LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037594.D

Aca On : 26 Oct 2018 23:43

Operator : JU/SJ

Sample : PB114204BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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\HPCHEMI\BNA G\METHODS\8270-BG101818.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 heiaht area % max. total

5.180 318 322 331 rVB 38653 60065 1.66% 0.331%
5.644 393 401 413 rBV 837528 1361498 37.52% 7.499%
rBv 868283 1510447 41.62% 8.319%
7.630 729 739 752 rBV 797279 1419232 39.11% 7.817%
8.100 811 819 829 rVB 166830 299099 8.24% 1.647%
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8.423 866 874 885 rBV 575370 1047265 28.86% 5.768%
9.275 1011 1019 1035 rBV 482108 911353 25.11% 5.020%
10.920 1292 1299 1308 rVB 242659 448395 12.36% 2.470%
13.359 1706 1714 1726 rBV 1396882 2275538 62.70% 12.533%
14.733 1941 1948 1955 rBV2 423246 696015 19.18% 3.834%

=
QO ~NO®

11 16.220 2194 2201 2227 rBV2 1060770 1711959 47.17% 9.429%
12 17.483 2408 2416 2424 rBV2 598123 933499 25.72% 5.142%
13 20.080 2852 2858 2870 rBV 2707248 3629008 100.00% 19.988%
14 21.766 3138 3145 3159 rBV2 548962 991615 27.32% 5.462%
15 25.098 3701 3712 3726 rBV3 247912 860827 23.72% 4.741%

Sum of corrected areas: 18155815
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102618\
Data File : BG037594.D

Aca On - 26 Oct 2018 23:43

Operator : JU/SJ

Sample : PB114204BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG037594.D
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Abundance TIC: BG037594.D
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Abundance TIC: BG037594.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037594.D

Aca On : 26 Oct 2018 23:43

Operator : JU/SJ

Sample : PB114204BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 4.02 ng 60065 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 12

Abundance Scan 322 (5.180 min): BG037594.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A R R LU
510 | 83.0 | 4.80 500 520 5.40 5.60
— e e e e e e m/z 59.00 52 .50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R R LU
4.80 500 520 5.40 5.60
59.0 1010 m/z 101.00 19.91%
210 | 510 || 69.0 830910 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 520 540 560
5000 m/z 58.00 19.79%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A B B
59.0 4.80 500 520 5.40 5.60
m/z 41.00 7.84%
5000 41.0
31.0
69.0 870
15.0 ‘J L stopl] “ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037594.D

Aca On : 26 Oct 2018 23:43

Operator : JU/SJ

Sample : PB114204BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.63 94 .90 ng 1419230 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 739 (7.630 min): BG037594.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 0 ue J 750 740 760 780 00
Ay 2068 0 a7 68.00 43.62%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AN A A

7.20 7.40 7.60 7.80 8.00
m/z 133.90 33.70%

31.0 510
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R REREE R R
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 28.33%
41.0 97.0
‘ ‘ 117.0
....‘,‘...‘. i ‘320..‘;,....“,..“.,....,....,....,....
m/z--> 100 120 140 160 180 200
Abundance #52379. Tranylcypromine-propionyl s B L R AR
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.32%
74.0
5000 98.0 116.0
SIS WERTMOTR VK W WO RO HOUNN 3 GO et
m/z--> 40 60 100 120 140 160 180 200 7.20 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\BG102618\
Data File : BG037594.D

Acq On : 26 Oct 2018 23:43

Operator : JU/SJ

Sample : PB114204BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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]
2-Pentanone, 4-hy... 5.18 4.0 ng 60065 1 8.10 299099 20.0
unknown7 .63 7.63 94.9 ng 1419230 1 8.10 299099 20.0
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