LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098754.D

Aca On : 23 Sep 2017 22:23

Operator : SJ/JU

Sample = 15360-03 10X

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 5.133 515 518 526 rBV 36848 40516 3.88% 0.454%
2 5.527 581 585 588 rBV 314357 255879 24.52% 2.866%
3 6.527 751 755 760 rBV 315105 249544 23.92% 2.795%
4 6.680 778 781 785 rVB 305390 263039 25.21% 2.946%
5 6.922 818 822 825 rBVY 1053770 845670 81.05% 9.472%
6 7.074 844 848 851 rBV 256054 201341 19.30% 2.255%
7 7.474 912 916 919 rVB 177234 138586 13.28% 1.552%
8 8.204 1035 1040 1043 rBvV 1282112 1043449 100.00% 11.687%
9 9.274 1218 1222 1225 rBV 332948 252569 24.21% 2.829%
10 9.351 1232 1235 1238 rBV3 23994 24682 2.37% 0.276%
11 9.668 1286 1289 1292 rBV2 51742 47732 4_.57% 0.535%
12 9.821 1312 1315 1317 rBvV2 27777 28741 2.75% 0.322%
13 9.868 1321 1323 1327 rVB3 21781 21012 2.01% 0.235%
14 9.957 1333 1338 1342 rBvY 1072350 903101 86.55% 10.115%
15 9.986 1342 1343 1348 rVB 34328 27419 2.63% 0.307%
16 10.157 1368 1372 1376 rBvV2 20689 22919 2.20% 0.257%
17 10.262 1384 1390 1391 rBvV2 11841 17335 1.66% 0.194%
18 10.362 1404 1407 1411 rVB4 14403 18377 1.76% 0.206%
19 10.504 1428 1431 1436 rVB 26560 24123 2.31% 0.270%
20 10.598 1444 1447 1453 rVB5 13207 21067 2.02% 0.236%
21 10.739 1468 1471 1478 rBV 127627 107665 10.32% 1.206%
22 10.868 1488 1493 1496 rBV 38795 43209 4.14% 0.484%
23 11.245 1554 1557 1561 rVB3 16116 14908 1.43% 0.167%
24 11.333 1569 1572 1578 rVB4 29635 35867 3.44% 0.402%
25 11.392 1579 1582 1587 rVB2 13047 14151 1.36% 0.158%

26 11.445 1587 1591 1593 rBV 931624 768485 73.65% 8.608%
27 11.468 1593 1595 1598 rVvVv 219438 163623 15.68% 1.833%

28 11.515 1601 1603 1606 rVB 58362 48018 4.60% 0.538%
29 11.551 1606 1609 1612 rBV3 10726 14389 1.38% 0.161%
30 11.668 1627 1629 1635 rVB2 22061 27095 2.60% 0.303%
31 11.945 1673 1676 1678 rBV 28344 31871 3.05% 0.357%
32 11.974 1678 1681 1684 rVV 39339 38729 3.71% 0.434%
33 12.015 1686 1688 1692 rVVv2 15510 18448 1.77% 0.207%
34 12.056 1692 1695 1697 rVvV 49337 52908 5.07% 0.593%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098754.D

Aca On : 23 Sep 2017 22:23

Operator : SJ/JU

Sample = 15360-03 10X

Misc :

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.080 1697 1699 1702 rVB 18884 15311 1.47% 0.171%
36 12.239 1724 1726 1728 rBV 24320 19182 1.84% 0.215%
37 12.262 1728 1730 1733 rVB4 15948 14131 1.35% 0.158%
38 12.492 1766 1769 1772 rVB3 21152 24545 2.35% 0.275%
39 12.527 1772 1775 1777 rBV3 16901 19591 1.88% 0.219%
40 12.574 1781 1783 1786 rBV2 15986 15423 1.48% 0.173%
41 12.656 1793 1797 1800 rBVY 331149 266504 25.54% 2.985%
42 12.745 1810 1812 1815 rVB3 14905 15744 1.51% 0.176%
43 12.803 1820 1822 1825 rBV3 14172 15100 1.45% 0.169%

44 12.886 1833 1836 1841 rVB 300641 264657 25.36% 2.964%
45 13.021 1856 1859 1866 rVB 231596 231125 22.15% 2.589%

46 13.098 1868 1872 1876 rBV5 25902 47870 4 _.59% 0.536%
47 13.186 1885 1887 1888 rBV2 18170 15764 1.51% 0.177%
48 13.209 1889 1891 1895 rVB2 53337 48621 4.66% 0.545%
49 13.280 1900 1903 1905 rVB 30292 25907 2.48% 0.290%
50 13.315 1906 1909 1912 rBV2 34695 34665 3.32% 0.388%

51 14.080 2035 2039 2042 rBV2 851602 903523 86.59% 10.120%
52 14.109 2042 2044 2050 rVB 136768 118827 11.39% 1.331%
53 15.133 2215 2218 2226 rVB 119878 233737 22.40% 2.618%
54 15.574 2289 2293 2306 rVB 515512 771384 73.93% 8.640%

Sum of corrected areas: 8928078
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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:\HPCHEMI\BNA F\DATA\BF092317\
BF098754.D

23 Sep 2017 22:23

SJ/JU

15360-03 10X

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092317\
Data File : BF098754.D

Aca On : 23 Sep 2017 22:23

Operator : SJ/JU

Sample = 15360-03 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.68 Concentration Rank 1

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

6.68 6.22 ng 263039 1,4-Dichlorobenzene-d4 6.92
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 16
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 781 (6.680 min): BF098754.D (-778) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 UL R R R
400 540 | 6.40 6.60 6.80 7.00
Ot el 78O | 2960 W w/z 68.00 42.49%
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 UL U R R
6.40 6.60 6.80 7.00
210 510 m/z 134.00 30.23%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.65%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine L L
132.0 6.40 6.60 6.80 7.00
m/z 96.00 14 .93%
5000
33.0 44.0 0.0 105.0
0'"W'L"I”"“'”éﬁ?”'l"”?9'”I"ﬂ'ﬁ'h'ﬁ%ﬁpl”"l‘”' T UL R R R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092317\
Data File : BF098754.D

Acq On : 23 Sep 2017 22:23

Operator : SJ/JU

Sample = 15360-03 10X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 .68 6.68 6.2 ng 263039 1 6.92 845670 20.0
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