LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123019\
Data File : BF118383.D

Aca On : 30 Dec 2019 16:06

Operator :© JU

Sample : PB125780BL

Misc :

ALS Vial : 4 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-BF122419 .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 5.075 504 508 530 rBV 439908 672242 11.58% 1.718%
2 5.481 573 577 593 rBY 3520008 3678922 63.36% 9.400%
3 6.492 744 749 752 rBVY 3532623 3696482 63.67% 9.445%
4 6.628 767 772 775 rBVY 4597241 4136570 71.25% 10.570%
5 6.851 806 810 821 rVB 1009635 841297 14.49% 2.150%

7.010 832 837 840 rBV 3673295 3257644 56.11% 8.324%
7.422 901 907 922 rBV 2303618 2447645 42.16% 6.254%
8.139 1024 1029 1047 rBV 1095852 1096277 18.88% 2.801%
9.222 1207 1213 1227 rBV 5065660 5143197 88.58% 13.142%
9.904 1323 1329 1342 rVB 1247705 1324862 22.82% 3.385%

=
QO ~NO®

11 10.698 1459 1464 1489 rBV 3536629 3469962 59.76% 8.866%
12 11.398 1579 1583 1600 rBV 1354912 1386291 23.88% 3.542%
13 12.986 1848 1853 1857 rBV 5526340 5806083 100.00% 14.836%
14 14.051 2030 2034 2049 rBV 1111325 1127002 19.41% 2.880%
15 15.151 2216 2221 2225 rBV 64154 72601 1.25% 0.186%

16 15.545 2282 2288 2307 rBV 583239 978597 16.85% 2.501%

Sum of corrected areas: 39135674
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123019\
Data File : BF118383.D

Aca On : 30 Dec 2019 16:06

Operator :© JU

Sample : PB125780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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: BF118383.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123019\
Data File : BF118383.D

Aca On : 30 Dec 2019 16:06

Operator :© JU

Sample : PB125780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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.

5.07 15.98 ng 672242 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF118383.D (-504) (-) m/z 43.00 100.00%

43
59
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101
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83
o.”“”.“”w.nmm.ﬁ%4hn.w””,m”,”d“.”“”.“”w.”w”.w m/z 59.00 61.71%
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Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4035: 2,3-Butanedione, monooxime R Emam ma
43 4.80 500 520 540

m/z 41.10 9.94%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123019\
Data File : BF118383.D

Aca On : 30 Dec 2019 16:06

Operator :© JU

Sample : PB125780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 unknown6.63 Concentration Rank 1

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

6.63 98.34 ng 4136570 1,4-Dichlorobenzene-d4 6.85
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF118383.D (-767) (-) m/z 132.00 100.00%
5000 o8
40 o J 620 640 6.60 6.80 7.00
54 - - - -
o Qrer |sus g o "m/z 68.10 36.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R LR AR I
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.33%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.10 24.19%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e RELm s
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.76%
5000 og M°
o -‘-“‘. 89 | dor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123019\
Data File : BF118383.D

Acq On : 30 Dec 2019 16:06

Operator : JU

Sample : PB125780BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.07 16.0 ng 672242 1 6.85 841297 20.0
unknown6 .63 6.63 98.3 ng 4136570 1 6.85 841297 20.0
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