LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036427.D

Aca On : 27 Aug 2018 12:10

Operator : JU/SJ

Sample : J4594-04

Misc :

ALS Vial : 5 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-BG082318 .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 5.167 310 320 328 rBV 80957 131468 3.19% 0.700%
2 5.632 392 399 408 rBV 800327 1233346 29.92% 6.565%
3 7.218 661 669 679 rBV 726774 1204580 29.22% 6.412%
4 7.594 726 733 745 rVB 823550 1395305 33.85% 7.427%
5 8.064 807 813 821 rVB 188502 319220 7.74% 1.699%

8.387 861 868 876 rBV 605813 1047120 25.40% 5.573%
9.227 1002 1011 1018 rBV 499769 905559 21.97% 4._.820%
10.872 1283 1291 1297 rBV 267446 479019 11.62% 2 .550%
13.317 1699 1707 1716 rVB 1436126 2238242 54.30% 11.913%
14.692 1934 1941 1949 rVB2 432747 701616 17.02% 3.734%

=
QO ~NO®

11 16.172 2186 2193 2211 rBV 1147590 1741017 42.23% 9.267%
12 17.429 2400 2407 2416 rBV 649410 999582 24.25% 5.320%
13 20.038 2845 2851 2862 rBV 3159009 4122235 100.00% 21.941%
14 21.695 3126 3133 3141 rBvV2 710373 1185961 28.77% 6.313%
15 24.915 3671 3681 3691 rBVv3 371984 1083223 26.28% 5.766%

Sum of corrected areas: 18787493
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036427.D

Aca On : 27 Aug 2018 12:10

Operator : JU/SJ

Sample : J4594-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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TIC: BG036427.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036427.D

Aca On : 27 Aug 2018 12:10

Operator : JU/SJ

Sample : J4594-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.17 8.24 ng 131468 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 12
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Butanoic acid, 4-amino-3-hydroxy... 119 C4H9NO3 000924-49-2 9

Abundance Scan 320 (5.167 min): BG036427.D (-310) (-) m/z 43.10 100.00%
43.1
5000 59.1
| a1 831 1°|1-1 480 500 520 540 560
R e o = S N 1L SV st SRR m/z 59.10 47 .40%
m/z--> 10 20 30 40 50 60 70 80 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 58.05 18.14%
0 el . 83.0 .
UL UL SO SR SR UL SRR I S S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 5.40 5.60
5000 m/z 101.10 15.22%
101.0
150 310 | %80 g0  8s0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate R e e &
43.0 480 500 520 5.40 5.60
m/z 41.10 8.00%
5000
58.0
15‘.0 27.0 X 72.0 1090
O R R R o S R R R R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036427.D

Aca On : 27 Aug 2018 12:10

Operator : JU/SJ

Sample : J4594-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1

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

7.59 87.42 ng 1395310 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 732 (7.588 min): BG036427.D (-726) (-) m/z 132.10 100.00%
13R.1
5000 68.1
o1 san [ % 750 7h0 150 75 600
o SO AP 1 N .- B £ I | N m/z 68.10 46.13%
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 RN LR LR L
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 134.10 32.82%
0'w'“'w'“J”Jh'L'M'“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 #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.19%
150 280 390 520 830 770 900 1040 .., ||
mz> 15 % 30 40 50 6 7 80 90 100 110 130 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine R R ama
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.91%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L“Iﬁqﬂ*'“l:”llﬁgﬂ"il'”hl”"P"W T A N LR LR L
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\BG082718\
Data File : BG036427.D

Acq On : 27 Aug 2018 12:10

Operator : JU/SJ

Sample : J4594-04

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.17 8.2 ng 131468 1 8.06 319220 20.0
unknown? .59 7.59 87.4 ng 1395310 1 8.06 319220 20.0
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