LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036429.D

Aca On : 27 Aug 2018 13:28

Operator : JU/SJ

Sample : J4612-06

Misc :

ALS Vial : 7 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 5.168 310 320 329 rBV 89473 147794 3.65% 0.789%
2 5.632 392 399 408 rBV 765813 1200196 29.63% 6.410%
3 7.218 661 669 679 rBV 698279 1157095 28.57% 6.180%
4 7.594 724 733 745 rBV 834755 1395677 34.46% 7 .454%
5 8.064 806 813 821 rVB 189975 319007 7.88% 1.704%

8.387 861 868 876 rBV 651093 1106048 27.31% 5.907%
9.222 1002 1010 1018 rBV 543769 963214 23.78% 5.145%
10.873 1283 1291 1296 rBV 259137 467874 11.55% 2.499%
10.920 1296 1299 1305 rVB2 27376 44322 1.09% 0.237%
13.317 1699 1707 1716 rBV 1546632 2347268 57.96% 12.537%

=
QO ~NO®

11 14.686 1933 1940 1948 rBV2 422187 691412 17.07% 3.693%
12 16.172 2186 2193 2207 rBV 1113557 1669093 41.21% 8.915%
13 17.430 2401 2407 2419 rVB2 630628 955013 23.58% 5.101%
14 20.038 2845 2851 2861 rBV 3057363 4049973 100.00% 21.631%
15 21.695 3126 3133 3142 rVB2 679946 1129700 27.89%% 6.034%

16 24.915 3669 3681 3693 rBvV 377630 1079109 26.64% 5.764%

Sum of corrected areas: 18722795
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036429.D

Aca On : 27 Aug 2018 13:28

Operator : JU/SJ

Sample : J4612-06

Misc :

ALS Vial : 7 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

Abundance TIC: BG036429.D
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Abundance TIC: BG036429.D
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Abundance TIC: BG036429.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036429.D

Aca On : 27 Aug 2018 13:28

Operator : JU/SJ

Sample : J4612-06

Misc :

ALS Vial : 7 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 9.27 ng 147794 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 78
2 Acetone 58 C3H60 000067-64-1 27
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 320 (5.168 min): BG036429.D (-310) (-) m/z 43.10 100.00%
d.1
5000 58.1
| 730 ss0 1°|“ 480 500 520 540 560
R o o o N m/z 59.10 48.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN UL I IR I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 58.10 20.48%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #217: Acetone
43.0
480 5.00 520 5.40 5.60
5000 m/z 101.10 15.88%
58.0
150 27.0 ‘
e S I UL SULIULS SUSIILR IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A L Raam
43.0 480 5.00 520 5.40 5.60
m/z 41.05 8.21%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036429.D

Aca On : 27 Aug 2018 13:28

Operator : JU/SJ

Sample : J4612-06

Misc :

ALS Vial : 7 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 unknown7.59 Concentration Rank 1

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

7.59 87.50 ng 1395680 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 732 (7.588 min): BG036429.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 L L UL L L
400 541 ‘ 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:,“.'...,!.'..,:!.'.|,..'..,5.‘?‘.?,...'.,.110.7.,2]...,...., oy m/z 68.10 47.89%
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 R L UL L L
7.20 7.40 7.60 7.80 8.00
2.0 510 m/z 66.10 33.52%
0"v'“l“'wL”ww!“JL'w'“!w'“v'“l”'w'“'w'“l“”l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 134.10 32.45%
150 280 390 520 830 770 900 1040 .., ||
miz> 10 % 30 40 50 6 70 80 90 100 110 130 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e L R
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.83%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L”I'L'Iﬁqﬂ"”l:”llﬁgﬂ"il'”hl”"P"W T U L IR L
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\BG082718\
Data File : BG036429.D

Acq On : 27 Aug 2018 13:28

Operator : JU/SJ

Sample - J4612-06

Misc :

ALS Vial : 7 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 9.3 ng 147794 1 8.06 319007 20.0
unknown? .59 7.59 87.5 ng 1395680 1 8.06 319007 20.0
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