LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM052318\
Data File : BM015284.D

Aca On : 23 May 2018 20:10

Operator : SJ/JU

Sample : PB109579BL

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA M\METHODS\8270-BM052218.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 5.404 355 360 374 rBV 296445 446388 3.31% 0.579%
2 5.893 436 443 457 rBV 3702928 5615653 41.64% 7.285%
3 7.545 716 724 744 rBVY 3555321 5961511 44.21% 7.734%
4 7.928 781 789 802 rBVY 3786492 6241208 46.28% 8.097%
5 8.404 863 870 881 rBVY 1014002 1681445 12.47% 2.181%

8.733 918 926 940 rBV 4261477 7243748 53.72% 9.398%
9.586 1063 1071 1088 rBV 3279209 5654223 41.93% 7.335%
11.239 1344 1352 1366 rBVY 1237201 2152101 15.96% 2.792%
13.645 1754 1761 1775 rBV 8613585 12544829 93.03% 16.275%
15.015 1987 1994 2007 rBV2 1802098 2706662 20.07% 3.511%

=
QO ~NO®

11 16.486 2238 2244 2265 rBV 4262708 5894505 43.71% 7.647%
12 17.733 2450 2456 2466 rBV2 2098614 2958645 21.94% 3.838%
13 20.286 2884 2890 2895 rBV 11064475 13484978 100.00% 17.495%
14 21.827 3147 3152 3158 rBV 1885516 2465179 18.28% 3.198%
15 24.268 3560 3567 3577 rVB2 1029093 2029367 15.05% 2.633%

Sum of corrected areas: 77080442
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM052318\
Data File : BM015284.D

Aca On : 23 May 2018 20:10

Operator : SJ/JU

Sample : PB109579BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM052218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM015284.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM052318\
Data File : BM015284.D

Aca On : 23 May 2018 20:10

Operator : SJ/JU

Sample : PB109579BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM052218_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.

5.40 5.31 ng 446388 1,4-Dichlorobenzene-d4 8.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Cyclobutylamine 71 C4HON 002516-34-9 9

Abundance Scan 359 (5.398 min): BM015284.D (-355) (-) m/z 43.05 100.00%
43
5000 59
1o 500 520 540 560 5.80
o B S s 59 10 48, 78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 R S LR
5.00 5.20 5.40 5.60 5.80
m/z 101.10 17.23%
0 25 31 37 | 83 o3 101
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance
59
21 500 520 540 560 5.80
5000 m/z 58.10 14 .00%
86
51 69 101
L S S S S I UL IURILLS S B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: l—Propen—Z—oI, acetate IREEEE RS R B
43 5.00 5.20 5.40 5.60 5.80
m/z 41.10 9.66%
5000
58
miz--> 10 20 30 40 50 60 70 8 9 100 500 520 540 560 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM052318\
Data File : BM015284.D

Aca On : 23 May 2018 20:10

Operator : SJ/JU

Sample : PB109579BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM052218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.93 Concentration Rank 2

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

7.93 74.24 ng 6241210 1,4-Dichlorobenzene-d4 8.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 789 (7.928 min): BM015284.D (-781) (-) m/z 132.00 100.00%
32
5000 68
0 54 ) o 9f 06 117 103 200 760 7.80 800 820
o A8l deur 8209 Tz 68.10 41.87%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.60 7.80 8.00 8.20
31 51 m/z 134.00 32.93%
0"Lﬁﬁlw'l'““j?'”'lf"'l"“l""l”"l""l”"
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
760 7.80 800 820
5000 m/z 66.10 28.39%
33 a4 " 105
o 60 80 115
LERELELI AL UL LA DAL UL SURLALELE DAL SR U
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl At
57 132 7.60 7.80 8.00 8.20
24 m/z 69.10 17.56%
5000 98 116
0 S YR N T .fMM.‘ﬁ,..“n B R }??II . 8 NN G
m/z--> 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM052318\
Data File : BM015284.D

Acq On : 23 May 2018 20:10

Operator : SJ/JU

Sample : PB109579BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM052218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 5.40 5.3 ng 446388 1 8.40 1681450 20.0
unknown7 .93 7.93 74.2 ng 6241210 1 8.40 1681450 20.0
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