LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040642.D

Acq On 27 Apr 2019 00:24

Operator : JU/SJ

Sample : PB119239BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.158 6 12 24 rvB2 42865 85913 1.84% 0.420%
2 5.685 435 442 453 rVB 1049072 1607734 34.49% 7.864%
3 7.295 707 716 730 rBV 1081513 1851180 39.71% 9.054%
4 7.677 774 781 789 rBV 994758 1684296 36.13% 8.238%
5 8.158 856 863 870 rvB 141241 247105 5.30% 1.209%

8.482 907 918 925 rBV 696643 1205093 25.85% 5.894%
9.334 1053 1063 1070 rBV 621470 1107662 23.76% 5.418%
10.979 1337 1343 1353 rVB 186471 330056 7.08% 1.614%
13.411 1750 1757 1766 rBV 1683453 2499541 53.61% 12.226%
14.786 1984 1991 1997 rBV2 304157 492587 10.57% 2.409%

=
QO ~NO®

11 16.267 2236 2243 2257 rBV 1513399 2344806 50.30% 11.469%
12 17.530 2450 2458 2464 rVB2 471811 716754 15.37% 3.506%
13 20.127 2894 2900 2906 rBV 3608534 4662023 100.00% 22.803%
14 21.813 3181 3187 3195 rVB2 486801 824984 17.70% 4._.035%
15 25.186 3751 3761 3771 rBV2 269052 785424 16.85% 3.842%

Sum of corrected areas: 20445158
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040642.D

Acq On : 27 Apr 2019 00:24

Operator : JU/SJ

Sample : PB119239BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040642.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040642.D

Acq On : 27 Apr 2019 00:24

Operator : JU/SJ

Sample : PB119239BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Pentene, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.16 6.95 ng 85913 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 78
2 Cyclohexane 84 C6H12 000110-82-7 76
3 2-Amino-oxazole 84 C3H4N20 004570-45-0 53
4 2-Acetylpiperidine 127 C7H13NO 097073-22-8 53
5 Cyclobutane 56 C4H8 000287-23-0 43

Abundance Scan 12 (3.158 min): BG040642.D (-6) (-) m/z 56.05 100.00%
% 84
41
5000
69
3.20 3.30 3.40 3.50 3.60
ol vl 138 198 m/z 83.95  79.81%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1478: 1-Pentene, 2-methyl-
41 96
5000 27 69 RS AN R AR AR
84 3.20 3.30 3.40 3.50 3.60
15 m/z 41.00 70.10%
0‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1457: Cyclohexane
56
41 84 RN RS A AR AR
3.20 3.30 3.40 3.50 3.60
5000 . m/z 38.95 40.81%
69
15
0 .|2....|....|...|....|...|....|....|....|....|....|..
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1333: 2-Amino-oxazole
84 3.20 3.30 3.40 3.50 3.60
m/z 55.10 37.40%
56
5000
42
0'I"”I'?}wm'ﬂl"”l"”I"”I'”'I'”'I'”'I'”'I”
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040642.D

Acq On : 27 Apr 2019 00:24

Operator : JU/SJ

Sample : PB119239BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown7.68 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.68 136.32 ng 1684300 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 782 (7.683 min): BG040642.D (-774) (-) m/z 132.00 100.00%
32
68
5000
4|o 54 | [ 9 103 .. 740 7.60 7.80 8.00
o R S 1 P P[RS [ N m/z 67.95 52.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S R A A A LA
7.40 7.60 7.80 8.00
31 70 m/z 66.00 38.91%
. 4451 60 | 77 g5 | 105 116
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 740 7.60 7.80 800
5000 m/z 134.00 31.87%
31 54 51 8
0'”I”'W'“'P“WPl”JL'W”'H“”'P'”P'“I””W'”'P'”I““I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R E AR R L
56 132 7.40 7.60 7.80 8.00
m/z 69.00 24 .20%
5000
64
0 15 2\\7 34 42‘\‘ m‘ ‘ ‘7\6 91 99 i
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042619\
Data File : BG040642.D

Acq On 27 Apr 2019 00:24

Operator : JU/SJ

Sample : PB119239BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG042319_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 3.16 7.0 ng 85913 1 8.16 247105 20.0
unknown7 .68 7.68 136.3 ng 1684300 1 8.16 247105 20.0
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