LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037387.D

Aca On : 17 Oct 2018 12:08

Operator : JU/SJ

Sample : PB113906BL

Misc :

ALS Vial : 29 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-BG101118.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

5.186 318 323 330 rBV 38386 64129 1.46% 0.290%
5.650 394 402 412 rBV 1004977 1646131 37.45% 7.456%
rBvV 1011326 1815789 41.31% 8.225%
7.636 731 740 752 rBV 946689 1687306 38.38% 7.643%
8.112 814 821 831 rVB 213719 383215 8.72% 1.736%
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8.435 867 876 885 rVvB 686554 1242681 28.27% 5.629%
9.287 1012 1021 1033 rBV 597090 1071336 24.37% 4 _.853%
10.932 1293 1301 1310 rVB 311162 576373 13.11% 2.611%
13.365 1708 1715 1725 rVB 1642535 2690102 61.19% 12.185%
14.746 1940 1950 1960 rBV2 542739 902441 20.53% 4.088%

=
QO ~NO®

11 16.226 2195 2202 2221 rBV2 1080085 1798642 40.92% 8.147%
12 17.489 2410 2417 2427 rBV2 792858 1227529 27.92% 5.560%
13 20.092 2853 2860 2868 rBV 3134378 4396017 100.00% 19.912%
14 21.773 3139 3146 3160 rVB 800682 1334945 30.37% 6.047%
15 25.116 3704 3715 3730 rBvV2 406138 1240080 28.21% 5.617%

Sum of corrected areas: 22076716
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101618\
Data File : BG037387.D

Aca On 17 Oct 2018 12:08

Operator : JU/SJ

Sample : PB113906BL

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101118.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: BG037387.D
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Abundance TIC: BG037387.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037387.D

Aca On : 17 Oct 2018 12:08

Operator : JU/SJ

Sample : PB113906BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 3.35 ng 64129 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 53
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 42
3 Silane. ethvldimethvl- 88 C4H12Si 000758-21-4 28
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 324 (5.192 min): BG037387.D (-318) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 0 500 5% 540 550
...,....,....,....','::.?,1-.9:~I,....,....,8?'.9..,...:,|....,. m/z 59.00 54.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN LS LR
480 500 520 5.40 5.60
59.0 1010 m/z 58.00 20.71%
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 250 500 520 540 580
5000 m/z 101.00 17.11%
20.0 101.0
A 1 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #1999: Silane, ethyldimethyl- A R
59.0 480 500 520 5.40 5.60
m/z 41.00 6.47%
5000
45.0 73.0
87.0
3]\"0 \‘\ 1 | ‘\
mz-> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG101618\
Data File : BG037387.D

Aca On : 17 Oct 2018 12:08

Operator : JU/SJ

Sample : PB113906BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.64 88.06 ng 1687310 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 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 741 (7.642 min): BG037387.D (-731) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 500 || 50 e TR Tko 1k 85
e el e b b e e m/z 68.00 41.02%
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 A e

7.40 7.60 7.80 8.00
m/z 133.90 33.16%

31.0 51.0
SN N | S WU RN | NN 1 M
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
R EAREamaEEE L
7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.63%
41.0 53.0 97.0 1170
“ ‘ 79.0 '
..,....,....,....,.‘...,‘..‘..,.‘.‘al‘,..‘.‘.‘,‘....,..‘..,....,...‘.,....,"...,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R e BA s ma s
132.0 7.40 7.60 7.80 8.00
m/z 69.00 15.44%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
e e e e e e e e T EERENEREEE S S
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\HPCHEMI1\BNA_G\DATA\BG101618\
Data File : BG037387.D

Acq On : 17 Oct 2018 12:08

Operator : JU/SJ

Sample : PB113906BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 3.4 ng 64129 1 8.11 383215 20.0
unknown? .64 7.64 88.1 ng 1687310 1 8.11 383215 20.0
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