LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108789.D

Aca On : 5 Sep 2018 22:07

Operator : JU/SJ

Sample : J4741-19 10X

Misc :

ALS Vial : 9 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 F\METHODS\8270-BF090518 .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 5.325 505 508 512 rVB 415703 368802 13.67% 2.207%
2 6.348 679 682 686 rBV 483438 389741 14.45% 2.332%
3 6.495 703 707 710 rBV 498433 404824 15.01% 2.423%
4 6.731 744 747 751 rVB 2083848 1754869 65.06% 10.502%
5 6.889 770 774 777 rVB 395544 326565 12.11% 1.954%
6 7.284 837 841 846 rBV 301678 225719 8.37% 1.351%
7 8.013 961 965 969 rBVY 2740433 2221442 82.35% 13.294%
8 9.089 1144 1148 1151 rBV 566831 446161 16.54% 2.670%
9 9.478 1211 1214 1218 rBV 116173 94225 3.49% 0.564%
10 9.766 1259 1263 1266 rBvV 2311717 2131128 79.00% 12.754%

11 10.542 1391 1395 1399 rBvV 173124 158894 5.89% 0.951%
12 11.236 1509 1513 1516 rBV 2131898 1879099 69.66% 11.246%
13 11.260 1516 1517 1520 rVB 174642 103033 3.82% 0.617%

14 11.313 1520 1526 1528 rBV 47692 42422 1.57% 0.254%
15 11.766 1600 1603 1608 rBV2 40351 61504 2.28% 0.368%
16 11.854 1614 1618 1623 rBV3 85953 125215 4.64% 0.749%
17 12.030 1645 1648 1650 rBV3 43850 47013 1.74% 0.281%
18 12.354 1700 1703 1704 rBV3 52347 57527 2.13% 0.344%
19 12.371 1704 1706 1710 rVB3 95372 86923 3.22% 0.520%

20 12.442 1715 1718 1722 rVB 463997 379799 14.08% 2.273%

21 12.548 1733 1736 1741 rBV3 94357 116752 4_.33% 0.699%

22 12.589 1741 1743 1746 rVB3 39436 37978 1.41% 0.227%
23 12.666 1751 1756 1759 rBV 395514 448019 16.61% 2.681%
24 12.766 1771 1773 1775 rVB 46138 29356 1.09% 0.176%

25 12.818 1779 1782 1788 rVB 440460 454265 16.84% 2.719%

26 12.995 1810 1812 1817 rVB2 72100 101921 3.78% 0.610%

27 13.042 1818 1820 1822 rVV 75923 58315 2.16% 0.349%
28 13.066 1822 1824 1827 rVB 64734 54062 2.00% 0.324%
29 13.195 1844 1846 1849 rVB2 53261 45736 1.70% 0.274%

30 13.865 1955 1960 1963 rBV2 2505373 2697466 100.00% 16.143%

31 14.865 2128 2130 2133 rBV 169901 209409 7.76% 1.253%
32 15.271 2195 2199 2202 rVB 989830 1151376 42.68% 6.891%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108789.D

Aca On : 5 Sep 2018 22:07

Operator : JU/SJ

Sample : J4741-19 10X

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 16709560
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090518\
BF108789.D
5 Sep 2018 22:07
JussJ
J4741-19 10X
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090518\
Data File : BF108789.D

Aca On : 5 Sep 2018 22:07

Operator : JU/SJ

Sample : J4741-19 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 4.61 ng 404824 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 708 (6.501 min): BF108789.D (-703) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 IR SRR R R
400 520 6.20 6.40 6.60 6.80
Ot 780 L 4980 M| w7z 68.10 35.33%
m/z--> 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 N
5000 ISR RS SRR RSN AR

6.20 6.40 6.60 6.80
m/z 134.00 33.25%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R R REER R
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 22.66%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140 ﬂ
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine e e A T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 13.58%
97.0
5000
70.0
31.0 60.0
‘ 440 Ly | | 86.0 I 116.0 I
L NN AN RN i S PSRt NN | BN N B nas S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090518\
Data File : BF108789.D

Acq On : 5 Sep 2018 22:07

Operator : JU/SJ

Sample : J4741-19 10X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

unknown6 .50 6.50 4.6 ng 404824 1 6.73 1754870 20.0
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