LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037470.D

Acq On : 20 Oct 2018 3:40

Operator : JU/SJ

Sample : PB113548BL

Misc :

ALS Vial : 24 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 5.186 317 323 333 rvB 155298 245770 5.39% 1.230%
2 5.644 394 401 413 rBV 724252 1192356 26.15% 5.969%
3 7.248 666 674 685 rBY 766318 1338509 29.35% 6.701%
4 7.630 731 739 749 rBVY 688688 1238007 27.15% 6.198%
5 8.106 813 820 828 rBvV 190197 332144 7.28% 1.663%

8.429 866 875 886 rBvV 744038 1339365 29.37% 6.705%
9.287 1008 1021 1033 rBV 625776 1168003 25.61% 5.847%
10.932 1291 1301 1309 rBV 271623 496664 10.89% 2.486%
13.364 1708 1715 1723 rBVY 1808999 2877960 63.11% 14.408%
14.739 1942 1949 1958 rBV2 462173 765845 16.79% 3.834%

=
QO ~NO®

11 16.226 2195 2202 2211 rBV 899555 1408404 30.89% 7.051%
12 17.489 2409 2417 2429 rBvV 639772 1023940 22.45% 5.126%
13 20.086 2853 2859 2871 rBV 3246388 4559997 100.00% 22.829%
14 21.772 3139 3146 3155 rBV2 599462 1054557 23.13% 5.279%
15 25.104 3703 3713 3730 rBvV 281488 933044 20.46% 4.671%

Sum of corrected areas: 19974565
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG101918\
Data File : BG037470.D

Acq On : 20 Oct 2018 3:40

Operator : JU/SJ

Sample : PB113548BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

Abundance TIC: BG037470.D
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Library Search Compound Report

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG101918\

BGO37470.D
20 Oct 2018
Ju/sJ

PB113548BL

3:40

24 Sample Multiplier: 1

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

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.

5.19 14.80 ng 245770 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 78
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 40
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
4 Acetone 58 C3H60 000067-64-1 22
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 324 (5.192 min): BG037470.D (-317) (-) m/z 43.00 100.00%
43
59
5000
101 NS SRR NARRE N
53 83 480 5.00 520 5.40 5.60
O e e m/z 59.00 57.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SRR SR RN
59 4.80 5.00 520 5.40 5.60
m/z 58.00 18.56%
15 31 101
o 25,70 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 560
5000 m/z 101.00 17.40%
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e R
43 480 5.00 520 5.40 5.60
m/z 41.00 7.61%
5000 57
29
101
0 \“37\‘ 50“ 8 \
m/z--> 10 20 30 40 50 ' 70 80 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 : BG037470.D

Acq On : 20 Oct 2018 3:40

Operator : JU/SJ

Sample : PB113548BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.63 74.55 ng 1238010 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 Amphetaminil 250 C17H18N2 017590-01-1 10
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 739 (7.630 min): BG037470.D (-731) (-) m/z 131.90 100.00%
5000 68
0 150 7 o 7h 8bo
0 L e e e m/z 68.00 42 .75%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR AR LA

7.20 7.40 7.60 7.80 8.00
m/z 133.90 32.83%

31
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m/z--> 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
AR e e
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.76%
41 97
T
79
0 H \\‘\ ‘\H [ F— ‘\ Il
L L I o o B B o N o B I e e o o
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil s L ARE R
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.57%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 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 : BG037470.D

Acq On : 20 Oct 2018 3:40

Operator : JU/SJ

Sample : PB113548BL

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
Quant Title : 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... 5.19 14.8 ng 245770 1 8.11 332144 20.0
unknown7 .63 7.63 74.5 ng 1238010 1 8.11 332144 20.0
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