LSC Area Percent Report

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

Data File : BG036910.D

Aca On = 23 Sep 2018 2:39 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J5019-17 0&@1&ﬂPgF{>B
ALS Vial : 11 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

5.150 311 317 325 rBV 25649 44489 1.11% 0.322%
5.614 390 396 413 rBV 154760 304881 7.58% 2.208%
rBv 90381 218543 5.43% 1.583%
7.577 723 730 744 rBV 319860 628250 15.61% 4 _550%
8.047 803 810 824 rBV 112000 217412 5.40% 1.574%
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8.370 857 865 884 rBV 485029 939090 23.34% 6.801%
9.204 999 1007 1026 rBV 407133 878691 21.84% 6.363%
10.849 1280 1287 1308 rBV 152347 315529 7.84% 2.285%
13.293 1696 1703 1718 rBV 1285496 2159484 53.67% 15.639%
14.122 1838 1844 1854 rBV2 29734 54922 1.36% 0.398%

=
QO ~NO®

11 14.668 1930 1937 1949 rBvV2 285230 505110 12.55% 3.658%
12 16.155 2184 2190 2206 rBV 675790 1150383 28.59% 8.331%
13 17.418 2398 2405 2421 rBV2 401996 685529 17.04% 4._.965%
14 20.021 2842 2848 2864 rBV 2832609 4023789 100.00% 29.140%
15 21.684 3124 3131 3141 rBV 466321 817882 20.33% 5.923%

16 24.886 3665 3676 3691 rBv2 273513 821593 20.42% 5.950%
17 26.031 3863 3871 3878 rBV6 16563 42964 1.07% 0.311%

Sum of corrected areas: 13808541
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LSC Report - Integrated Chromatogram

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

Data File : BG036910.D

Aca On : 23 Sep 2018 2:39

Operator : JU/SJ

ﬁ?ggle i J5019-17 091918-TIPC-F-D-B
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG036910.D
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500000 758 9.20
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5.15 7.21 8.05
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Time--> 3.50 4.00 4.50 5.00 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 1100 1150 1200 12.50
Abundance TIC: BG036910.D

20,02
2500000

2000000

1500000
13.29
1000000
16.15

500000 17.42
14.67

21.68

14.12
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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: BG036910.D
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2000000
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R EARE R L e RS RAREE REEa s L e e R RARE RARRA BARAR R

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\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036910.D

Aca On : 23 Sep 2018 2:39

Operator : JU/SJ

ﬁ?ggle i J5019-17 091918-TIPC-F-D-B
ALS Vial : 11 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 4.09 ng 44489 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 33
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 317 (5.150 min): BG036910.D (-311) (-) m/z 43.10 100.00%
431
5000 591
1011 450 500 550 a0 |
83.2 : : : :
o‘wﬁm..':|,-....,-....',|....,....,....,....,....,29?'.1. m/z 59.10 48.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R L L I B
59.0 480 500 520 540
m/z 101.10 17.06%
o 2o | | sgon
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4076: Morpholine, 4-methyl-
43.0
480 500 520 540
5000 m/z 58.10 15.88%
15.0 110 101.0
G L L S U S S RIS SR BN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217: Acetone
43.0 4.80 5.00 520 5.40
m/z 41.10 7.46%
5000
27.0 5$ 0
0|||‘| |M=‘||‘||||.||||||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

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

Data File : BG036910.D

Aca On : 23 Sep 2018 2:39

Operator : JU/SJ

ﬁ?ggle i J5019-17 091918-TIPC-F-D-B
ALS Vial : 11 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 57.79 ng 628250 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 731 (7.582 min): BG036910.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
%0 . o TR0 Tk 760 7ho b0
o} e m/z 68.10 45_.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
7.20 7.40 7.60 7.80 8.00
310 5L0 m/z 134.10 32.67%
0"'w'lwﬂ'"'w!”Jw"'w"'w'"w"'w"'w"'w"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.32%
104.0
66.0
0 270 500 | 880 | \
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl- ERARE R mmEy R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.61%
5000
15.0 m 3%9 1 ?O 79'0 ] 10?.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BG092218\

Data File : BG036910.D

Acq On = 23 Sep 2018 2:39

Operator : JU/SJ

ﬁ?ggle i J5019-17 091918-TIPC-F-D-B
ALS Vial : 11 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 4.1 ng 44489 1 8.05 217412 20.0
unknown7 .58 7.58 57.8 ng 628250 1 8.05 217412 20.0
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