LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040270.D

Acq On : 1 Apr 2019 18:18

Operator : JU/SJ

Sample : PB118456BL

Misc :

ALS Vial : 7 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_G\METHODS\8270-BG032719_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 3.122 3 6 15 rVB 26331 44060 1.16% 0.226%
2 5.608 422 429 442 rBV 841426 1312435 34.53% 6.740%
3 7.206 693 701 712 rBVY 859156 1451183 38.18% 7.453%
4 7.582 756 765 778 rBvY 821508 1388469 36.53% 7.131%
5 8.052 837 845 854 rBvY 196660 335088 8.82% 1.721%

8.375 893 900 908 rBvV 568815 1003776 26.41% 5.155%
9.227 1035 1045 1059 rBvV 472935 844560 22.22% 4_.337%
10.866 1317 1324 1335 rBV 269098 487780 12.83% 2.505%
13.305 1732 1739 1747 rBV 1445041 2191202 57.65% 11.253%
14.685 1967 1974 1985 rVB2 493450 788784 20.75% 4_.051%

=
QO ~NO®

11 16.172 2220 2227 2241 rBV 1112464 1791573 47.14% 9.201%
12 17.429 2434 2441 2450 rBV 746458 1134436 29.85% 5.826%
13 20.032 2878 2884 2890 rBV 2834774 3800924 100.00% 19.520%
14 21.706 3161 3169 3177 rBV 782662 1298797 34.17% 6.670%

15 22.470 3293 3299 3304 rBV2 37256 58676 1.54% 0.301%

16 23.169 3412 3418 3424 rBV2 42032 78848 2.07% 0.405%

17 23.986 3550 3557 3565 rVB2 39528 86765 2.28% 0.446%

18 25.003 3715 3730 3742 rVB 428159 1319144 34.71% 6.775%

19 26.101 3911 3917 3928 rVB4 17975 55123 1.45% 0.283%
Sum of corrected areas: 19471623
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040270.D

Acq On 1 Apr 2019 18:18

Operator : JU/SJ

Sample : PB118456BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040270.D
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Abundance TIC: BG040270.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040270.D

Acq On 1 Apr 2019 18:18

Operator : JU/SJ

Sample : PB118456BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 1-Pentene, 2-methyl- Concentration Rank 3

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

3.12 2.63 ng 44060 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
2 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 53
3 Cyclopentane, methyl- 84 C6H12 000096-37-7 53
4 Cyclohexane 84 C6H12 000110-82-7 50
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 47

Abundance Scan 6 (3.122 min): BG040270.D (-3) (-) m/z 56.10 100.00%
96
5000
I 69 84 B
3.20 3.30 3.40 3.50
103 137 207
....“..”lhw'“JJ.ﬁH..m...“..u“...“...“...“u.. m/z 41.00 35.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1487: 1-Pentene, 2-methyl-
96
41
5000
27 69 g4 3.20 3.30 3.40 3.50
m/z 84.00 28.72%
15 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #1329: 1H-Tetrazole, 5-methyl-
56
27 HRNURES U U UL
3.20 3.30 3.40 3.50
5000 m/z 69.00 24 .88%
42
‘ ‘ 84
'”'I'”'W“”HI'”'Il”'l'”'I'”'I'”'I'”'I'”'I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1491: Cyclopentane, methyl-
56 3.20 3.30 3.40 3.50
m/z 42.00 21.42%
5000 4l
69
27 ‘ ‘ 84
"}?wu"M““”l'“'l"“l"'w""w"'w"'l”"l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040270.D

Acq On 1 Apr 2019 18:18

Operator : JU/SJ

Sample : PB118456BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : 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 unknown7.58 Concentration Rank 1

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

7.58 82.87 ng 1388470 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-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 765 (7.582 min): BG040270.D (-756) (-) m/z 132.00 100.00%
5000 68
40 %6 J 720 7.40 7.60 7.80 8.00
54 : : : : :
| e s | n/z 68.00  41.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR UL UL L
7.20 7.40 7.60 7.80 8.00
31 78 m/z 134.00 33.06%
"% !||'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 720 7.40 7.60 7.80 8.00
5000 gg 116 m/z 66.00 28.00%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e AR Ea e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.92%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:“l‘:‘:“l‘|8|8|‘i|1|O§||“|||H| —— ——r— ——r— e
m/z--> 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040119\
Data File : BG040270.D

Acq On : 1 Apr 2019 18:18

Operator : JU/SJ

Sample : PB118456BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
1-Pentene, 2-methyl- 3.12 2.6 ng 44060 1 8.05 335088 20.0
unknown7 .58 7.58 82.9 ng 1388470 1 8.05 335088 20.0
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