LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108358.D

Aca On : 22 Aug 2018 00:47

Operator : JU/SJ

Sample : J4271-13 10X

Misc :

ALS Vial : 17 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-BF080818 .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 5.619 554 558 567 rBV 351219 313602 23.56% 2.645%
2 6.613 723 727 732 rBV 407983 347699 26.12% 2.933%
3 6.766 750 753 760 rVB 391881 351978 26.45% 2.969%
4 7.001 789 793 797 rBVY 1096198 1028857 77.30% 8.679%
5 7.160 816 820 823 rBV 320131 269326 20.24% 2.272%
6 7.560 884 888 896 rVB 244600 228350 17.16% 1.926%
7 8.289 1007 1012 1015 rBV 1565965 1280041 96.18% 10.798%
8 8.331 1017 1019 1022 rVvVv 26154 25136 1.89% 0.212%
9 8.366 1022 1025 1030 rVB7 9830 15470 1.16% 0.130%
10 8.566 1056 1059 1063 rVB4 15971 16463 1.24% 0.139%
11 8.689 1077 1080 1083 rVB 22562 15633 1.17% 0.132%
12 8.860 1104 1109 1114 rBvV2 22627 24696 1.86% 0.208%
13 9.289 1179 1182 1185 rVB 20643 15999 1.20% 0.135%
14 9.360 1190 1194 1201 rBV 460144 397198 29.84% 3.351%
15 9.425 1202 1205 1211 rBV 28904 26941 2.02% 0.227%
16 9.748 1255 1260 1268 rVB 58203 65491 4.92% 0.552%
17 9.907 1284 1287 1291 rBV 18680 17487 1.31% 0.148%
18 9.954 1292 1295 1300 rVB 22377 19361 1.45% 0.163%
19 10.048 1307 1311 1315 rBV2 1516487 1330943 100.00% 11.227%
20 10.083 1315 1317 1325 rVB 18852 20043 1.51% 0.169%
21 10.601 1402 1405 1411 rVB 22974 24521 1.84% 0.207%
22 10.836 1442 1445 1453 rBV 182800 179351 13.48% 1.513%
23 10.942 1458 1463 1469 rBV5 14851 27042 2.03% 0.228%
24 11.148 1491 1498 1501 rBV6 12118 15352 1.15% 0.130%

25 11.542 1562 1565 1568 rBV 1228892 1159922 87.15% 9.784%

26 11.566 1568 1569 1573 rVV 208315 137130 10.30% 1.157%

27 11.619 1575 1578 1583 rVB 56151 46921 3.53% 0.396%
28 12.048 1647 1651 1653 rBV 27677 25562 1.92% 0.216%
29 12.071 1653 1655 1661 rVB2 38181 36043 2.71% 0.304%
30 12.160 1666 1670 1673 rBV2 49882 58483 4_.39% 0.493%
31 12.342 1697 1701 1703 rBV 21585 21384 1.61% 0.180%
32 12.595 1741 1744 1748 rBV2 24103 37313 2.80% 0.315%
33 12.689 1756 1760 1763 rBV 21097 25057 1.88% 0.211%

34 12.760 1768 1772 1776 rBV 372366 353643 26.57% 2.983%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108358.D

Aca On : 22 Aug 2018 00:47

Operator : JU/SJ

Sample : J4271-13 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF080818 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.901 1791 1796 1797 rBV5 12825 17155 1.29% 0.145%
36 12.995 1809 1812 1817 rVB 343894 302084 22.70% 2.548%
37 13.042 1817 1820 1823 rVB2 20681 18552 1.39% 0.156%
38 13.124 1830 1834 1837 rBV 340902 292430 21.97% 2.467%
39 13.201 1844 1847 1848 rBV2 27283 23320 1.75% 0.197%
40 13.318 1864 1867 1872 rVB2 54159 58113 4_.37% 0.490%
41 13.366 1872 1875 1877 rBV 21188 24197 1.82% 0.204%
42 13.389 1877 1879 1881 rVB 42072 31647 2.38% 0.267%
43 13.424 1881 1885 1888 rBV2 40733 49976 3.75% 0.422%
44 13.518 1899 1901 1904 rBV2 17682 18231 1.37% 0.154%
45 13.554 1904 1907 1909 rBvV2 22717 23786 1.79% 0.201%
46 13.807 1946 1950 1952 rBV2 42421 48441 3.64% 0.409%
47 13.830 1952 1954 1959 rVB 25874 31966 2.40% 0.270%
48 13.948 1970 1974 1976 rBV3 38417 48876 3.67% 0.412%
49 13.971 1976 1978 1980 rVvVv 34256 34945 2.63% 0.295%
50 14.007 1980 1984 1987 rVVv2 37400 58100 4_.37% 0.490%
51 14.036 1987 1989 1993 rVB 30666 33807 2.54% 0.285%
52 14.195 2011 2016 2019 rBV2 1159802 1248850 93.83% 10.535%
53 14.218 2019 2020 2026 rVB 193380 171714 12.90% 1.448%
54 14.301 2032 2034 2036 rBV 33937 32523 2.44% 0.274%
55 14.612 2084 2087 2089 rBV3 42830 46868 3.52% 0.395%
56 15.283 2198 2201 2205 rBV 108530 172725 12.98% 1.457%
57 15.618 2255 2258 2264 rVB 65253 84398 6.34% 0.712%
58 15.683 2265 2269 2273 rBV 113531 142620 10.72% 1.203%
59 15.754 2275 2281 2285 rBV 629680 881040 66.20% 7.432%

Sum of corrected areas: 11854802
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108358.D

Aca On : 22 Aug 2018 00:47

Operator : JU/SJ

Sample : J4271-13 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108358.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082118\
Data File : BF108358.D

Aca On : 22 Aug 2018 00:47

Operator : JU/SJ

Sample : J4271-13 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 1

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

6.77 6.84 ng 351978 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.772 min): BF108358.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 oo 20 6.40 6.60 6.80 7.00 7.20
ol >, m/z 68.10  39.20%
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 N
5000 LRI L UL L

640 6.60 680 700 720
m/z 134.00 33.72%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T e
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26.00%
33.0 44.0 0.0 105.0
560, '|” | 860 | “ ,
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R mas e RS
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.64%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150
T e e e e e e AT T AT
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082118\
Data File : BF108358.D

Acq On : 22 Aug 2018 00:47

Operator : JU/SJ

Sample : J4271-13 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]

unknown6.77 6.77 6.8 ng 351978 1 7.00 1028860 20.0
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