LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\
Data File : BG037477.D

Aca On : 23 Oct 2018 15:33

Operator : JU/SJ

Sample : PB114082BL

Misc :

ALS Vial : 4 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
1 5.186 318 323 333 rVB 43717 73751 1.67% 0.330%
2 5.644 394 401 411 rBV 993735 1635177 37.00% 7.324%
3 7.248 666 674 688 rBY 1050450 1847463 41.80% 8.274%
4 7.630 731 739 750 rBV 951547 1704265 38.56% 7.633%
5 8.106 813 820 830 rVB 201984 352724 7.98% 1.580%

8.429 867 875 884 rVB 710227 1261194 28.54% 5.649%
9.281 1012 1020 1031 rBV 591499 1091198 24.69% 4_.887%
10.926 1290 1300 1311 rVB 282892 536205 12.13% 2.402%
13.364 1707 1715 1724 rBV 1731882 2761328 62.48% 12.367%
14.739 1942 1949 1958 rVB2 517815 840272 19.01% 3.763%

=
QO ~NO®

11 16.226 2194 2202 2213 rBV 1312570 2059710 46.61% 9.225%
12 17.489 2409 2417 2425 rBV 712443 1132869 25.63% 5.074%
13 20.086 2853 2859 2868 rBV 3225015 4419405 100.00% 19.794%
14 21.766 3138 3145 3155 rBV2 679580 1231069 27.86% 5.514%

15 24.105 3536 3543 3548 rBV7 20178 47258 1.07% 0.212%

16 25.104 3701 3713 3738 rBV2 367021 1200308 27.16% 5.376%

17 26.261 3902 3910 3919 rVB8 23102 66607 1.51% 0.298%

18 27.671 4146 4150 4160 rVB7 21400 66603 1.51% 0.298%
Sum of corrected areas: 22327406
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\
Data File : BG037477.D

Aca On : 23 Oct 2018 15:33

Operator : JU/SJ

Sample : PB114082BL

Misc :

ALS Vial : 4 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: BG037477.D
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Abundance TIC: BG037477.D
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG037477.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037477.D

Aca On : 23 Oct 2018 15:33

Operator : JU/SJ

Sample : PB114082BL

Misc :

ALS Vial : 4 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.

5.19 4.18 ng 73751 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 n-Octanoic acid isopropvl ester 186 C11H2202 005458-59-3 9
5 n-Hexane-1,1-diol diacetate 202 C10H1804 064847-81-0 9

Abundance Scan 324 (5.192 min): BG037477.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R SN SRR N
83.0 480 500 520 5.40 5.60
SRRSO SRR 3 S NS m/z 59.00 57.96%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRR L L
59.0 480 500 520 540 560
0
150 a0 1010 m/z 57.95 21.97%
...I' n . 83.0 .
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43.0
480 500 520 540 560
5000 m/z 101.00 20.41%
55.0
27.0
15.0
NI TR P N 71.0 830 980
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R o e AR
43.0 480 500 520 5.40 5.60
m/z 41.00 9.04%
57.0
5000
20.0 101.0
e Il 730 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 520 5.40 5.60

8270-BG101818.M Wed Oct 24 15:20:39 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\
Data File : BG037477.D

Aca On : 23 Oct 2018 15:33

Operator : JU/SJ

Sample : PB114082BL

Misc :

ALS Vial : 4 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 96.63 ng 1704270 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 739 (7.630 min): BG037477.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 so || L0 %0 120 a7 780 8b0
NSO NS NI R4 N | m/z 68.00 42.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R IR I L
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.66%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28 .58%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e B L
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.00%
5000 67.0
41.0 97.0
53.0
'W'”W'”W'”W'”W'”W'“W'Zi?”ﬂ'“ﬂ'“';ﬁ?ﬁ”'l”"' R IR I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG102318\
Data File : BG037477.D

Acq On : 23 Oct 2018 15:33

Operator : JU/SJ

Sample : PB114082BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

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... 5.19 4.2 ng 73751 1 8.11 352724 20.0
unknown7 .63 7.63 96.6 ng 1704270 1 8.11 352724 20.0
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