LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108112.D

Acq On : 13 Aug 2018 13:24

Operator : JU/SJ

Sample : PB111971BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 height area % max. total
1 2.455 15 20 28 rvB 91610 139220 1.43% 0.196%
2 5.278 494 500 509 rBV 1052510 1471700 15.17% 2.071%
3 5.654 559 564 567 rBV 6631410 6981181 71.95% 9.822%
4 6.643 725 732 735 rBV 6729807 7263111 74.86% 10.219%
5 6.795 752 758 761 rBV 6616114 7233697 74.56% 10.177%

7.019 792 796 800 rBV 1946867 1627289 16.77% 2.289%
7.178 818 823 826 rBV 6206476 5628269 58.01% 7.919%
7.584 886 892 895 rBV 4563461 4801149 49.48% 6.755%
8.301 1009 1014 1018 rBV 2058272 2070473 21.34% 2.913%
9.384 1191 1198 1201 rBV 8152944 8752827 90.21% 12.315%

=
QO ~NO®

11 10.072 1309 1315 1319 rBV 2547163 2445662 25.21% 3.441%
12 10.866 1444 1450 1476 rBV 5628894 5797880 59.76% 8.157%
13 11.566 1564 1569 1573 rBV 2792500 2643040 27.24% 3.719%
14 13.160 1835 1840 1844 rBV 8825931 9702414 100.00% 13.651%
15 14.224 2017 2021 2025 rBV 2722802 2509689 25.87% 3.531%

16 15.801 2283 2289 2300 rVB 1457113 2008647 20.70% 2.826%

Sum of corrected areas: 71076248
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081318\

BF108112.D

13 Aug 2018 13:24

JussJ

PB111971BL

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108112.D

Acq On : 13 Aug 2018 13:24

Operator : JU/SJ

Sample : PB111971BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.28 18.09 ng 1471700 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 500 (5.278 min): BF108112.D (-494) (-) m/z 43.05 100.00%
43
5000 59
101 R L U I R
5.00 520 5.40 5.60
O 300l 8360 778 | w77 59.10  49.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R L I L
59 500 520 540 5.60
m/z 58.10 15.81%
0 25 31 37 , 83 o3 10!
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
500 520 540 560
5000 m/z 101.10 15.26%
101
o 15 2531 37 | 51 % g 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate L L L L LB LB
43 5.00 520 5.40 5.60
m/z 41.05 8.71%
5000
58
% 27 37, 72 100
A U L UL U UL I LI IS S U LN L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108112.D

Acq On : 13 Aug 2018 13:24

Operator : JU/SJ

Sample : PB111971BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.80 Concentration Rank 1

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

6.80 88.90 ng 7233700 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 759 (6.801 min): BF108112.D (-752) (-) m/z 132.00 100.00%
5000
68
96 N 680 6RO 700 750
40 54 J 6.40 6.60 6.80 7.00 7.20
o grer | weus W m/z 134.00 34.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L IR UL I
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 68.10 31.38%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
AT
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 20.93%
33 aa o 105
Ll o®w | lus |
miz--> & e m 160 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T AR
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 96.10 12 .45%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 I | R
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108112.D

Acq On : 13 Aug 2018 13:24

Operator : JU/SJ

Sample : PB111971BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.28 18.1 ng 1471700 1 7.02 1627290 20.0
unknown6 .80 6.80 88.9 ng 7233700 1 7.02 1627290 20.0
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