LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO073018\
Data File : BG035983.D

Aca On : 30 Jul 2018 19:34

Operator : JU/SJ

Sample : PB111568BL

Misc :

ALS Vial : 17 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-BG071218 .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 5.132 309 314 320 rBV 21901 38064 1.04% 0.272%
2 5.602 387 394 409 rBV 426944 739690 20.21% 5.278%
3 7.188 657 664 677 rBV 458391 819449 22.38% 5.847%
4 7.558 719 727 737 rBV 446522 780294 21.32% 5.568%
5 8.022 800 806 816 rVB3 128925 217157 5.93% 1.549%

8.345 854 861 873 rVB 516928 901263 24.62% 6.431%
9.185 994 1004 1019 rBV 375844 740591 20.23% 5.284%
10.824 1276 1283 1302 rBV 134702 285219 7.79% 2.035%
13.268 1690 1699 1712 rBV 1223704 1976686 54.00% 14.104%
14.648 1926 1934 1943 rBV2 268592 465637 12.72% 3.322%

=
QO ~NO®

11 16.135 2181 2187 2205 rBV 538089 995743 27.20% 7.105%
12 17.392 2394 2401 2416 rBV2 429432 740001 20.21% 5.280%
13 20.000 2838 2845 2856 rBV 2633646 3660721 100.00% 26.120%
14 21.651 3119 3126 3138 rBV 473703 879121 24.01% 6.273%
15 24.846 3660 3670 3684 rBv2 232181 775357 21.18% 5.532%

Sum of corrected areas: 14014993
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\
Data File : BG035983.D

Aca On : 30 Jul 2018 19:34

Operator : JU/SJ

Sample : PB111568BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035983.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\
Data File : BG035983.D

Aca On : 30 Jul 2018 19:34

Operator : JU/SJ

Sample : PB111568BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.13 3.51 ng 38064 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 9
5 _alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 9

Abundance Scan 314 (5.132 min): BG035983.D (-309) (-) m/z 43.15 100.00%
431
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101.2
R eue et
4.80 5.00 5.20 5.40
0...1.,-*|...l.-,....,....,....,....,....3,5?'3: m/z 59.15  75.54%
m/z--> 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 e

4.80 5.00 5.20 5.40

150 1010 m/z 101.15 29.62%
0'J""I"ll' ""II""I""I"" B LA AL B
m/z--> 50 100 150 200 250 300 350
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0
e
480 5.00 5.20 5.40
5000 m/z 58.15 21.20%
0'"'\I“H'8'7.'OI""I'"'I"" LB LA AL B
m/z--> 50 100 150 200 250 300 350
Abundance #4035: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.25 9.96%
5000
101.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073018\
Data File : BG035983.D

Aca On : 30 Jul 2018 19:34

Operator : JU/SJ

Sample : PB111568BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.56 71.86 ng 780294 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 727 (7.558 min): BG035983.D (-719) (-) m/z 132.15 100.00%

13p.2
5000 68.2

962 T T T 1T T T 17T lllllllllll
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o..,....,....,....,".'...,:.'..,....,..':-.,??.?,...lu,ﬂ*.o.?,?...,....,~'...,... m/z 68.15 47.12%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000

69.0 7.20 7.40 7.60 7.80
390 200 m/z 66.15 33.38%

|| ” 89.0 103.0 ‘
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 7.20 7.40 7.60 7.80

o

5000 ' m/z 134.15 33.25%
31.0 51.0
0 ‘ 1 H 1 1
R B A B B B R RRRAR R
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R B
132.0 720 740 7.60 7.80
m/z 69.15 20.95%
5000
150 280 390 520 830 770 900 1040 .., ||
R wa e B A e R e A RRAAR R R EaE e b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG073018\
Data File : BG035983.D

Acq On : 30 Jul 2018 19:34

Operator : JU/SJ

Sample : PB111568BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.13 3.5 ng 38064 1 8.02 217157 20.0
unknown? .56 7.56 71.9 ng 780294 1 8.02 217157 20.0
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