LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117978.D

Aca On : 25 Nov 2019 20:58

Operator :© JU

Sample : PB125026BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF111319.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 5.122 511 516 528 rBV 514422 720054 11.38% 1.723%
2 5.516 577 583 586 rBY 3553430 3642982 57.57% 8.719%
3 6.516 747 753 756 rBY 3336624 3839220 60.67% 9.189%
4 6.657 772 777 781 rBVY 3793820 4074557 64.39% 9.752%
5 6.887 812 816 820 rBVY 1122406 921539 14.56% 2.206%

7.045 838 843 846 rBV 3544064 3211570 50.75% 7.686%
7.451 906 912 915 rBV 2365741 2524586 39.90% 6.042%
8.175 1030 1035 1038 rBV 1345341 1229157 19.42% 2.942%
9.257 1212 1219 1222 rBV 4800175 5145187 81.31% 12.314%
9.939 1329 1335 1338 rBV 1533644 1525501 24.11% 3.651%

=
QO ~NO®

11 10.733 1463 1470 1473 rBV 3537180 3628014 57.33% 8.683%
12 11.428 1582 1588 1592 rBV 1836749 1712991 27.07% 4._.100%
13 13.027 1852 1860 1863 rBV 6161039 6327871 100.00% 15.145%
14 14.080 2034 2039 2042 rBV 1656122 1620732 25.61% 3.879%
15 15.204 2224 2230 2235 rBV 57357 67815 1.07% 0.162%

16 15.574 2286 2293 2297 rBV 1095252 1389108 21.95% 3.325%
17 16.051 2368 2374 2383 rBV 67053 110581 1.75% 0.265%
18 16.580 2458 2464 2473 rVB 51503 90754 1.43% 0.217%

Sum of corrected areas: 41782219
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117978.D

Aca On = 25 Nov 2019 20:58

Operator :© JU

Sample : PB125026BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF117978.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117978.D

Aca On = 25 Nov 2019 20:58

Operator :© JU

Sample : PB125026BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

5.12 15.63 ng 720054 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 516 (5.122 min): BF117978.D (-511) (-) m/z 43.00 100.00%
43
59
5000
101 R 8 MM
480 5.00 5.20 5.40
83
o...,....,....,....','::..?.1.41,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 60.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 480 500 520 540
m/z 101.00 23.10%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.00 15.52%
101
15 58
28 69 84 ‘
S ) R R SN AN AL RRARA RAREA AN AARAN LALA RALRS ARSI RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B B
59 480 5.00 5.20 5.40
m/z 41.00 9.05%
5000 41
68
0 150 . 126 147
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY AR SRS R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112519\
Data File : BF117978.D

Aca On = 25 Nov 2019 20:58

Operator :© JU

Sample : PB125026BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.66 Concentration Rank 1

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

6.66 88.43 ng 4074560 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 777 (6.657 min): BF117978.D (-772) (-) m/z 132.00 100.00%
5000 68
© s |y Tsns | oo ek oho b
ol gL 87 L Meus L~ m/z 68.00 39.95%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.10%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 680 7.00
5000 gg 116 m/z 66.00 26.80%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L At
132 6.40 6.60 6.80 7.00
m/z 69.00 16.92%
5000 67
41 97
53
‘ o ‘ 117
ol lll ol ) 88 a0 | | N |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112519\
Data File : BF117978.D

Acq On : 25 Nov 2019 20:58

Operator : JU

Sample : PB125026BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 5.12 15.6 ng 720054 1 6.89 921539 20.0
unknown6 .66 6.66 88.4 ng 4074560 1 6.89 921539 20.0
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