LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018532.D

Aca On : 11 Jan 2019 08:10

Operator : JU/SJ

Sample : PB116287BL

Misc :

ALS Vial : 23 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 M\METHODS\8270-BM010919 .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

4.893 302 307 317 rBV 413397 597776 2.38% 0.482%
5.352 378 385 400 rBV 4815905 7133882 28.34% 5.752%
4991513 7768338 30.86% 6.264%
7.293 708 715 730 rBV 5373576 8331668 33.10% 6.718%
7.757 788 794 801 rVB 1713442 2659889 10.57% 2.145%
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8.075 841 848 860 rBV 5869661 9445695 37.53% 7.616%
8.922 984 992 1005 rBV 4178013 7206066 28.63% 5.810%
10.551 1261 1269 1279 rBV 2169263 3702185 14.71% 2.985%
13.022 1682 1689 1702 rBY 13081994 19025584 75.59% 15.341%
14.404 1917 1924 1935 rBV2 3396850 5251356 20.86% 4._.234%

=
QO ~NO®

11 15.898 2171 2178 2199 rBV 6132859 8650833 34.37% 6.975%
12 17.157 2384 2392 2402 rBV 4636305 6597193 26.21% 5.320%
13 19.786 2833 2839 2845 rBV 20734901 25168981 100.00% 20.294%
14 20.451 2948 2952 2956 rBV2 301264 334294 1.33% 0.270%
15 21.351 3099 3105 3113 rBV 5107761 6606683 26.25% 5.327%

16 23.633 3486 3493 3502 rBV 2979368 5538394 22.00% 4._.466%

Sum of corrected areas: 124018817
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM011019\

BM018532.D

11 Jan 2019 08:10

JussJ

PB116287BL

23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018532.D

Aca On : 11 Jan 2019 08:10

Operator : JU/SJ

Sample : PB116287BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

4.89 4.49 ng 597776 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane 58 C4H10 000106-97-8 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 307 (4.893 min): BM018532.D (-302) (-) m/z 43.00 100.00%
43
59
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101 e
460 4.80 5.00 5.20
ol gl 7L 83 | W7120 147 77 193 207 | n757 59.10  56.52%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I L L I
59 460 480 500 5.20
m/z 101.10 23.32%
15 5 101
83
0 wl . L
LI SR SURELLS SURELS ILRLLIE SR S LI LIRS SO SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3950: 2,3-Butanedione, monooxime
43
460 4.80 5.00 520
5000 m/z 58.00 12.90%
101
15 58
0""'l ??"I""I'qg' Fﬁ---r----u- UL L LI SO S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3993: Morpholine, 4—methy|— LI L L L L B L L
43 460 4.80 5.00 5.20
m/z 41.00 10.16%
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27 56 ‘
0"“I“w”ﬂl'JI'J”I?g”i"”I"”I"”I"”I"”I"” U I A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018532.D

Aca On : 11 Jan 2019 08:10

Operator : JU/SJ

Sample : PB116287BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.29 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
7.29 62.65 ng 8331670 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.293 min): BM018532.D (-708) (-) m/z 132.00 100.00%
32
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T I - o3 207 700 7.20 7.40 7.60
ol N - — m/z 68.10 35.92%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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5000 II/\lllllllllllllllllllll
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0
31 51 m/z 134.00 32.98%
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o S
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Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
L e B
7.00 7.20 7.40 7.60
5000 67 m/z 66.10 24.80%
41 97
Wi o,
79
N 0 N T~ Y
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl R mm e R R
57 132 7.00 7.20 7.40 7.60
24 m/z 69.05 15.80%
5000 98 116
NSNS I VW W S-S | N | G
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011019\
Data File : BM018532.D

Acq On : 11 Jan 2019 08:10

Operator : JU/SJ

Sample : PB116287BL

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.89 4.5 ng 597776 1 7.76 2659890 20.0
unknown7 .29 7.29 62.6 ng 8331670 1 7.76 2659890 20.0
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