LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110918\
Data File : BG037926.D

Aca On > 9 Nov 2018 18:39

Operator : JU/SJ

Sample : PB114695BL

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-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 heiaht area % max. total

5.173 316 321 330 rBV 28505 48926 1.71% 0.324%
5.637 393 400 412 rBV 673709 1112615 38.88% 7.358%
rBv 708558 1278373 44.67% 8.454%
7.617 729 737 748 rBV 659877 1192209 41.66% 7.884%
8.093 811 818 826 rVB 153975 270781 9.46% 1.791%
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8.416 865 873 882 rBV 496455 895539 31.29% 5.922%
9.268 1009 1018 1027 rBV 417782 788602 27 .56% 5.215%
10.913 1290 1298 1310 rBV 234676 430261 15.03% 2.845%
13.346 1705 1712 1725 rBV 1266294 2065338 72.17% 13.658%
14.726 1940 1947 1960 rBV2 400827 673398 23.53% 4._.453%

=
QO ~NO®

11 16.213 2192 2200 2218 rBV 824671 1342196 46.90% 8.876%
12 17.476 2406 2415 2425 rBV2 485844 797743 27.87% 5.275%
13 20.073 2851 2857 2874 rBV 2068047 2861900 100.00% 18.926%
14 21.753 3137 3143 3162 rBV 385342 814290 28.45% 5.385%
15 25.091 3699 3711 3726 rBV2 145319 549725 19.21% 3.635%

Sum of corrected areas: 15121896
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110918\
Data File : BG037926.D

Aca On : 9 Nov 2018 18:39

Operator : JU/SJ

Sample : PB114695BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG037926.D
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TIC: BG037926.D

Time-->
Abundance
2000000

1500000

1000000

500000

25.09

A REAR LA AR SRS Rl AR Al RS B R AR BARRE RS AR AR RS

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

8270-BG101818.M Mon Nov 12 16:23:28 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110918\
Data File : BG037926.D

Aca On > 9 Nov 2018 18:39

Operator : JU/SJ

Sample : PB114695BL

Misc :

ALS Vial : 8 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

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.

5.17 3.61 ng 48926 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 33
3 4-Pentene-2-ol. 2-methvl 100 C6H120 000624-97-5 9
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 321 (5.173 min): BG037926.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
10 480 500 520 540 5.60
o...,....,....,....','...?,1-.0.-!~Ii....,....,8.3'.0..,...:,|....,. m/z 59.00 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR N U L
480 500 5.20 5.40 5.60
59.0 1010 m/z 58.00 19.83%
0 210 | 510 || 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 500 550 540 550
5000 m/z 101.00 18.43%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3895: 4-Pentene-2-ol, 2-methy! R e
59.0 480 500 5.20 5.40 5.60
m/z 41.00 8.61%
5000 430
31.0
O ?}3q"'i" §?]q T ??lq UNBBE SERBE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110918\
Data File : BG037926.D

Aca On > 9 Nov 2018 18:39

Operator : JU/SJ

Sample : PB114695BL

Misc :

ALS Vial : 8 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

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 unknown7.62 Concentration Rank 1

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

7.62 88.06 ng 1192210 1,4-Dichlorobenzene-d4 8.09
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 738 (7.623 min): BG037926.D (-729) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 IR S RS R
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 |.'=5,1-?..!,':.1.1‘?-?.. I — m/z 68.00 41.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS A AR AN
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 33.12%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.50%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 15.76%
74.0
5000 98.0 116.0
0 T "‘l \I\I ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|80| —— |]|-8|9.|0|
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\HPCHEM1\BNA_G\DATA\BG110918\
Data File : BG037926.D

Acq On > 9 Nov 2018 18:39

Operator : JU/SJ

Sample : PB114695BL

Misc :

ALS Vial : 8 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... 5.17 3.6 ng 48926 1 8.09 270781 20.0
unknown7 .62 7.62 88.1 ng 1192210 1 8.09 270781 20.0
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