LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG011520\
Data File : BG044057.D

Aca On : 15 Jan 2020 19:49

Operator :© JU

Sample : PB126104BL

Misc :

ALS Vial : 8 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 G\METHODS\8270-BG123019.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 3.124 3 6 28 rVB 1836166 3078213 45.89% 9.662%
2 5.521 407 414 424 rBV 555220 897137 13.38% 2.816%
3 7.108 676 684 697 rBV 338914 611633 9.12% 1.920%
4 7.478 737 747 757 rBVY 1022506 1811375 27.01% 5.685%
5 7.942 819 826 834 rBV 350442 590960 8.81% 1.855%

8.265 873 881 893 rBV 1248250 2173828 32.41% 6.823%
9.093 1013 1022 1041 rBV 938456 1766028 26.33% 5.543%
10.739 1295 1302 1313 rBV 429662 806687 12.03% 2.532%
13.200 1713 1721 1738 rBV 2610348 4145580 61.81% 13.012%
14.575 1944 1955 1968 rBV2 768024 1221787 18.22% 3.835%

=
QO ~NO®

11 16.062 2201 2208 2222 rBV 1492302 2371232 35.35% 7.443%
12 17.319 2415 2422 2430 rBV 959331 1524418 22.73% 4._.785%
13 17.437 2435 2442 2448 rVB3 65744 102150 1.52% 0.321%
14 19.934 2860 2867 2877 rBV 4995541 6707378 100.00% 21.053%
15 21.561 3137 3144 3159 rBV2 1015858 1762791 26.28% 5.533%

16 21.773 3176 3180 3191 rVB 49099 74359 1.11% 0.233%
17 22.372 3277 3282 3290 rVB3 71269 132005 1.97% 0.414%
18 23.042 3390 3396 3405 rvB2 72801 136599 2.04% 0.429%
19 23.829 3523 3530 3539 rvB2 60689 131274 1.96% 0.412%
20 24.675 3664 3674 3682 rBV2 623808 1690351 25.20% 5.306%

21 25.833 3864 3871 3881 rVB3 42127 124211 1.85% 0.390%

Sum of corrected areas: 31859996
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011520\
Data File : BG044057.D

Aca On : 15 Jan 2020 19:49

Operator :© JU

Sample : PB126104BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abg&sigggg TIC: BG044057.D

4000000
3000000

2000000¢.12

8.27

1000000 7.48 9.09

5.52
7.11 7.94 10.74

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abg&sigggg TIC: BG044057.D

1993

4000000

3000000
13.20

2000000
16.06

21.56
17.32
1000000 14.58

7.44 21.77 22.37

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abg&sigggg TIC: BG044057.D

4000000

3000000

2000000

1000000

2304 2383 25.83
R R e RN R e e e AR RERREREEEE RS s e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011520\
Data File : BG044057.D

Aca On : 15 Jan 2020 19:49

Operator :© JU

Sample : PB126104BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.12 104.18 ng 3078210 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 5 (3.118 min): BG044057.D (-3) (-) m/z 73.10 100.00%
7B
5000 43
55 87
3.20 3.30 3.40 3.50
Ol SOl O L 99 "m/z 43.10  39.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U R R A LR
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 28.73%
fg i 80
e A R A AR AR AR LN RARES RARSN SRR RARSS RARRS AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50
5000 a1 55 m/z 55.10 27 .08%
29 ‘
o 1L, \‘\ Noeslll s | o7 12 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50
m/z 41.10 12.80%
5000 43 87 /\\\_
15 72
0'“wj”w'Mh'“H'“?%fa'“J'“w'”w'“w'“w'“w'“w'“ U A S LA LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011520\
Data File : BG044057.D

Aca On : 15 Jan 2020 19:49

Operator :© JU

Sample : PB126104BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 unknown7.48 Concentration Rank 3

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

7.48 61.30 ng 1811380 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 747 (7.478 min): BG044057.D (-737) (-) m/z 132.00 100.00%
5000 68
0 % || 5o T | Tk TR T
ol gL 87 L Meus L m/z 68.10 40.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L L I R
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 34 .60%
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
5000 67 m/z 66.10 25.37%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.07%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, Y A U
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011520\
Data File : BG044057.D

Acq On : 15 Jan 2020 19:49

Operator : JU

Sample : PB126104BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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]
Butane, 2-methoxy... 3.12 104.2 ng 3078210 1 7.94 590960 20.0
unknown? .48 7.48 61.3 ng 1811380 1 7.94 590960 20.0
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