LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081018\
Data File : BM016300.D

Acq On : 10 Aug 2018 17:35

Operator : SJ/JU

Sample : PB111942BL

Misc :

ALS Vial : 4 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_M\METHODS\8270-BM072318_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 5.181 316 322 336 rBY 152738 234677 10.04% 1.525%
2 5.657 398 403 420 rBv 1117704 1668598 71.38% 10.845%
3 7.304 676 683 694 rBvY 1039187 1631136 69.78% 10.602%
4 7.657 737 743 759 rBV 1185697 1857463 79.46% 12.073%
5 8.128 817 823 834 rBB 180861 284821 12.19% 1.851%

8.445 871 877 891 rBB 865086 1403734 60.05% 9.124%
9.316 1018 1025 1039 rBV 597637 986471 42.20% 6.412%
10.945 1295 1302 1313 rBV 183536 309700 13.25% 2.013%
13.380 1710 1716 1727 rBV 1311635 1879394 80.40% 12.215%
14.762 1945 1951 1960 rBB2 217250 312659 13.38% 2.032%

=
QO ~NO®

11 16.251 2198 2204 2218 rBV 997885 1340436 57.35% 8.712%
12 17.498 2410 2416 2423 rBV 227699 317593 13.59% 2.064%
13 20.080 2849 2855 2860 rBV 2009194 2337472 100.00% 15.193%
14 21.627 3114 3118 3125 rBV 322471 390135 16.69% 2.536%
15 23.962 3510 3515 3523 rVB2 217194 431086 18.44% 2.802%

Sum of corrected areas: 15385375
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081018\
Data File : BM016300.D

Acq On : 10 Aug 2018 17:35

Operator : SJ/JU

Sample : PB111942BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM016300.D
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Abundance TIC: BM016300.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081018\
Data File : BM016300.D

Acq On : 10 Aug 2018 17:35

Operator : SJ/JU

Sample : PB111942BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 16.48 ng 234677 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propylamine 59 C3HON 000107-10-8 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 23

Abundance Scan 322 (5.181 min): BM016300.D (-316) (-) m/z 43.00 100.00%
43
5000 59
1 480 500 520 540 560
o...,....,....,..??','!:..,??.h!,....,....,??..,....,|....,. m/z 59.10  49.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS RN RN U
59 4.80 5.00 520 540 5.60
m/z 101.00 17 .44%
15 31 101
0 25 7 37, 53 | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #238: Propylamine
30
480 500 520 540 560
5000 m/z 58.10 11.62%
59
o 17 a5 |
LR UL SRR UL UL UL FELRLEL IR SO SRR UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester R
43 4.80 500 5.20 5.40 5.60
m/z 41.10 10.69%
57
5000
29 101
o 15 |, o3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM081018\
Data File : BM016300.D

Acq On : 10 Aug 2018 17:35

Operator : SJ/JU

Sample : PB111942BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.66 Concentration Rank 1

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

7.66 130.43 ng 1857460 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 12

Abundance Scan 744 (7.663 min): BM016300.D (-737) (-) m/z 132.00 100.00%
32
5000
740 7.60 7.80 8.00
of m/z 68.10 42 .52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132
5000 67 A
7.40 7.60 7.80 8.00
m/z 66.00 41.09%
44 59 76 103
OFrrrprrrr e e e et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56 132
740 7.60 7.80 8.00
5000 m/z 134.00 32.89%
64
0 15 2\\7 34 42\ \ ‘ ‘ 76 91 99 i
miz> 1o 2 % 40 % 60 7 80 8 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R n
132 7.40 7.60 7.80 8.00
69 m/z 69.10 23.49%
104
5000
78
31 35 ST
Obrrrprrrrprrr e b T e T T o e e
m/z--> 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_M\DATA\BM081018\
Data File : BM016300.D

Acq On : 10 Aug 2018 17:35

Operator : SJ/JU

Sample : PB111942BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 16.5 ng 234677 1 8.13 284821 20.0
unknown7 .66 7.66 130.4 ng 1857460 1 8.13 284821 20.0
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