LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043883.D

Aca On : 3 Jan 2020 11:33

Operator :© JU

Sample : PB125861BL

Misc :

ALS Vial : 4 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
1 5.068 331 337 350 rBV 529201 816256 8.17% 1.611%
2 5.538 410 417 435 rBV 2384452 3782239 37.88% 7.463%
3 7.125 679 687 697 rBVY 2443037 4293280 42.99% 8.472%
4 7.495 740 750 763 rBVY 2399076 4191461 41.97% 8.271%
5 7.965 821 830 840 rBV 458257 801821 8.03% 1.582%

8.288 875 885 892 rBV 1815478 3166471 31.71% 6.248%
9.116 1017 1026 1035 rBV 1432806 2556343 25.60% 5.044%
10.762 1299 1306 1318 rVB 634130 1168763 11.70% 2.306%
13.217 1716 1724 1738 rBVY 3894606 6120549 61.29% 12.078%
14.592 1951 1958 1972 rBV 1107870 1727369 17.30% 3.409%

=
QO ~NO®

11 16.079 2203 2211 2226 rBV 3216099 4860373 48.67% 9.591%
12 17.336 2418 2425 2436 rBV 1441450 2214888 22.18% 4_.371%
13 19.951 2864 2870 2876 rBV 7146132 9986075 100.00% 19.705%
14 21.584 3141 3148 3157 rBV2 1564128 2482029 24.85% 4._.898%
15 24.716 3670 3681 3692 rBV 894763 2509048 25.13% 4_.951%

Sum of corrected areas: 50676965
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043883.D

Aca On : 3 Jan 2020 11:33

Operator :© JU

Sample : PB125861BL

Misc :

ALS Vial : 4 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

Abundance TIC: BG043883.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043883.D

Aca On : 3 Jan 2020 11:33

Operator :© JU

Sample : PB125861BL

Misc :

ALS Vial : 4 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.

5.07 20.36 ng 816256 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 337 (5.068 min): BG043883.D (-331) (-) m/z 43.10 100.00%
a3
5000
101 RN AN SRS LR UL
.| 7 | 408 4.80 500 5.20 5.40
ot e m/z 59.10 54.76%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR LS L UL
4.80 500 5.20 5.40
‘ m/z 101.10  19.55%
15 J 101
0 JHQﬂI""4""I""I""I""I""I""I"
mz-> 0 50 100 150 200 250 300 350 400
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50
480 500 520 540
5000 m/z 58.05 17.00%
38 || 126
L s L A L WL B WL B
mz-> 0 50 100 150 200 250 300 350 400
Abundance #4030: 2,3-Butanedione, monooxime e EREEE R L
43 480 500 5.20 5.40
m/z 41.10 9.36%
5000
101
15 | 69
L s L A L WL B WL B RN RN SRS LR L
mz-> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG010320\
Data File : BG043883.D

Aca On : 3 Jan 2020 11:33

Operator :© JU

Sample : PB125861BL

Misc :

ALS Vial : 4 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 unknown7.49 Concentration Rank 1

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

7.49 104.55 ng 4191460 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 30
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 749 (7.489 min): BG043883.D (-740) (-) m/z 132.00 100.00%
132
5000 68
40 916 450 720 7.40 7.60 7.80
o} D o e O S i s et e m/z 68.10 45_07%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 61 AR IS A R
a1 97 7.20 7.40 7.60 7.80
m/z 134.00 33.93%
0 S SRR AL UL SURLELELS UURLLELN SR LI SURLAL
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% o 720 7.40 7.60 7.80
5000 m/z 66.05 28.42%
31
0"JMI'J”I""I'”'I""I”"I""P"'I"'W'
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl- R
132 7.20 7.40 7.60 7.80
m/z 69.10 18.23%
5000
15 39 T 104

e

T
m/z--> 0 50 100 150 200 250 300 350 400

T
450 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\BG010320\
Data File : BG043883.D

Acq On : 3 Jan 2020 11:33

Operator : JU

Sample : PB125861BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.M
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... 5.07 20.4 ng 816256 1 7.96 801821 20.0
unknown? .49 7.49 104.6 ng 4191460 1 7.96 801821 20.0
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