LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG102318\

Data File : BG037488.D

Aca On : 23 Oct 2018 22:45 Instrument :

Operator : JU/SJ (BZII\!A_(tSS el
- _ lentosampleld :

a?zgle : J5626-06 EB-2018.10.19-SED

ALS Vial : 15 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-BG101818.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 5.189 316 323 333 rBV 38897 69028 1.43% 0.317%
2 5.647 394 401 409 rBV 485825 824465 17.10% 3.789%
3 7.245 665 673 684 rBV 324784 579945 12.03% 2.665%
4 7.633 730 739 753 rVB 865615 1554343 32.25% 7.143%
5 8.109 812 820 831 rVB 218803 389402 8.08% 1.789%

8.432 867 875 886 rvB 764875 1415358 29.36% 6.504%
9.284 1011 1020 1030 rBV 691374 1275238 26.46% 5.860%
10.929 1292 1300 1308 rVB 320258 596826 12.38% 2.743%
13.362 1707 1714 1726 rBV 1945759 3119783 64.72% 14.337%
14.742 1941 1949 1958 rBV2 549903 927701 19.25% 4.263%

=
QO ~NO®

11 16.223 2194 2201 2215 rBV 1536432 2436287 50.54% 11.196%
12 17.486 2409 2416 2427 rBV 779843 1194139 24.77% 5.488%
13 20.083 2852 2858 2872 rBV 3375726 4820159 100.00% 22.150%
14 21.769 3138 3145 3155 rVvB2 750672 1257429 26.09% 5.778%
15 24.096 3535 3541 3552 rVB6 19727 53898 1.12% 0.248%

16 25.107 3701 3713 3726 rBv2 398859 1247007 25.87% 5.730%

Sum of corrected areas: 21761008
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102318\

BG037488.D

23 Oct 2018 22:45

JussJ

J5626-06

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

EB-2018.10.19-SED

Abundance

3000000
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2000000

1500000
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3000000
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TIC: BG037488.D

13.36
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2500000
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1500000
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500000

TIC: BG037488.D

25.11
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102318\

Data File : BG037488.D

Aca On : 23 Oct 2018 22:45

Operator : JU/SJ

ﬁ?ggle i J5626-06 EB-2018.10.19-SED
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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.

5.19 3.55 ng 69028 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2-Pentanone. 4-mercapto-4-methvl- 132 C6H120S 019872-52-7 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 323 (5.189 min): BG037488.D (-316) (-) m/z 43.00 100.00%
43.0
5000 59.0
| 6.0 1°|1-° 480 500 520 540 5.60
SEEEEEENESSSESSE 4 SSRMRMRUAT'S | PEUENERSSESANcShaESME H m/z 59.00 48.99%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 RS RN UL L
480 5.00 5.20 5.40 5.60
29.0 101.0 m/z 101.00 16.14%
50 | Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
480 500 520 540 5.60
5000 59.0 m/z 57.95 15.53%
et 830 0077
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide A o L B
43.0 480 5.00 5.20 5.40 5.60
m/z 40.95 9.29%
5000 59.0
73.0
101.0
28.0 |l 510 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\BG102318\

Data File : BG037488.D

Aca On : 23 Oct 2018 22:45

Operator : JU/SJ

ﬁ?ggle i J5626-06 EB-2018.10.19-SED
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.63 Concentration Rank 1

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

7.63 79.83 ng 1554340 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 738 (7.627 min): BG037488.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
00 500 |1 po % e 2o 70 760 7By 5bo
TSP SN NN PR 41 N | m/z 68.00 41.81%
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 SR I UL R
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 32.80%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 28.38%
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B L R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.27%
5000 67.0
41.0 97.0
53.0
'W'”W'”W'”W'”W'”W'“W'Zi?”ﬂ'“ﬂ'“';ﬁ?ﬁ”'l”"' ISR I UL R
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\BG102318\

Data File : BG037488.D

Acq On : 23 Oct 2018 22:45

Operator : JU/SJ

ﬁ?ggle i J5626-06 EB-2018.10.19-SED
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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... 5.19 3.5 ng 69028 1 8.10 389402 20.0
unknown7 .63 7.63 79.8 ng 1554340 1 8.10 389402 20.0
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