LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG072318\
Data File : BG035829.D

Aca On : 23 Jul 2018 15:58

Operator : JU/SJ

Sample : J4101-03

Misc :

ALS Vial : 10 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-BG071218 .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 5.139 310 315 324 rBV 73430 122617 4.28% 0.852%
2 5.609 387 395 409 rBV 561894 959102 33.46% 6.666%
3 7.195 657 665 677 rBV 574150 1048533 36.59% 7.288%
4 7.565 720 728 740 rBV 579834 1013501 35.36% 7.044%
5 8.029 800 807 815 rVB 159629 273624 9.55% 1.902%

8.352 854 862 870 rBV 436553 777405 27.13% 5.403%
9.193 996 1005 1014 rBV 316798 636971 22.23% 4.427%
10.831 1277 1284 1296 rBV 174723 350345 12.22% 2.435%
13.275 1693 1700 1713 rBV 940445 1534894 53.56% 10.668%
14.104 1836 1841 1856 rBV 53611 115518 4._.03% 0.803%

=
QO ~NO®

11 14.650 1927 1934 1946 rBvV2 305147 528583 18.44% 3.674%
12 16.136 2180 2187 2205 rBV 743633 1267218 44.22% 8.808%
13 17.393 2395 2401 2414 rBV2 449720 746401 26.04% 5.188%

14 18.274 2547 2551 2558 rBV2 18905 33662 1.17% 0.234%
15 19.808 2807 2812 2817 rVB3 15846 29136 1.02% 0.203%
16 20.001 2839 2845 2860 rBV 2130419 2865990 100.00% 19.920%
17 21.294 3061 3065 3073 rBv4 30611 49742 1.74% 0.346%
18 21.658 3119 3127 3141 rBV2 561779 1009730 35.23% 7.018%
19 21.834 3153 3157 3163 rVB5 17107 29209 1.02% 0.203%
20 23.127 3373 3377 3383 rBV5 15670 29441 1.03% 0.205%
21 23.920 3508 3512 3520 rVB6 21174 42144 1.47% 0.293%

22 24.860 3660 3672 3682 rBV3 309957 923420 32.22% 6.418%

Sum of corrected areas: 14387186
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Tit

TIC Library

LSC Report - Integrated Chromatogram

: Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG072318\
: BG035829.D

: 23 Jul 2018 15:58

: Ju/sd

: J4101-03

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071218_.M

le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BG035829.D

5.61 7.20 7.57

8.35

8.03 10.83
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2000000

1500000

1000000

500000

13.28

TIC: BG035829.D
20L00

16.14
21.66

17.39
14.65

1.83

14.10 18.27

19.81 21,L29
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Time-->
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Abundance

2000000

1500000

1000000

500000

TIC: BG035829.D

24.86

23.13 23.92

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\BG072318\
Data File : BG035829.D

Aca On : 23 Jul 2018 15:58

Operator : JU/SJ

Sample : J4101-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 8.96 ng 122617 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Dimethadione 129 C5H7NO3 000695-53-4 40
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 27

Abundance Scan 315 (5.139 min): BG035829.D (-310) (-) m/z 43.15 100.00%
43.1
5000 A\
101.2 R R RREESEESTE R
480 500 520 5.40
el 30 2078 2961 g5 59 15 60.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SN SRR AR R
480 5.00 5.20 5.40
0
1?0 1010 m/z 101.15 22.01%
\ J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
480 500 520 540
5000 m/z 58.10 14.48%
129.0
15.0 70.0
mmwwmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
54.0 480 5.00 5.20 5.40
m/z 41.25 10.36%
5000 101.0
270‘
""I"ll"‘l""" IIIII""I""I""I""IIIII RSN S B R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072318\
Data File : BG035829.D

Aca On : 23 Jul 2018 15:58

Operator : JU/SJ

Sample : J4101-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.57 Concentration Rank 1

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

7.57 74.08 ng 1013500 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10

Abundance Scan 729 (7.571 min): BG035829.D (-720) (-) m/z 132.10 100.00%
13R.1
5000 68.2 /\g
01 sn || P L, 7o 7k 7o 7k 8%
e e e S ey A2 m/z 68.15 45.35%
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 L AL AL UL UL
720 7.40 7.60 7.80 8.00
310 510 m/z 134.15 33.57%
'WH'W“'W“'““'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.15 32.52%
104.0
140 270 300 510 600770 oo, 115.0
wmm‘wﬁmﬁrmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine . T
132.0 720 7.40 7.60 7.80 8.00
m/z 69.15 20.10%
5000
33.0 44.0 00 105.0 ‘
| se0. 90 w0 | | ‘
LR AR AR RS UL AR KRN NUALA RN RS LAY S SRS RN SR

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\HPCHEM1\BNA_G\DATA\BG072318\
Data File : BG035829.D

Acq On : 23 Jul 2018 15:58

Operator : JU/SJ

Sample - J4101-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.14 9.0 ng 122617 1 8.03 273624 20.0
unknown? .57 7.57 74.1 ng 1013500 1 8.03 273624 20.0
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