LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036434.D

Aca On : 27 Aug 2018 16:42

Operator : JU/SJ

Sample = J4556-02

Misc :

ALS Vial : 12 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 5.167 313 320 329 rVB 58175 87513 1.82% 0.355%
2 5.632 392 399 412 rBVY 1251072 1960188 40.84% 7.943%
3 7.218 661 669 682 rBY 1256719 2227297 46.40% 9.025%
4 7.594 724 733 741 rBV 1178413 1998965 41.65% 8.100%
5 8.064 806 813 820 rBV 199574 333898 6.96% 1.353%

8.387 860 868 882 rVvB 849610 1475711 30.75% 5.980%
9.227 1002 1011 1018 rBV 702822 1270234 26.46% 5.147%
10.873 1283 1291 1299 rVB 280862 496142 10.34% 2.010%
13.317 1699 1707 1718 rVB 1815624 2922293 60.88% 11.841%
14.139 1840 1847 1852 rBV 158803 239260 4.98% 0.969%

=
QO ~NO®

11 14.686 1934 1940 1949 rVB2 431607 716716 14.93% 2.904%
12 16.172 2186 2193 2211 rBV 1652248 2549537 53.12% 10.331%
13 17.430 2400 2407 2417 rBV2 636860 973742 20.29% 3.946%
14 18.317 2553 2558 2565 rBV2 51241 76895 1.60% 0.312%
15 19.739 2795 2800 2804 rBV2 64198 77944 1.62% 0.316%

16 20.038 2845 2851 2863 rVB 3451787 4799786 100.00% 19.449%
17 20.779 2973 2977 2982 rBV 45662 51519 1.07% 0.209%
18 21.354 3069 3075 3082 rBV3 54095 101095 2.11% 0.410%
19 21.695 3126 3133 3141 rBV 708997 1170372 24.38% 4.742%
20 24.915 3670 3681 3691 rBV2 413640 1150087 23.96% 4.660%

Sum of corrected areas: 24679194
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036434.D

Aca On : 27 Aug 2018 16:42

Operator : JU/SJ

Sample : J4556-02

Misc :

ALS Vial : 12 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: BG036434.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036434.D

Aca On : 27 Aug 2018 16:42

Operator : JU/SJ

Sample : J4556-02

Misc :

ALS Vial : 12 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 5.24 ng 87513 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 83
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 22
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Acetone 58 C3H60 000067-64-1 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 320 (5.167 min): BG036434.D (-313) (-) m/z 43.05 100.00%
43.0
5000 59.1
| S 1°|1-1 480 5.00 520 540 560
o et e R e e m/z 59.10 48.26%
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 5.40 5.60
5000 m/z 101.10 14.74%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one LA L L L L LB L N B
43.0 480 500 520 5.40 5.60
m/z 41.10 8.55%
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0 ...,.a‘..,..:‘l‘,....‘,‘:a..,.‘.‘..,....7,1'.()...,8.3".0..,..?82'?....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082718\
Data File : BG036434.D

Aca On : 27 Aug 2018 16:42

Operator : JU/SJ

Sample : J4556-02

Misc :

ALS Vial : 12 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.

7.59 119.74 ng 1998970 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
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): BG036434.D (-724) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 w1 || 75 7k 750 7o 50
Obrrprrrr e bl 822 L 70 L Tm/z 68.10  47.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 RS RARSS AR RS R
7.20 7.40 7.60 7.80 8.00
33.0 44.0 105.0 m/z 66.10 31.58%
0 | 86.0 .
O T T e e
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 - 750 740 760 780 500
5000 ' m/z 134.10 31.21%
31.0 51.0
0 [, | H N |
LR AR AR SRS UL AR RS UL RN RS LU S SN BARAE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.31%
5000
150 280 390 520 830 770 900 1040 .., ||
miz> 10 % 30 40 50 6 70 80 90 100 110 150 130 140 | | 700 740 750 750 800
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082718\
Data File : BG036434.D

Acq On : 27 Aug 2018 16:42

Operator : JU/SJ

Sample - J4556-02

Misc :

ALS Vial : 12 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 5.2 ng 87513 1 8.06 333898 20.0
unknown? .59 7.59 119.7 ng 1998970 1 8.06 333898 20.0
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