LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036902.D

Aca On 1 22 Sep 2018 21:24 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 J5019-09 091918-SIDIF-)E-U-B
ALS Vial : 3 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-BG092018 .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 5.150 313 317 328 rBV 30237 50974 1.13% 0.303%
2 5.614 390 396 410 rBV 215997 416512 9.26% 2.479%
3 7.206 660 667 686 rBV 124590 304518 6.77% 1.812%
4 7.576 722 730 746 rBV 424648 833997 18.55% 4.964%
5 8.046 803 810 824 rBV 135182 272405 6.06% 1.621%

8.370 857 865 885 rBvV 631013 1199851 26.68% 7.141%
9.210 1000 1008 1030 rBV 506644 1071284 23.82% 6.376%
10.849 1280 1287 1303 rBV 188004 386859 8.60% 2.302%
13.293 1695 1703 1724 rBV 1604858 2779978 61.83% 16.545%
14.668 1930 1937 1950 rBV2 346866 614950 13.68% 3.660%

=
QO ~NO®

11 16.160 2184 2191 2207 rBV 874725 1495132 33.25% 8.898%
12 17.418 2398 2405 2419 rBV2 482950 832121 18.51% 4._.952%
13 20.021 2842 2848 2862 rBV 3154503 4496485 100.00% 26.761%
14 21.678 3124 3130 3144 rBV 522272 936211 20.82% 5.572%

15 23.164 3377 3383 3390 rBV4 22642 46096 1.03% 0.274%

16 23.963 3513 3519 3527 rVB3 22757 52709 1.17% 0.314%

17 24.891 3665 3677 3692 rBVY 317784 951698 21.17% 5.664%

18 26.025 3863 3870 3884 rVB6 18512 60668 1.35% 0.361%
Sum of corrected areas: 16802448

8270-BG092018.M Mon Sep 24 17:35:43 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036902.D

Aca On 1 22 Sep 2018 21:24

Operator : JU/SJ

ﬁ?ggle i J5019-09 091918-SIDI-E-U-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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: BG036902.D
3000000

2500000
2000000
1500000

1000000

8.37
500000 7.58 9.21

5.61 10.85
515 7.21 8.05

e S e e R N A Y | N

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 10.50 11. OO 11. 50 12.00 12.50
Abundance TIC: BG036902.D

3000000

20,02

2500000

2000000
13.29

1500000
1000000 16.16

17.42 2168
500000 1467

L0 L A e e o o e LA L e e e B B B R S 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: BG036902.D

3000000

2500000
2000000
1500000
1000000

500000 24.89

23.16 23.96 /\ 26.03

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\BG092218\
Data File : BG036902.D

Aca On : 22 Sep 2018 21:24

Operator : JU/SJ

Sample : J5019-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 3.74 ng 50974 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 40
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
4 Oxirane. T(1-methvlethoxv)methvl1- 116 C6H1202 004016-14-2 39
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 317 (5.150 min): BG036902.D (-313) (-) m/z 43.10 100.00%
43.1
59.1
5000
ot 480 500 520 540
83.1 : : : :
O bl SO 881 | "h/z 59.10  54.09%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN L UL LU I B
59.0 480 500 520 540
m/z 101.10 18.19%
31|.o 830 g30 1010
ottt e e e e e
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.05 14 .86%
41.0
29.0 101.0
0..,....,...HHM...H:Mu?%?ul:i....7?9.,.%@9,....J....,
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0 480 5.00 520 5.40
m/z 41.10 9.12%
5000
43.0 101.0
m/z--> 10 20 30 40 50 i 70 8 9 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\
Data File : BG036902.D

Aca On : 22 Sep 2018 21:24

Operator : JU/SJ

Sample : J5019-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.58 Concentration Rank 2

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

7.58 61.23 ng 833997 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 731 (7.582 min): BG036902.D (-722) (-) m/z 132.10 100.00%
13%.1
5000 68.1 E
400 541 ‘| %ong 7.20 7.40 7.60 7.80 8.00
0.W.HW.H.PHIM.uu!“Hbm“Jm,”n,“n,M”,”.w“.whuw.. m/z 68.10 47 .91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 134.10 34 .56%
0"P'”I“'WL“WP!”JL'W'”!P'“I”'W'“'P'”I“'W'“'Ih”l”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.10 31.20%
70.0
31.0
0 ‘ 44\.0 L, L ! 860 | 116.0 !
iz B 20 B 4 B0 B b 8 80 1% 110 13 1% 14
Abundance #14491: 5-Aminoindole
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.81%
5000
104.0
ol 140 270 300 510 00770 g9 | ms0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BG092218\

Data File : BG036902.D

Acq On 1 22 Sep 2018 21:24

Operator : JU/SJ

ﬁ?ggle i J5019-09 091918-SIDI-E-U-B
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 3.7 ng 50974 1 8.05 272405 20.0
unknown7 .58 7.58 61.2 ng 833997 1 8.05 272405 20.0

8270-BG092018.M Mon Sep 24 17:35:45 2018 Page: 5



