LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036382.D

Aca On : 23 Aug 2018 18:12

Operator : JU/SJ

Sample : PB112153BL

Misc :

ALS Vial : 5 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
1 5.174 314 321 329 rBV 36669 61959 1.76% 0.371%
2 5.632 393 399 409 rBV 762611 1204262 34.22% 7.209%
3 7.218 662 669 677 rBV 775728 1305199 37.09% 7.813%
4 7.600 726 734 742 rBV 708714 1217106 34.58% 7.286%
5 8.070 807 814 821 rBV 177916 298350 8.48% 1.786%

8.394 861 869 877 rBV 535828 916954 26.05% 5.489%
9.228 1003 1011 1019 rBV 436120 755564 21.47% 4.523%
10.879 1283 1292 1300 rVB 238274 427560 12.15% 2.559%
1219833 1892272 53.77% 11.327%
14.692 1934 1941 1950 rBV2 394698 618874 17.58% 3.705%

=
QOO ~NO®
=
w
w
N
w
=
\l
o
o
=
\l
o
(00]
=
\l
=
\l
=
<
os]

11 16.179 2187 2194 2211 rBV 921678 1440321 40.92% 8.622%
12 17.436 2401 2408 2417 rVB2 579483 854077 24.27% 5.113%
13 20.045 2846 2852 2863 rBV 2610802 3519460 100.00% 21.068%
14 21.701 3127 3134 3142 rBV 671110 1130144 32.11% 6.765%
15 24.927 3672 3683 3693 rBvV2 381655 1063264 30.21% 6.365%

Sum of corrected areas: 16705366
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG082418\
Data File : BG036382.D

Aca On : 23 Aug 2018 18:12

Operator : JU/SJ

Sample : PB112153BL

Misc :

ALS Vvial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\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: BG036382.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036382.D

Aca On : 23 Aug 2018 18:12

Operator : JU/SJ

Sample : PB112153BL

Misc :

ALS Vial : 5 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.

5.17 4_.15 ng 61959 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Diacetamide 101 C4H7NO2 000625-77-4 36
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 320 (5.168 min): BG036382.D (-314) (-) m/z 43.10 100.00%
d.1
5000 591
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
83.1 10|1.1 480 5.00 5.20 5.40 5.60
R e o o e R m/z 59.10 49 _.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.10 20.90%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0 480 5.00 5.20 5.40 5.60
5000 m/z 101.10 15.55%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide R L e RRam
43.0 480 5.00 5.20 5.40 5.60
m/z 41.10 7.93%
5000 59.0
73.0
101.0
o 28.0 Il 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082418\
Data File : BG036382.D

Aca On : 23 Aug 2018 18:12

Operator : JU/SJ

Sample : PB112153BL

Misc :

ALS Vial : 5 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 2 unknown7.60 Concentration Rank 1

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

7.60 81.59 ng 1217110 1,4-Dichlorobenzene-d4 8.07
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 734 (7.600 min): BG036382.D (-726) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 s || W 150 7k 10 75 8b
o SN AP 1 I FO.-1= S A | N m/z 68.10 46.26%
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 I I R

7.20 7.40 7.60 7.80 8.00
m/z 134.10 31.67%

31.0 51.0
o T “ 1L I
RAEa B R A R o RARARE S o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
e AmAREm
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.45%
104.0
66.0
ol 140 270 390 510 7710 oo || 1150 ||
R e R Baa L e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.87%
5000
33.0 44.0 0.0 105.0
.m0, " 0 | | ‘
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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\BG082418\
Data File : BG036382.D

Acq On : 23 Aug 2018 18:12

Operator : JU/SJ

Sample : PB112153BL

Misc :

ALS Vial : 5 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... 5.17 4.2 ng 61959 1 8.07 298350 20.0
unknown? .60 7.60 81.6 ng 1217110 1 8.07 298350 20.0
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