LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044125.D

Aca On : 21 Jan 2020 9:32

Operator :© JU

Sample : PB126194BL

Misc :

ALS Vial : 3 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-BG123019.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

5.032 325 331 344 rVB 299191 458224 8.26% 1.575%
5.508 405 412 427 rBV 1336435 2189849 39.50% 7.527%
rBV 1429339 2506574 45.21% 8.616%
7.465 737 745 756 rBV 1401542 2461772 44.40% 8.462%
7.929 817 824 833 rVB 251919 428321 7.73% 1.472%
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8.252 871 879 888 rBV 1065323 1836530 33.12% 6.313%
9.086 1011 1021 1043 rBvV 823114 1502498 27.10% 5.164%
10.732 1292 1301 1318 rBV 334079 647049 11.67% 2.224%
13.188 1712 1719 1736 rBV 2219113 3773597 68.06% 12.971%
14.568 1946 1954 1968 rBV2 601974 1014342 18.29%% 3.487%

=
QO ~NO®

11 16.055 2200 2207 2227 rBV 1786700 3000061 54.11% 10.312%
12 17.312 2413 2421 2434 rBV 720457 1179507 21.27% 4.054%
13 19.927 2859 2866 2879 rBV 4062670 5544455 100.00% 19.057%
14 21.554 3137 3143 3155 rBV 726699 1215180 21.92% 4._.177%
15 23.810 3522 3527 3534 rVB6 29160 59875 1.08% 0.206%

16 24.662 3662 3672 3690 rBV2 431548 1275537 23.01% 4 _.384%

Sum of corrected areas: 29093371
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG012020\
Data File : BG044125.D

Aca On : 21 Jan 2020 9:32

Operator : JU

Sample : PB126194BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.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: BG044125.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044125.D

Aca On : 21 Jan 2020 9:32

Operator :© JU

Sample : PB126194BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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.

5.03 21.40 ng 458224 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 331 (5.032 min): BG044125.D (-325) (-) m/z 43.10 100.00%
43
59
5000
T 450 450 500 520 540
el Skl 8988 e M/Z 59.10  59.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR L S I
4.60 4.80 500 5.20 5.40
m/z 101.10 21.20%
"'|“"|'“‘?%'“W“"w""l“"l'“'lg?“lg?'}ﬁ%"v"'l“"l'“'l"“l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 5.00 520 540
5000 M m/z 58.10 14 .53%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime TP T e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.70%
5000
101
15 31 | 50% 60 s | A
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.60 4.80 5.00 520 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044125.D

Aca On : 21 Jan 2020 9:32

Operator :© JU

Sample : PB126194BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.46 Concentration Rank 1

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

7.46 114.95 ng 2461770 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 744 (7.459 min): BG044125.D (-737) (-) m/z 132.00 100.00%
32
5000 68
40 % J 720 7.40 7.60 7.80
54 : : : :
o grer |weus | Wz 68.10  41.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R R SR LI
7.20 7.40 7.60 7.80
33 44 o 105 ‘ m/z 134.00 33.92%
...‘.,.‘.‘..6;9..‘..5,0....‘,.“.%1.5 e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 26.56%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e Eamay ma
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.71%
5000 og 116
N T .JH 8 p@97.kk,..“ N - ,.1?? . ) NN 1 G—
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG012020\
Data File : BG044125.D

Acq On = 21 Jan 2020 9:32

Operator : JU

Sample : PB126194BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 5.03 21.4 ng 458224 1 7.93 428321 20.0
unknown? .46 7.46 115.0 ng 2461770 1 7.93 428321 20.0
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