LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036893.D

Aca On : 22 Sep 2018 14:14 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J5019-03 0&@1&034150&
ALS Vial : 30 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-BG092018 .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 5.150 312 317 328 rBV 24959 41874 1.05% 0.286%
2 5.620 390 397 416 rBV 168601 343794 8.59% 2.352%
3 7.206 661 667 691 rBV 107567 267349 6.68% 1.829%
4 7.576 723 730 749 rBV 351939 699958 17.49% 4.788%
5 8.046 804 810 824 rBV 121501 240227 6.00% 1.643%

8.370 857 865 881 rBvV 516237 987807 24.68% 6.757%
9.210 1000 1008 1026 rBV 437568 903886 22.59% 6.183%
10.849 1280 1287 1305 rBV 172561 356585 8.91% 2.439%
13.293 1696 1703 1721 rBV 1346847 2330019 58.23% 15.938%
14.122 1837 1844 1852 rBV 35571 58292 1.46% 0.399%

=
QO ~NO®

11 14.674 1931 1938 1950 rBvV2 319113 561783 14.04% 3.843%
12 16.160 2184 2191 2210 rBV 742561 1267547 31.68% 8.670%
13 17.418 2398 2405 2420 rBvV 468117 754853 18.86% 5.163%
14 20.026 2842 2849 2860 rBV 2894665 4001695 100.00% 27.372%
15 21.683 3124 3131 3141 rBV2 514957 874291 21.85% 5.980%

16 23.358 3410 3416 3423 rVB3 23287 47946 1.20% 0.328%
17 24.891 3666 3677 3691 rBV 298379 881707 22.03% 6.031%

Sum of corrected areas: 14619613
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092118\

Data File : BG036893.D

Aca On 1 22 Sep 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J5019-03 091918-DBRI-E-D-S
ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG036893.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036893.D

Aca On 1 22 Sep 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J5019-03 091918-DBRI-E-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.15 3.49 ng 41874 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 317 (5.150 min): BG036893.D (-312) (-) m/z 43.10 100.00%
d.1
59.1
5000
| me 4ho 500 550 sho
o} SN 17 OMBMSSSOVY POSESSSSMSAS. SRS M m/z 59.10 52.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL I B
59.0 480 500 520 540
m/z 58.10 15.08%
o o, | 830 930 '%°
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
41.0 480 5.00 520 5.40
5000 m/z 101.10 14.10%
86.0
0 | 51'0‘\\\ I 620 ‘ 101.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- e e
43.0 480 5.00 520 5.40
55.0 m/z 41.10 8.98%
5000
270 83.0
15.0
0 \‘\ I ‘\\ \\‘\\ 65.0 930
m/z--> 0 20 30 40 50 60 70 80 90 100 ' 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092118\

Data File : BG036893.D

Aca On 1 22 Sep 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J5019-03 091918-DBRI-E-D-S
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.58 Concentration Rank 2

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

7.58 58.27 ng 699958 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 731 (7.582 min): BG036893.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1 ]\\»
201 o1 oo 120 7h 7k 7ho 8b
0 : A e m/z 68.10 46.51%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A L A LR
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 33.44%
51.0 70.0 86.0
0 T
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0 104.0 7.20 7.40 7.60 7.80 8.00
5000 ' m/z 66.10 31.52%
31.0 510
0.‘H‘.Hulul‘..‘luuuuluuuuluu‘.|....|....|....|....
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.12%
104.0
5000
510 /70
N
m/z--> 0 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092118\

Data File : BG036893.D

Acq On : 22 Sep 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J5019-03 091918-DBRI-E-D-S
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_M
Quant Title : 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... 5.15 3.5 ng 41874 1 8.05 240227 20.0
unknown7 .58 7.58 58.3 ng 699958 1 8.05 240227 20.0
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