Origin Bruker BioSpin GmbH O (/) (D (/) (/) (D
3 Owner nmr 022222
4 Spectrometer spect TOOOOA
5 Solvent bMso NOOUUULIITIITOOMONNNNNNOODLDOLITIINNNOOOLHNON—OOOD
6 Temperatre 2980 NOEOLEOOEOOOOOYOOIIILTITEITIINMNMNNHI— OB H©L I
7 Pulse Sequence zg ONNNNNNNRNNNNRNNNNNNNNNNNNRNNNNNNNNODONNNN N
8 Experiment ) B A e —_— " " " L P —
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 32
Scans
11 Receiver Gain  59.7
12 Relaxation 5.0000
Delay
13 Pulse Width 8.0000
14 Presaturation
Frequency
15 Acquisition 1.9464
Time
16 Acquisition 2018-05-11T11:27:49
Date
17 Modification 2018-05-11T11:27:49
Date T T T T T T T T
18 Spectrometer  600.13 7.70 765 7.60 750 745 740 735 7.30
Frequency f1 (ppm)
19 Spectral Width 8417.5
20 Lowest -1208.1
Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536
i &L d
) NN S
IS 0B16 o o
r T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.0 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2

1 (ppm)
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7-([1,1'-Biphenyl]-4-ylmethyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (34a)
OZN%\/JN;“/\N
N
o)

13C NMR (150 MHz, DMSO-ds)

Parameter Value o O O q o o o
(ONONOND KON
1 Title CWA8967_048_ppt_DCM_MeOH.2.fid E E E E 2 E E
2 Origin Bruker BioSpin GmbH
3 Owner Amr OO MRNMNMNTOTLU O O© O O aooqQgnoon
4 Spectrometer  spect NODDOWLWOWOWINIWOIWOM O N © QO N
LTOOOOANNNNNANT™O O OO O O
5 Solvent DMSO T rrrrr-r-rr T T T T LOMOMOMm M
6 Temperature  298.0 e Nff—————" ——= =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 6000
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000
Delay
13 Pulse Width 12.0000
14 Presaturation | I
Frequency I W S
15 Acquisition Time0.8738 l
16 Acquisition 2018-05-11T14:54:55
Date
17 Modification 2018-05-11T14:54:55
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

T T 1 T~ T T~ T T~ T T~ T * T T T *~ T T~ T "~ T T~ T T T T T T T T T T T T T T T T T T T T T T T T T
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
1 (ppm)
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2-Nitro-7-((4'-(trifluoromethoxy)-[1,1’-biphenyl]-4-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34b)

OZNJ/JN;;
N
o)

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

N o u s N

Pulse
Sequence

Experiment
Probe

© ®

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral
Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWAB8967_089_ppt_MeOH_acetone.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

1D

Z129649_0009 (CP TCI 600S3 H&F-C/ N-
D-05 2)

16

59.7
5.0000

8.0000

1.9465

2018-07-27T11:20:00

2018-07-28T12:13:16

600.13

8417.5

-1208.1

1H
16384
65536

OCF;,
(ONONONONG®)
[ONON NN NON)]
ONNnN=2=2=2==
e aNaNalaNal
NONOOOWOONOONMOHOANNVONNNOOOLPOOLSSTNONOAN—TOOOD
ORNNERMNMNOO0OOOOOOVOYLTTLTTLLTLINELSET T OOWOWMLNLW S
ONNNNNNNNNNNNNNNNNNNNNNNRNNNNNOO OO NNNN N
e e e e e e L —————— el S R S R T — R—
0 T — D —
T T T L T T T T T T
7.9 7.7 7.6 7.5 7.4 7.3
1 (ppm)
U“ L ]
g £233 g
5] oo« o
rr——7m7 717 ~—7T17 71 717 717 T 1T Trr T T T T 1 T T T T T T T T T 1 T T 1
12.0 11.5 11.0 105 10.0 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
1 (ppm)
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2-Nitro-7-((4'-(trifluoromethoxy)-[1,1’-biphenyl]-4-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34b)

OCF;
2 %N
13
C NMR (150 MHz, DMSO-ds)
Parameter Value o O O O O O O
(ONONOND KON
1 Title CWA8967_089_ppt_MeOH_acetone.2.fid 2 2 2 2 2 § §
2 Onan Bruker BioSpin GmbHt VODONNT—OT—©O©OLDNLI O oooognonn
3 Owner nmr . - . - - - . . . A . . - 4 . .
4 spectrometer spect NONDPOOWLBINDN-TSONON QRO N
P P LITITOOOOANNNNANNNT™™—O [ e)le)lNe)Ne) Ne)lie)iNey)
5 Solvent DMSO Al i i e i i i i i MMM/ O oM
6 Temperature 298.0 ee———— | ———————— ——= =
7 Pulse jmod
Sequence
8 Experiment IJMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/ N-
D-05 Z)
10 Number of 10240
Scans
11 Receiver Gain 191.6 ' | l
12 Relaxation  1.0000 = # 4
Delay
13 Pulse Width  12.0000
14 Presaturation
Frequency
15 Acquisition 0.8738
Time
16 Acquisition 2018-07-28T17:41:24
Date
17 Modification 2018-07-28T17:41:25
Date
18 Spectrometer 150.92
Frequency
19 Spectral 37500.0
Width
20 Lowest -2151.2
Frequency
21 Nucleus 13C

22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
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
1 (ppm)
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7-((4’-Methyl-[1,1'-biphenyl]-4-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (34c)

OZN%/JN\[/;
N
0o

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA9117_033_ppt_DCM_MeOH.1.fid
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.0
7 Pulse Sequence zg
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

10 Number of 16

Scans
11 Receiver Gain  59.7
12 Relaxation 5.0000

Delay
13 Pulse Width 8.0000
14 Presaturation

Frequency
15 Acquisition 1.9464

Time

16 Acquisition 2018-09-07T15:10:38

Date

17 Modification 2018-09-07T15:10:38
Date

18 Spectrometer  600.13
Frequency

19 Spectral Width 8417.5

20 Lowest -1208.1
Frequency

21 Nucleus 1H

22 Acquired Size 16384

23 Spectral Size 65536

ONONONONG®)
(O P NONON)]
A=====
paNaNalalal
NOONOANTT T TTOONOOTONONONDOPNT—OOOOM
VOOOOVOOUWWLWLLLIYITILITLTLITANANNT PLOWLOLWLS O
ONNNNNNNNNNNNNNNNNNNNOD DN NNNNN
e e e —
71 - 1 - 1 - 1 - 1 T 1 T T T T
7.65 7.60 7.55 7.50 7.45 7.40 7.35 7.30 7.25
1 (ppm)
J].LU ] L
il ey 3 b
« ccQao < @
o MO N~ — o~ o~
) T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 105 100 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2
1 (ppm)
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7-((4’-Methyl-[1,1'-biphenyl]-4-yl)methyl)-2-nitroimidazo[1,2-a]pyrazin-8(7H)-one (34c)

OZN%/JN\[/;
N
0o

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWA9117_033_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 60053 H&F-C/
N-D-05 2)
5120

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-09-07T19:54:41

2018-09-07T19:54:41

150.92

37500.0
-2151.2

13C
32768
65536

[oNoNoNONNNONG)
(/)(/)U)(/)Oz(/)(/)
=S=S=2=2FX==
VOORNM—IDTOTOQOY o000
N0 DWWOLOL OO WO MO N © 00wy N ©
DTN DONANNNNN T~ O SOOI P OO OO
™ - - T T T T T ™ ™ Y Y LwMmMmomomaogpomom AN
e S S S N P S — -~
L |
T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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2-Nitro-7-((3'-(trifluoromethoxy)-[1,1'-biphenyl]-4-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34d)

X
OzNA(/\N/\ OCF;4
N/J\[fN
o)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWAB967_106_ppt_MeOH_DCM.1.fid O O O O O
2 Origin Bruker BioSpin GmbH o U) U) (/) U) U)
3 Owner nmr DEEEEE
4 Spectrometer spect I O D D O D
5 Solvent pMso NNTT~T OO0 0DMANTONDVOVONNNENNNNOOOOOLON—O OO
6 Temperature  298.0 ONMNMNANNNNMNOOOOOLLIETITTOOOMOOONOHNMHOHONOM— ML LWLWLW T
7 Pulse Sequence zg ONNNNNNNNNNNNNNRNNNNNNNNNNNNNODONNNNN
8 Experiment 1D R L n L " L e
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

10 Number of 16

Scans
11 Receiver Gain  109.3
12 Relaxation 5.0000

Delay
13 Pulse Width 8.0000
14 Presaturation

Frequency
15 Acquisition 1.9464

Time
16 Acquisition 2018-08-16T18:02:27 T T T T T T T T T T T T T T

Date 7.9 7.8 7.7 7.6 7.5 7.4 7.3
17 Modification 2018-08-16T18:02:27 f1 (ppm)

Date
18 Spectrometer 600.13

Frequency
19 Spectral Width 8417.5
20 Lowest -1208.1

Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536

3 £98% d
5} LERCRERS o

LI B B T T T T T T T~ T T~ T T~ T T T T T T T T T T T T T T T T T T T T T T T 1
12.0 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -10 -15 -2
1 (ppm)
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2-Nitro-7-((3'-(trifluoromethoxy)-[1,1'-biphenyl]-4-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34d)

X
OzNA(/\N/\ OCF;4
N/J\[fN
o)

13C NMR (150 MHz, DMSO-ds)

Parameter Value o O O q O O O
(ONONOND KON
1 Title CWA8967_106_ppt_MeOH_DCM.2.fid 2 E E E E 2 2
2 Origin Bruker BioSpin GmbH
3 Owner e OO OO~ O N OOOWANNLW O < aooqgnoon
4 Spectrometer  spect NOBOANOBIOSORNIBOANOSHOONG NN XL N
LTI TOOOOANANNANANNT T T OO0 0 OO g OO
5 Solvent DMSO Ll Sl i e i o el i R i o i ol i i e i el i R NP P S 5P HsrNNsr MNep)
6 Temperature  298.0 e ——= =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z2129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
10 Number of 9000
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000 1 " )
Delay ’ T
13 Pulse Width 12.0000
14 Presaturation
Frequency
15 Acquisition Time0.8738
16 Acquisition 2018-08-16T22:51:47
Date
17 Modification 2018-08-16T22:51:47
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)
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2-Nitro-7-(4-(pyridin-3-yl)benzyl)imidazo[1,2-a]pyrazin-8(7H)-one (34e)

\

OZN{/ JN;?\I
o)

'H NMR (600 MHz, DMSO-ds)

16 Acquisition

2019-04-24T17:07:32

Parameter Value
1 Title CWA9171_097_ppt_DCM_MeOH.1.fid o O o o O
2 Origin Bruker BioSpin GmbH O U) U) U) (j) (/)
3 Owner nmr 022222
4 Spectrometer spect I O D O O D
5 Solvent bMso ONANARNNOOOLLNDOANNNDNODNNODDDIDOVEOOVIOINNNNONTOOO®
6 Temperatre 2980 DVONOWLIOBWOONRKRNNOOOOBIIIIINTIITILIL-OOHOHHY
7 Pulse Sequence zg W OWWOEWOWOMWOWOWOWONNNNNNNNNNNNNNKNKNNNNNNLONNNNN
8 Experiment 1D ;;;\;s‘gn\n\ﬁ*»\\r'/rggggg 4;44;; . L L . s L
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)

10 Number of 16

Scans
11 Receiver Gain  59.7
12 Relaxation 5.0000

Delay
13 Pulse Width 8.0000
14 Presaturation

Frequency
15 Acquisition 1.9464

Time

Date AL L e B B B R B B B
17 Modification 2019-04-24T17:07:32 87 86 85 81 80 78 7.7 76 75 74
Date 1 (ppm)
18 Spectrometer  600.13
Frequency
19 Spectral Width 8417.5
20 Lowest -1208.1
Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536
dal 3BT g
o0 o ™~ e e <
o oo o N~ < N
T T T T T T T T T T T T T T
12.0 115 11.0 105 100 95 90 85 80 75 70 65 6.0 55 50 45 40

1 (ppm)



2-Nitro-7-(4-(pyridin-3-yl)benzyl)imidazo[1,2-a]pyrazin-8(7H)-one (34e)

\

OZN{/ JN;?\I
o)

13C NMR (150 MHz, DMSO-ds)

Parameter Value 8 8 8 9) 8 8 8
1 Title CWA9171_097_ppt_DCM_MeOH.2.fid E E E E E E 2
2 Origi Bruker BioSpin GmbH
o VWO QIIT — I NONY ooog9ge
4 Spectrometer  spect N OOOOMNOOILOISTONMM OGN SO0 QW N

P P ODTITTOOOONOANNNN—O (=N N N Ne) KoNe N
5 Solvent DMSO Ll el e o s i el el el e Sl Sl Sl LOOMOOMOM MO ™M
6 Temperature  298.0 —— = —— =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/

N-D-05 Z)

10 Number of 7500

Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000

Delay |
13 Pulse Width 12.0000 ‘
14 Presaturation

Frequency

15 Acquisition Time0.8738
16 Acquisition 2019-04-24T21:08:24

Date
17 Modification 2019-04-24T721:08:24
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C

22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)

S59



2-Nitro-7-((6-phenylpyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34f)

N
/N\ =
OZNfN/J\/[?N \I
(0]

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment

VN U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA9117_042_ppt_DCM_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

iD

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

16

59.7
5.0000

8.0000

1.9464

2018-09-10T17:16:22

2018-09-10T17:16:22

600.13

8417.5
-1208.1

1H
16384
65536

(ONONONONG®)
ON2NPNONON)]
hA=2=2==2=
I'oooon
ANTT T~ NOOODOWLONOOMANNMNANOONT NI~ O O OO,
OCNNOOCOORNRNXNRNOOUIDLY YT NWBWD T
O OWOWOWOWWONNNNNNNNNNNNNDNNID NNNNN
——— e
T T T T T T T T
81 80 79 78 77 76 715 74
1 (ppm)
E NN s s 4
© R <
o o N—~OO~NO o~
) T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 105 10.0 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 15 -2

1 (ppm)

S60



2-Nitro-7-((6-phenylpyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34f)

N
/N\ =
OZNfN/J\/[?N \I
(0]

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWA9117_042_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 60053 H&F-C/
N-D-05 2)
6500

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-09-10T21:01:32

2018-09-10T21:01:32

150.92

37500.0
-2151.2

13C
32768
65536

cNoNoNecNoNON®)

(ORONONY MONPN)]

=S=2=23===

LO-ONRN®D= QI T ™ QQ aoogoon

O AN 0O OO0 WM O I~ © 00 ©LUu I N

BLIDSFTTOONOOANNNNNT— O FRoRo R R RoRoRe)

T rr r-rrrr e, e T T T T <t MO MOMOpPOOHOOMm

e\ ————" 3y

|J| Jl | .
T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)

Sé61



2-Nitro-7-((6-(4-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (349)

N
ON%N/\ z |
2 N/J}(N n
)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA9117_058_ppt_DCM_MeOH.1.fid
2 Origin Bruker BioSpin GmbH
3 Owner nmr
4 Spectrometer spect
5 Solvent DMSO
6 Temperature 298.0
7 Pulse Sequence zg
8 Experiment 1D
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
10 Number of 16
Scans
11 Receiver Gain  155.2
12 Relaxation 5.0000
Delay
13 Pulse Width 8.0000
14 Presaturation
Frequency
15 Acquisition 1.9464
Time
16 Acquisition 2018-09-12T13:08:02
Date
17 Modification 2018-09-12T13:08:02
Date
18 Spectrometer  600.13
Frequency
19 Spectral Width 8417.5
20 Lowest -1208.1
Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536

OCF,4
(OCNONONONG®)
(ON2NPNONON))
h=2=2===
aNaalalal
NN ANOOOODDNVWOVODDODNDOVWMMANTOHNONT PO OOD
AN ANNT OO0 Q00O T NGO
000000 OOWOWOOWOMWMOMWMONNNINNNNNNNNNLD®)GDANNNNN
—— e —
r——r— 71 1T 71T 17 T 1T 1T 717
84 83 82 81 80 79 78 77 76 75 74
1 (ppm)
n
L& Sdd LY 4
KX OS9-S <
o o N~O o~
) T T T T T T T T T T T T T T T T T T T T T T T T T T T T
12.0 11.5 11.0 105 100 95 9.0 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -1.0 -15 -2

1 (ppm)
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2-Nitro-7-((6-(4-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (349)

N
oma[WAﬁ ~
N/J}(N N
0]

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWA9117_058_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
6500

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-09-14T20:27:30

2018-09-14T20:27:30

150.92

37500.0
-2151.2

13C
32768
65536

OCF;
oNoNoNeNoNOoN®)
NN
S=S=3===
coNooToNmMUTONanNWee 200840000
TANDDOINOWD T~ ONAT-—OOTNON @D U N
LS ITITOOONNONNNNNNNT—-TT—TT—TO 0D O D O
T -Frmr-rmTr@rr-r-r@r-rf-rr-rrs-rTrsTCETTS T T oy <t O OMOgOomom
e e s N e —_—— e -
“ll ‘] A| ‘
T T T T 7T T L T T T T 71T 71 1T 1T T 1T T T T 1T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)



2-Nitro-7-((6-(p-tolyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34h)

N
ON%\N/\ Z |
2 N/J\H/N X
(0]

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Experiment

VWO N U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Widtl

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Pulse Sequence

h

Value

CWA9117_023_ppt_MeOH_DCM.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

1D

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
16

155.2
5.0000

8.0000

1.9464

2018-09-03T11:12:58

2018-09-03T11:12:58

600.13

8417.5
-1208.1

1H
16384
65536

NWOONWLODN-TTITOMNNND 0 D
0 OONDNO) DO O®NNROO I NN N
O OWONNNNNNNNNNNNNNMNDG
;;L;L;;x\n\r\\/)Qgggg‘

|
J
%
1

JM

82 81 80 79 78 7.7 76 75 74 73 72 7.1
1 (ppm)

e
2.51 DMSO
2.51 DMSO
2.50 DMSO
2.50 DMSO
2.50 DMSO
2.49 DMSO

2.35

|

4

IR N S—

T T T T T T T T T T T T

T
12.0 115 11.0 105 100 95 9.0 85 80 75 70 65 6.0 55 50 45 4.0

f1 (ppm)

3.5

T T T T T T T T T T

30 25 20 15 10

T T

-1.5 -2
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2-Nitro-7-((6-(p-tolyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34h)
N
SN 7
OZN{/J\H/N . |
o)

13C NMR (150 MHz, DMSO-ds)

Parameter Value O o O O C O O
DN YNnn
1 Title CWA9117_023_ppt_MeOH_DCM.2.fid 2 2 2 2 :: § §
2 Origin Bruker BioSpin GmbH
3 Owner amr O~ ONNO~-TLLONMT T O OO anoonogon
4 Spectrometer  spect DNV OWIOD O MO O N S OO Y N ©
LOITITOOOOOANNN—O 00 OOOOP O OO
5 Solvent DMSO Ll e S i ol el el i s S Sl el <O OOMOMP O NN
6 Temperature  298.0 eSS N . e——— |
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 4600
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000
Delay
13 Pulse Width ~ 12.0000 ‘ ‘ l
14 Presaturation )
Frequency ‘ v '
15 Acquisition Time0.8738
16 Acquisition 2018-09-03T14:00:53
Date
17 Modification 2018-09-03T14:00:53
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)
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2-Nitro-7-((6-(3-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34i)

N
N/J\H/N ™
0]

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Experiment

VW ONO U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Pulse Sequence

Value

CWA8967_114_ppt_MeOH_DCM.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

iD

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

16

116.1
5.0000

8.0000

1.9464

2018-08-16T17:57:51

2018-08-16T17:57:51

600.13

8417.5
-1208.1

1H
16384
65536

OCF;

7.62
L 7.53
L 7.52
- 7.45
L 7.45
L 7.44
7.43
5.22

1 3.32 HDO

. 2.51 DMSO
L 2.50 DMSO
l 2.50 DMSO
| 2.50 DMSO
| 2.49 DMSO

8.4

7.8
1 (ppm)

A

200= ———————

T T

12.0 115 11.0 105 10.0 95

T T

9.0 85

T

-15 -2
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2-Nitro-7-((6-(3-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34i)

N
N/J\H/N ™
0]

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWAB8967_114_ppt_MeOH_DCM.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)

9500

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-08-17T05:55:30

2018-08-17T05:55:30

150.92

37500.0
-2151.2

13C
32768
65536

OCF;

OOO&OOO
nnn nnun

==2=3=2==
CoNoowoNwaTITNBOnaNooe 2000000
BN ONW - OWANT - O DON OGN QDR QU N
BOSFFTITTON 0O ANANNANNTF-—~OXDDDI DD D
Al i 5 i i ol ol el el el S i el s T i i ol ol ol ~ B P RN P RN e B ot I ep NN ap RN ap]

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10
1 (ppm)
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2-Nitro-7-((5-(4-(trifluoromethoxy)phenyl)pyridin-2-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34))

OCF,4
o N%/\N/\ N/
2 —
N
N X
0]
!H NMR (600 MHz, DMSO-ds)
Parameter Value
1 Title CWA9171_091_ppt_DCM_MeOH.1.fid O O o o O
2 Origin Bruker BioSpin GmbH O U) U) U) U) (/)
3 Owner nmr D§§§§§
4 Spectrometer spect I O Q O O D
3 Solvent pMSO DO ONOONTOOWOWOITONONOT T OO DNDDNORONVONTO OO D
6 Temperature 298.0 mwwmMWFF1—‘—wwwwwwwwmmmmﬂ'ﬂ'vﬁ'ﬂ'vﬁ'ﬂ'vmmmmmmﬂ'
7 Pulse Sequence zg W OWWOEWOMWOMWOWOWOWONNNNNNNNNNNNNNKNKNNNNNNLDONNNNN
8 Experiment ) B e e " " " — " " A —
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 16
Scans
11 Receiver Gain  116.1
12 Relaxation 5.0000
Delay
13 Pulse Width 8.0000
14 Presaturation
Frequency
15 Acquisition 2.2807
Time
16 Acquisition 2019-04-17T17:00:51
Date N —
17 Modification  2019-04-17T17:00:51 9.1 90 89 88 828180 79 78 7.7 7.6 7.5 74
Date f] (ppm)
18 Spectrometer  600.13
Frequency
19 Spectral Width 7183.9
20 Lowest -591.3
Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536
& 3 § d
@ & 25353 S
oo =R N
T T T T T T T T T T T T T T T T T T T T T T T
105 100 95 9.0 8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0 0.5 00 -05

1 (ppm)

S68



2-Nitro-7-((5-(4-(trifluoromethoxy)phenyl)pyridin-2-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34))

OCF;4
o N%/\N/\ N/
2 —
NJﬁ“/N NS
0]
13C NMR (150 MHz, DMSO-ds)
-Parameter Value . 8 8 8 8 8 8 8
1 Title CWA9171_091_ppt_DCM_MeOH.2.fid E E 2 E E E E
2 Origin Bruker BioSpin GmbH VO MMOM—A ™= QO OO OO HANNO [alalalal alala)
3 O g g g g 4 . . . . g . A . . . . . .
% Somtometer oot TNBOINCWIBOOITAN- = O DO N DR X QIO N
P P LTI ITILTOOOOANANNNNNTT—O —DDD DD DD
5 Solvent DMSO Ll ol B i i i i ol ol ol ol el e S i i i ol (0 B ep BN e p B e s RN e s o NN ep BN ep]
6 Temperature 298.0 e =\ rr—————— ——= =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
10 Number of 9000
Scans
11 Receiver Gain  191.6 il
12 Relaxation 1.0000
Delay

13 Pulse Width 12.0000

14 Presaturation
Frequency

15 Acquisition Time0.8738
16 Acquisition 2019-04-18T03:42:49

Date
17 Modification 2019-04-18T03:42:49
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C

22 Acquired Size 32768
23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60
1 (ppm)



2-Nitro-7-((5-(4-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34k)

N
OzN‘fN/\ ~ |
N/Jﬁ(N ™
© OCF,4

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment

VW ONO U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA9117_099_ppt_DCM_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

iD

Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

16

140.4
5.0000

8.0000

1.9464

2018-10-07T11:53:36

2018-10-07T11:53:36

600.13

8417.5
-1208.1

1H
16384
65536

ONONONONG®)

[ONON 2N NONHONG

oNn=2=2=2=2=

e aaalalal

DL T T~ TTOOTITNDNDANNTTTONODANANNFTT—TODOODOODITANT—T OO OO

00 00 0§ 00 00 00 © © © O O 0 QY QY XNVWXYVOOOUWLWLWIOI T ITNMN®MLOLLWLWOY

00000 OOWOWOEWOMWOMWWONNNNNNNNNNNNNNNNNNNDODO®ONNNNN

;;;\;ggn\n\an\Lfrzggggg;ggg; “ﬁ‘ " e e
L L L L T
9.0 88 86 8.2 7.8

1 (ppm)

P
0.897

0.9
0.8

$

r T T T T T T

T

12.0 115 11.0 105 10.0 95 9.0 85

T

50 45 40

1 (ppm)

35 3.0

T

-15 -2
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2-Nitro-7-((5-(4-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34k)

N
OzN‘fN/\ ~ |
N/Jﬁ(N ™
© OCF,4

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer

Temperature

1

2

3

4

5 Solvent
6

7

8 Experiment
9 Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA9117_099_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 2)
9500

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2018-10-07T17:18:52

2018-10-07T17:18:52

150.92

37500.0
-2151.2

13C
32768
65536

OOOSOOO
nwmwwym nwnwwym

S=S=3===
ovTor-mrm-wxmosTOoNaNnone 2004000
ODONNOUOUITOANTNANT-TOOONOCON ™, RX0O U N
OIS SITLTOONONONANNNNTT—T—OO 00D DD & B O
Ll =l i i el el el e Sl e e e el el el el el Sl S~ i e s B e p BN ap BN et BN NN e Bl ep]
gggg»\?:\\j\ \r#rﬁ, B L S S \\&W%

L
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
1 (ppm)

S71



2-Nitro-7-((5-(p-tolyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34l)

N
J N =
O

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA9171_090_ppt_DCM_MeOH.1.fid o O O o o
2 Origin Bruker BioSpin GmbH (@ PN PNONHN]
3 Owner nmr DE E E E E
4 Spectrometer spect m D D O D
5 Solvent DMSO OO ITITANTTT—TOONTNATT—TOOONN-OOO O LW
5 Temperotre 2980 VWRRONOOSVOOOOMWMINMNMMAMMAMNMYHDHH I M
7 Pulse Sequence zg 00 000 O0OWOWOWWOAOMNMNMNNENNNNNNNNENNNNL OO ANNNNN
8 Experiment 1D —————— e reee——————————— (L ——
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)

10 Number of 16

Scans
11 Receiver Gain  59.7
12 Relaxation 5.0000

Delay
13 Pulse Width 8.0000
14 Presaturation

Frequency
15 Acquisition 1.9464

Time
16 Acquisition 2019-04-17T17:05:39

Date
17 Modification 2019-04-17T17:05:39

Date L AL B (O R B A B B B B
18 Spectrometer  600.13 88 87 86 8581 8.0 76 75 74 73

Frequency 1 (ppm)
19 Spectral Width 8417.5
20 Lowest -1208.1

Frequency
21 Nucleus 1H
22 Acquired Size 16384
23 Spectral Size 65536 L A

33 & fud : :
coco S e-a o o
L B e e e e e |
12.0 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -10 -15 -2

1 (ppm)
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2-Nitro-7-((5-(p-tolyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34l)

N
J N =
O

13C NMR (150 MHz, DMSO-ds)

1
2
3
4
5
6
7
8
9

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Value

CWA9171_090_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

Pulse Sequence jmod

Experiment
Probe

10 Number of

Scans

11 Receiver Gain
12 Relaxation

Delay

13 Pulse Width
14 Presaturation

Frequency

16 Acquisition

Date

17 Modification

Date

18 Spectrometer

Frequency

19 Spectral Width
20 Lowest

Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

JMOD

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 7)

6500

191.6
1.0000

12.0000

15 Acquisition Time0.8738

2019-04-17T20:34:03

2019-04-17T20:34:04

150.92

37500.0
-2151.2

13C
32768
65536

OOOOS)OO
NDLNDNP N
S=S=S=FX==
CON®POMNNTANN®QTQQ cooogon
ONRNNORNLOODOOAN®DWOM O N O 0O Y NN
OSTITOOOOONODANANNT~ O P RoRoRo koK oo XK=
T - r-r-r-r-rm—-—ereer T T T T T < OO M MmN N
e S S I S S S —_—— e o = —
ll H ‘ |
T T T T T T T T T T 7T T T T 1 7T T T L T 1 7T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10
1 (ppm)
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2-Nitro-7-((5-(3-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34m)

N
OzN‘fN/\ _ |
N/J\WN N OCF,
0

'H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment

VW O N U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA9117_115_ppt_DCM_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

1D

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
16

155.2
5.0000

8.0000

1.9464

2018-10-16T17:18:51

2018-10-16T17:18:51

600.13

8417.5
-1208.1

1H
16384
65536

ONONONON®;
(O PN PN NN
n=2==2==
Enyapapayayal
VT~ OOUOFTITITINNNNOOOONMNOTNOLONTFTTTOOLOOLOTAN—TOOOOD
0ROV =R NARMRNRMAEMNMNMNOCOOOOOUIDY LT ITANMIDILLWLWS
00 0000000V WMOWNNMNMNNNNNNNNSNSENNNNSAENSNNNRNSENSNENNMNMNOOOANNNNN
L L L ———— S S S S S N S
T T T T T T T T T T T T
7.9 7.8 7.6 7.5 7.4
f1 (ppm)
J
433 & £dy $
coco - da~o o
I B e e |
12.0 115 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00 -05 -10 -15 -2
f1 (ppm)
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2-Nitro-7-((5-(3-(trifluoromethoxy)phenyl)pyridin-3-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (34m)

N
OzN‘fN/\ _ |
N/J\WN N OCF,
0

13C NMR (150 MHz, DMSO-ds)

Parameter Value O O O O O O
0w unun nnn
1 Title CWA9117_115_ppt_DCM_MeOH.2.fid E E E 2 E E
2 Origin Bruker BioSpin GmbH
OCOMNOANT™T MO AT OOOOMN~NNLL O © anon o0on
3 Owner nmr ) Lo e e S e e e S T T s Y T T gy 00 O S
4 Spectrometer spect MOONNOLTOANT-TOOMONOOOOOMN~NODNN " 70 ™
OLITITITTOOOOOOANNANANNT T T T OO O O [N lNe)]
5 Solvent DMSO Ll i i R i it el Sl el i Sl el Sl sl el e e St i i~ o B es BN as B ey I as Mo Miep]
6 Temperature  298.0 ———— | e—————— ——= =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 10000
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000
Delay
13 Pulse Width 12.0000
14 Presaturation M M "
Frequency i
15 Acquisition Time0.8738
16 Acquisition 2018-10-16T22:39:45
Date
17 Modification 2018-10-16T22:39:45
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768

23 Spectral Size 65536

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 0 -10
1 (ppm)
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2-Nitro-7-(4-(thiazol-2-yl)benzyl)imidazo[1,2-a]pyrazin-8(7H)-one (34n)

Ly
OZN{/JN\[/?\J S
o)

'H NMR (600 MHz, DMSO-ds)

Parameter Value
1 Title CWA9117_072_ppt_DCM_MeOH.1.fid O O o O O
2 Origin Bruker BioSpin GmbH C) (j) (/) U) (j) (/)
3 Owner biodiversity () E E E E E
4 Spectrometer spect T OO0OO0OO0OA
5 Solvent bMSO OO ITILITOONTDOMNOONN O P—oO OO M
6 Temperature  298.0 VOO RNMNOOOTITIT I T — M WOLwLwLw <
7 Pulse Sequence zg ONMNMNNNNNNNNNNNNNNNNNNNNDND P NN ANANAN
8 Experiment 1D e —— —— | — =
9 Probe 5 mm PASEI 1H/ D-13C Z-GRD Z866801
0003
10 Number of 16
Scans
11 Receiver Gain  287.0
12 Relaxation 5.0000
Delay
13 Pulse Width 9.8000
14 Presaturation
Frequency
15 Acquisition 1.9465
Time
16 Acquisition 2018-09-18T14:53:00
Date
— 77— T — 7T
17 Modification ~ 2018-09-18T14:53:58 81 80 79 78 77 76 75 74 3
Date 1 (ppm)
18 Spectrometer  600.08
Frequency
19 Spectral Width 8417.5
20 Lowest -308.1
Frequency
21 Nucleus 1H
22 Acquired Size 16384 J At .
23 Spectral Size 65536 A P Y
o AR S
o N

135 13.0 125 12.0 11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00 -0
1 (ppm)
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2-Nitro-7-(4-(thiazol-2-yl)benzyl)imidazo[1,2-a]pyrazin-8(7H)-one (34n)

0

osz/JN\[/?\l
N
o

13C NMR (150 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Experiment
Probe

VW N U A WN R

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

19 Spectral Width

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Value

CWA9117_072_ppt_DCM_MeOH.2.fid
Bruker BioSpin GmbH

biodiversity

spect

DMSO

297.9

Pulse Sequence jmod

JMOD

5 mm PASEI 1H/ D-13C Z-GRD Z866801
0003

7500

2050.0
1.0000

14.0000

15 Acquisition Time0.8739

2018-09-18T21:45:00

2018-09-18T21:45:36

150.91

37500.0
-2227.5

13C
32768
65536

[cNeNoNeo ToNoNe

DL NV

=S=Z=ZF===

©N ORI IO QW0 coogqonn

O ANOWMOOLAN®WMOO O N © 00 ©LWMN

OCOLTITONNOANNNNT~ O eRoRo R R o R R

T - mr - r- T T T T T — L MmMmoMmOoMmmoom o™

e T N e ——
L L B EL N B T T T T 1 T T T T T 7 T T
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 -10

1 (ppm)
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2-Nitro-7-((2-phenylthiazol-5-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (340)

NT™ S
0]

=

!H NMR (600 MHz, DMSO-ds)

Parameter

Title

Origin

Owner
Spectrometer
Solvent
Temperature

Experiment

VWO N U A WN

Probe

10 Number of
Scans

11 Receiver Gain

12 Relaxation
Delay

13 Pulse Width

14 Presaturation
Frequency

15 Acquisition
Time

16 Acquisition
Date

17 Modification
Date

18 Spectrometer
Frequency

20 Lowest
Frequency

21 Nucleus
22 Acquired Size
23 Spectral Size

Pulse Sequence

19 Spectral Width

Value

CWA9117_100_ppt_DCM_MeOH.1.fid
Bruker BioSpin GmbH

nmr

spect

DMSO

298.0

29

1D

7129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
16

109.3
5.0000

8.0000

1.9464

2018-10-23T12:59:20

2018-10-23T12:59:20

600.13

8417.5
-1208.1

1H
16384
65536

2.49 DMSO

0000
[ON 2N ON)IN)]
ASSsS3
EyaNalaNa)
NOOOTOOOOOOOOOTYTML OO O 0 NN AN ™ O O O
0S99 9NRNRRIRRNVOOUYHB I I T RO NOLDHn o
[colae o~ ol o TN N B S I T T T o T S T B I NN MO AN NNN
e e e | e e — —_—

|

81 80 79 78 77 76 75 74
f1 (ppm)

082=
e
b
o

$

T T T T T T T T T T T T T T L T T T T T T T T T T T T T

12.0 115 11.0 105 100 95 9.0 85 80 75 70 65 6.0 55 50 45 4.0

f1 (ppm)

T T

-1.5 -2
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2-Nitro-7-((2-phenylthiazol-5-yl)methyl)imidazo[1,2-a]pyrazin-8(7H)-one (340)

=

NT™ S
0]

13C NMR (150 MHz, DMSO-ds)

Parameter Value o o o :> o o o
(ONONON PNONOND
1 Title CWA9117_100_ppt_DCM_MeOH.2.fid E 2 2 > 2 E 2
2 Origin Bruker BioSpin GmbH
3 Owner nmr Ao ™ O T N OO0 0 0 aoopoon
4 Spectrometer  spect ONOODTONODO©N ©IN QX OIN N N
OCLUOITITOHOOOHOOANNNT—O MO OO MmO D
5 Solvent DMSO T T - rrrr T T T T T T T O OMMPOOOMOM
6 Temperature 298.0 | — N —— =
7 Pulse Sequence jmod
8 Experiment JMOD
9 Probe Z129649_0009 (CP TCI 600S3 H&F-C/
N-D-05 Z)
10 Number of 5200
Scans
11 Receiver Gain  191.6
12 Relaxation 1.0000
Delay
13 Pulse Width 12.0000
14 Presaturation l l | ]
Frequency W
15 Acquisition Time0.8738 I
16 Acquisition 2018-10-23T15:46:56
Date
17 Modification 2018-10-23T15:46:56
Date
18 Spectrometer  150.92
Frequency
19 Spectral Width 37500.0
20 Lowest -2151.2
Frequency
21 Nucleus 13C
22 Acquired Size 32768
23 Spectral Size 65536

T T 1 T~ T T~ T T~ T T~ T * T T T *~ T T~ T "~ T T~ T T T T T T T T T T T T T T T T T T T T T T T T T
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
1 (ppm)
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2-Nitro-7-(4-(piperidin-1-yl)benzyl)imidazo[1,2 a]pyrazin-8(7H)-one (34p)

N
@)

N

N

!H NMR (600 MHz, DMSO-ds)

Parameter

-

Title

Origin

Owner
Spectrometer
Solvent
Temperature
Pulse Sequence
Experiment
Probe

VW ONO U A WN

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time
16 Acquisition Date
17 Modification Date

19 Spectral Width

20 Lowest Frequency
21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB967_055_ppt_DCM_Me
OH_cryoprobe.1.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
zg
iD
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

32
59.7
5.0000
8.0000

1.9464
2018-05-16T02:12:37
2018-05-16T02:12:37

18 Spectrometer Frequency 600.13

8417.5
-1208.1
1H
16384
65536

O ONONONONG®)
(@] NN
@) SN2 === =2
I alagayayalyal
™ NT—< ™M AN NO W —~—O O 00 ¥ O
«Q oY« N 0¥ M W0V LWL WS QO
0 | i T Te] MMM NANANNNAN ™
\ —\ \ ~\ e
F (d) G (s)
7.44 1.84
A(s) |E(d) B (s) C (m) D (s)
8.83 7.62 5.12 3.39 1.60
1;.0' 1;.5' 1;.0' 1(;).5' 1(;).0' 9T.5' 9T.O' 5.5' ST.O' 7T45' 7T40' GT.S' GT.O' ST.SV ST.O' 4T.5' 4T.0' 3T.5' 3T.0' 2T.5' 2T.0' 1T.5' 1T.0' 0T.5' OT.OV —(;.5' —1T.0' —1T.5' —é
1 (ppm)
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2-Nitro-7-(4-(piperidin-1-yl)benzyl)imidazo[1,2 a]pyrazin-8(7H)-one (34p)
OZN@
N
o)

13C NMR (150 MHz, DMSO-ds)

N

N

Parameter

1 Title

Origin
Owner
Spectrometer

2

3

4

5 Solvent
6 Temperature

7 Pulse Sequence

8 Experiment

9 Probe

10 Number of Scans

11 Receiver Gain

12 Relaxation Delay

13 Pulse Width

14 Presaturation Frequency

15 Acquisition Time

16 Acquisition Date

17 Modification Date

18 Spectrometer Frequency
19 Spectral Width

20 Lowest Frequency

21 Nucleus

22 Acquired Size

23 Spectral Size

Value
CWAB967_055_ppt_DCM_MeO
H_cryoprobe.2.fid
Bruker BioSpin GmbH
nmr
spect
DMSO
298.0
z9pg
1D
Z129649_0009 (CP TCI 600S3
H&F-C/ N-D-05 Z)

2560
191.6
1.0000
12.0000

0.9044
2018-05-16T03:36:59
2018-05-16T03:36:59
150.92

36231.9

-3025.7

13C

32768

65536

oNoNoNoNoIoNe

NN W

===2=ZZ==

0 o - 100 agalayalal falyal

o 00 Do MO Q0 O 0O IIN— ©

w0 < NOANAN—~O MDD DD M

- ~ T 7 <t OO MOM MO M AN

Vol Sl N —— > — |

| "
T T T T T T T T T T 1 T T 7T T - 1 T 1T © T T*T 7T T L
210 200 190 180 170 160 150 140 130 120 110 100 90 8 70 60 50 40 30 20 10 10 2

1 (ppm)
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