LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040407.D

Acq On 9 Apr 2019 20:26

Operator : JU/SJ

Sample : PB118717BL

Misc :

ALS Vial : 15 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

5.138 343 349 357 rBV 81748 129155 3.32% 0.734%
5.602 422 428 444 rBvV 658912 1062283 27.32% 6.037%
rBv 627346 1103393 28.38% 6.271%
7.577 757 764 776 rBV 621748 1087386 27.97% 6.180%
8.047 837 844 852 rBV 218003 362032 9.31% 2.058%
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8.370 891 899 908 rBvV 704439 1242228 31.95% 7.060%
9.222 1036 1044 1056 rBV 541695 1002092 25.77% 5.695%
10.861 1313 1323 1337 rBVY 248394 484341 12.46% 2.753%
13.299 1731 1738 1756 rBV 1417130 2308919 59.39% 13.122%
14.680 1966 1973 1986 rBvV2 395881 675699 17.38% 3.840%

=
QO ~NO®

11 16.166 2219 2226 2248 rBV 449683 931169 23.95% 5.292%
12 17.424 2433 2440 2452 rBvV2 573783 949071 24.41% 5.394%
13 20.021 2876 2882 2901 rBV 2790461 3888036 100.00% 22.097%
14 21.695 3160 3167 3182 rBV2 714375 1226611 31.55% 6.971%
15 24.980 3716 3726 3746 rVB3 329542 1142742 29.39%% 6.495%

Sum of corrected areas: 17595157
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040407.D

Acq On 9 Apr 2019 20:26

Operator : JU/SJ

Sample : PB118717BL

Misc :

ALS Vial : 15 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: BG040407.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040407.D

Acq On 9 Apr 2019 20:26

Operator : JU/SJ

Sample : PB118717BL

Misc :

ALS Vial : 15 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 7.14 ng 129155 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Dimethadione 129 C5H7NO3 000695-53-4 42
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 349 (5.138 min): BG040407.D (-343) (-) m/z 43.00 100.00%
43
59
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ot 480 500 520 540
o e 201 7 89,00 65550
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R L L
59 480 500 520 540
m/z 101.00 17.95%
15 4 101
mi 11y \‘ 83 L ‘
L L L L S S W S L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
T %9 rTrrTTTTTTT T T T T T T T T
4.80 5.00 5.20 5.40
5000 m/z 57.95 17.27%
129
0 1527 70 g6 114
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- e e e
59 4.80 5.00 5.20 5.40
m/z 41.00 7.37%
5000
41
0"”I'Mhﬂm“'Wi”qugg'wt"'l”"l"'w""I”"I"'
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040407.D

Acq On 9 Apr 2019 20:26

Operator : JU/SJ

Sample : PB118717BL

Misc :

ALS Vial : 15 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 2 unknown7.58 Concentration Rank 2

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

7.58 60.07 ng 1087390 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 765 (7.582 min): BG040407.D (-757) (-) m/z 132.00 100.00%
132
5000 68 A
96 rprTTTyTTT T T T T T T T T
40 54 8 | 106 7.20 7.40 7.60 7.80 8.00
01 B e L e m/z 68.00 40.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
7.20 7.40 7.60 7.80 8.00
31 51 m/z 133.95 31.61%
0 ‘ L1 H | jg 1
L I UL S I S DL L UL I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 25.24%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 68.95 16.18%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 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\BG040919\
Data File : BG040407.D

Acq On 9 Apr 2019 20:26

Operator : JU/SJ

Sample : PB118717BL

Misc :

ALS Vial : 15 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]
2-Pentanone, 4-hy... 5.14 7.1 ng 129155 1 8.05 362032 20.0
unknown7 .58 7.58 60.1 ng 1087390 1 8.05 362032 20.0
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