LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036586.D

Aca On > 7 Sep 2018 2:00

Operator : JU/SJ

Sample : PB112644BL

Misc :

ALS Vial : 18 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-BG082318 .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

5.161 314 319 325 rVB 32137 48350 1.26% 0.255%
5.625 388 398 412 rBV 859134 1354920 35.41% 7.136%
rBv 908116 1526167 39.89%% 8.038%
7.588 724 732 745 rBV 813407 1403087 36.67% 7.390%
8.058 805 812 819 rBV 188208 319835 8.36% 1.685%
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8.381 858 867 876 rvVB 584972 1025063 26.79% 5.399%
9.215 1001 1009 1017 rBV 509685 903921 23.63% 4.761%
10.860 1279 1289 1299 rBV 272197 488541 12.77% 2.573%
13.305 1698 1705 1720 rBV 1519820 2348965 61.39% 12.372%
14.679 1933 1939 1949 rBV2 474551 769158 20.10% 4_.051%

=
QO ~NO®

11 16.166 2185 2192 2214 rBV 1090165 1720949 44 .98% 9.064%
12 17.423 2395 2406 2414 rBV 685399 1039807 27.18% 5.476%
13 20.032 2843 2850 2862 rBV 2777875 3826096 100.00% 20.151%
14 21.689 3125 3132 3145 rBV2 686913 1189574 31.09% 6.265%
15 24.897 3668 3678 3699 rBv2 309893 1022290 26.72% 5.384%

Sum of corrected areas: 18986723
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036586.D

Aca On > 7 Sep 2018 2:00

Operator : JU/SJ

Sample : PB112644BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG036586.D
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Abundance TIC: BG036586.D

24.03
2500000

2000000

1500000 13.30

16.17
1000000
17.42 21.69

500000 14.68

O e o L o o o e o L L o e o B I s o e s e o B I R

Time--> 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
Abundance TIC: BG036586.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036586.D

Aca On > 7 Sep 2018 2:00

Operator : JU/SJ

Sample : PB112644BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 3.02 ng 48350 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Propvlamine 59 C3HSN 000107-10-8 9
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 319 (5.161 min): BG036586.D (-314) (-) m/z 43.10 100.00%
43.1
59.1
5000
aa2 1°|“ 480 500 520 540
]S O 1 NS . S N m/z 59.10 57.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A AR RS B
59.0 480 500 520 540
m/z 58.10 17.69%
31.0 | 830 gg0l010
O e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
41.0 480 5.00 520 5.40
5000 m/z 101.10 16.08%
86.0
0 | Sl'Q\\\ I 6%0 101.0
LN SURLELN SURL BRI SURILELS SURLLILN IR UL DU SUR LS SURIL S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #248:Propy|amine LA L L L DL B
30.0 480 5.00 520 5.40
m/z 41.10 9.72%
5000
59.0
o 170 A0 510
m/z--> 10 20 30 40 5 6 70 8 90 100 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090618\
Data File : BG036586.D

Aca On > 7 Sep 2018 2:00

Operator : JU/SJ

Sample : PB112644BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 87.74 ng 1403090 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 732 (7.588 min): BG036586.D (-724) (-) m/z 132.10 100.00%
131
5000 68.1
40.0 %.1 - 720 7.40 7.60 7.80 8.00
o 58. m/z 68.10 45.99%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0
5000 RS BRSNS AR RRREE N

7.20 7.40 7.60 7.80 8.00
m/z 134.10 32.76%

31.0 510
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
A o R
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.29%
33.0 105.0
‘ 70.0 ‘
o
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #52379: Tranylcypromme propionyl A e
57.0 132. 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.56%
5000 98.0
7/7.0
SRS YT 0 | A | G
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090618\
Data File : BG036586.D

Acq On > 7 Sep 2018 2:00

Operator : JU/SJ

Sample : PB112644BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 3.0 ng 48350 1 8.06 319835 20.0
unknown? .59 7.59 87.7 ng 1403090 1 8.06 319835 20.0
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