LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037465.D

Acq On : 20 Oct 2018 00:25

Operator : JU/SJ

Sample : PB113698BL

Misc :

ALS Vial : 19 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-BG101818_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 5.188 318 323 332 rvB 37116 62980 1.47% 0.289%
2 5.646 393 401 412 rBV 984910 1602738 37.46% 7 .365%
3 7.250 663 674 686 rBV 1014716 1783929 41.70% 8.197%
4 7.632 730 739 751 rBV 943055 1645726 38.47% 7.562%
5 8.108 813 820 828 rVvB 209772 362135 8.46% 1.664%

8.431 866 875 883 rBvV 677884 1205068 28.17% 5.537%
9.283 1012 1020 1032 rBV 577468 1054751 24.65% 4.847%
10.928 1290 1300 1310 rBV 306024 554931 12.97% 2 .550%
13.361 1707 1714 1724 rBV 1597798 2663407 62.26% 12.239%%
14.742 1941 1949 1959 rBV2 535997 871337 20.37% 4.004%

=
QO ~NO®

11 16.222 2194 2201 2219 rBV2 1250774 2049174 47 .90% 9.416%
12 17.485 2409 2416 2427 rBV 756620 1183301 27.66% 5.437%
13 20.088 2853 2859 2873 rBV 3227061 4278141 100.00% 19.658%
14 21.769 3138 3145 3154 rBV2 700582 1259385 29.44% 5.787%
15 25.112 3702 3714 3729 rBV2 366400 1185393 27.71% 5.447%

Sum of corrected areas: 21762396
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037465.D

Acq On : 20 Oct 2018 00:25

Operator : JU/SJ

Sample : PB113698BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG037465.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037465.D

Acq On : 20 Oct 2018 00:25

Operator : JU/SJ

Sample : PB113698BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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.

5.19 3.48 ng 62980 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Butane 58 C4H10 000106-97-8 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 323 (5.188 min): BG037465.D (-318) (-) m/z 43.00 100.00%
43
59
5000
1 480 500 520 540 560
83 : : : : -
0...,....,....,..?7.','!:..,5.33.!-.,....,....,.-...,...:,|....,. m/z 59.00 55.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S RN RN LR L
59 4.80 5.00 520 5.40 5.60
m/z 101.00 18.73%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #232: Butane
43
480 500 520 540 560
5000 29 m/z 58.00 17.63%
58
s sl s
e S I UL SULIULS SURILS IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L L LN B
43 480 500 520 5.40 5.60
m/z 41.00 7.78%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037465.D

Acq On : 20 Oct 2018 00:25

Operator : JU/SJ

Sample : PB113698BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 90.89 ng 1645730 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 739 (7.632 min): BG037465.D (-730) (-) m/z 131.90 100.00%
5000 68
40 %6 J 720 7.40 7.60 7.80 8.00
54 : . . : :
o |7 er | ysus Wl h/Z 68.00  42.00%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR I UL I
7.20 7.40 7.60 7.80 8.00
31 51 78 m/z 133.90 33.78%
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
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 27.91%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 16.68%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 7 G A W
m/z--> 40 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\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037465.D

Acq On : 20 Oct 2018 00:25

Operator : JU/SJ

Sample : PB113698BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.19 3.5 ng 62980 1 8.11 362135 20.0
unknown7 .63 7.63 90.9 ng 1645730 1 8.11 362135 20.0
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