LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037585.D

Aca On : 26 Oct 2018 17:51

Operator : JU/SJ

Sample : J5649-13

Misc :

ALS Vial : 7 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 5.183 317 322 328 rBV 27835 44854 2.11% 0.383%
2 5.641 394 400 409 rBV 380482 627098 29.46% 5.351%
3 7.245 662 673 684 rBV 446480 844215 39.66% 7.204%
4 7.627 730 738 747 rBV 399537 704315 33.09% 6.010%
5 8.103 812 819 829 rBV 156719 276948 13.01% 2.363%

8.426 865 874 884 rVB 275096 500612 23.52% 4.272%
9.278 1010 1019 1027 rBV 262715 475665 22.35% 4_059%
10.923 1291 1299 1309 rVB 238037 437033 20.53% 3.729%
13.355 1704 1713 1723 rBVY 792078 1253110 58.87% 10.693%
14.178 1847 1853 1859 rBV 86653 128955 6.06% 1.100%

=
QO ~NO®

11 14.736 1940 1948 1956 rBvV2 410919 667549 31.36% 5.696%
12 16.223 2194 2201 2215 rBV 585741 951387 44.70% 8.118%
13 17.480 2409 2415 2429 rBvV 542106 846686 39.78% 7.225%
14 18.332 2557 2560 2567 rBv4 18901 29946 1.41% 0.256%
15 20.077 2851 2857 2868 rBV 1586648 2128574 100.00% 18.163%

16 21.370 3073 3077 3082 rBvV5 22725 42800 2.01% 0.365%

17 21.763 3137 3144 3159 rBV2 498697 884461 41.55% 7.547%

18 23.256 3393 3398 3404 rBV6 15470 27560 1.29% 0.235%

19 24.084 3535 3539 3546 rVvB8 15725 32588 1.53% 0.278%

20 25.095 3700 3711 3726 rBv2 236330 784650 36.86% 6.695%

21 26.234 3901 3905 3913 rVB9 12054 30258 1.42% 0.258%
Sum of corrected areas: 11719264
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037585.D

Aca On : 26 Oct 2018 17:51

Operator : JU/SJ

Sample : J5649-13

Misc :

ALS Vial : 7 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

Abundance TIC: BG037585.D

1400000
1200000
1000000

800000

600000
7.24

400000 5.64 7.63
8.43 9.28 10.92

200000 8.10
5.18
A

e R I i ot LUSMESS) A | VMRS M MMM | HN MO

T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG037585.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102618\
Data File : BG037585.D

Aca On : 26 Oct 2018 17:51

Operator : JU/SJ

Sample : J5649-13

Misc :

ALS Vial : 7 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 3.24 ng 44854 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 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 3-Octanol 130 C8H180 000589-98-0 25
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 25

Abundance Scan 322 (5.183 min): BG037585.D (-317) (-) m/z 43.00 100.00%
43.0
59.0
5000
630 1°|1-° 480 500 520 540 560
SRR 1SRN T | A MM K MM m/z 59.00 56.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.00 21.49%
1 I' i , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 5.00 520 5.40 5.60
5000 m/z 101.00 16.57%
20.0 101.0
2o 1Ll 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R i ma e )
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.14%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ AR ‘ 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 : BG037585.D

Aca On : 26 Oct 2018 17:51

Operator : JU/SJ

Sample : J5649-13

Misc :

ALS Vial : 7 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 50.86 ng 704315 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 739 (7.633 min): BG037585.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 SRR RS SRR SRR
400 540 ‘ 7.20 7.40 7.60 7.80 8.00
..,....,....,....l'!..:,:!..,.:.'.|,..'..,5?‘.‘-.?,..!.,.':..,1.1.4.-?,....,"...,.. m/z 68.00 40.16%
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 VARARBARRE AR AR A
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 35.14%
'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 #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.11%
41.0 97.0
53.0
‘ ‘ 20.0 117.0
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘:::luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.81%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 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 : BG037585.D

Acq On : 26 Oct 2018 17:51

Operator : JU/SJ

Sample - J5649-13

Misc :

ALS Vial : 7 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 3.2 ng 44854 1 8.10 276948 20.0
unknown7 .63 7.63 50.9 ng 704315 1 8.10 276948 20.0

8270-BG101818.M Mon Oct 29 11:47:03 2018 Page: 5



