LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

Data File : BF108505.D

Aca On : 27 Aug 2018 12:55 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J4273-01 5X R or e

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-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 5.225 487 491 498 rBV 13372 14394 1.33% 0.154%
2 5.619 554 558 573 rVB 343787 332711 30.70% 3.559%
3 6.613 724 727 735 rBV 390569 359451 33.17% 3.846%
4 6.766 749 753 759 rBV 447933 370274 34.17% 3.961%
5 6.819 759 762 766 rVB 17176 14480 1.34% 0.155%
6 6.995 789 792 796 rBV 815060 729218 67.29% 7.801%
7 7.154 815 819 826 rVB 343233 298328 27.53% 3.192%
8 7.554 884 887 896 rBV 244698 245217 22.63% 2.623%
9 8.242 1002 1004 1007 rBvV2 11112 11925 1.10% 0.128%
10 8.284 1007 1011 1016 rVvVvV 1088100 948796 87.56% 10.151%
11 8.325 1016 1018 1021 rvv2 31559 35458 3.27% 0.379%
12 8.360 1021 1024 1028 rVB6 12346 18039 1.66% 0.193%
13 8.560 1054 1058 1063 rBV5 12722 21325 1.97% 0.228%
14 8.684 1077 1079 1082 rVB 15022 11499 1.06% 0.123%
15 8.784 1093 1096 1098 rBV3 13169 11816 1.09% 0.126%
16 8.813 1098 1101 1103 rvv3 18996 15698 1.45% 0.168%
17 8.854 1106 1108 1113 rVB4 11883 14593 1.35% 0.156%
18 9.154 1154 1159 1161 rBv4 13287 18145 1.67% 0.194%
19 9.284 1177 1181 1183 rVB2 19099 19640 1.81% 0.210%
20 9.354 1189 1193 1202 rBV 505732 481563 44 .44% 5.152%
21 9.419 1202 1204 1210 rvv4 23379 35357 3.26% 0.378%
22 9.742 1256 1259 1263 rBV 164998 144705 13.35% 1.548%
23 9.901 1283 1286 1288 rBV3 26749 22142 2.04% 0.237%
24 9.948 1291 1294 1297 rVB 48831 37758 3.48% 0.404%
25 10.042 1306 1310 1322 rVB2 1167625 1083622 100.00% 11.593%
26 10.354 1360 1363 1365 rBv4 14341 16137 1.49% 0.173%
27 10.448 1375 1379 1381 rBV2 49585 42820 3.95% 0.458%
28 10.666 1413 1416 1420 rVB2 19552 24746 2.28% 0.265%
29 10.836 1441 1445 1452 rBV 197702 230205 21.24% 2.463%
30 10.936 1457 1462 1469 rVB 42868 68284 6.30% 0.731%
31 11.178 1500 1503 1506 rBV5 9347 13536 1.25% 0.145%
32 11.377 1534 1537 1539 rBV2 13998 11857 1.09% 0.127%
33 11.407 1539 1542 1545 rVB3 19341 18038 1.66% 0.193%

34 11.536 1560 1564 1567 rBV 999355 881875 81.38% 9.435%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

Data File : BF108505.D

Aca On : 27 Aug 2018 12:55 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

a?zgle : J4273-01 5X R or e

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\HPCHEM1\BNA F\METHODS\8270-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.801 1607 1609 1613 rVB2 21854 20348 1.88% 0.218%
36 11.872 1618 1621 1625 rVV5 11940 17675 1.63% 0.189%
37 11.901 1625 1626 1629 rVB 15988 12945 1.19% 0.138%
38 12.036 1647 1649 1653 rBV3 10590 14170 1.31% 0.152%
39 12.154 1666 1669 1676 rVB3 23157 38283 3.53% 0.410%
40 12.213 1676 1679 1683 rVB3 12941 12542 1.16% 0.134%
41 12.595 1741 1744 1746 rBV2 72774 72498 6.69% 0.776%
42 12.613 1746 1747 1752 rVV4 38481 38239 3.53% 0.409%
43 12.683 1756 1759 1760 rBV3 15849 18419 1.70% 0.197%
44 12.754 1768 1771 1776 rBVY 125951 134562 12.42% 1.440%
45 12.913 1794 1798 1800 rBV3 11242 16346 1.51% 0.175%
46 12.989 1805 1811 1817 rVV 152694 181999 16.80% 1.947%
47 13.042 1817 1820 1823 rVB4 15009 17085 1.58% 0.183%
48 13.119 1830 1833 1843 rVB 391192 363012 33.50% 3.884%
49 13.201 1844 1847 1848 rBV2 16642 18302 1.69% 0.196%
50 13.313 1863 1866 1867 rBV3 20626 19254 1.78% 0.206%
51 13.519 1898 1901 1903 rBV 16058 17251 1.59% 0.185%
52 14.189 2011 2015 2018 rBV 865325 890333 82.16% 9.525%
53 14.218 2018 2020 2025 rVB 68151 67876 6.26% 0.726%
54 15.277 2197 2200 2203 rBV 62273 85857 7.92% 0.919%

55 15.748 2275 2280 2285 rVB 513992 686572 63.36% 7.345%

Sum of corrected areas: 9347220
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\

BF108505.D

27 Aug 2018 12:55

JussJ

J4273-01 5X

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082718\
Data File : BF108505.D

Aca On : 27 Aug 2018 12:55

Operator : JU/SJ

Sample : J4273-01 5X

Misc :

ALS Vial : 9 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 10.16 ng 370274 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 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 754 (6.772 min): BF108505.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 bag 00 6.40 6.60 6.80 7.00 7.20
01 : m/z 68.10 37.07%
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 AP ARERERAEAR SRR

640 6.60 6.80 7.00 7.20
m/z 134.00 34 .04%

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
R RN
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.00 24 .14%
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 A
Abundance #14491: 5-Aminoindole  EEams b e AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 14 .56%
5000
104.0
66.0
ol 140 270 390 SL0 7 70 890 || 1150
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082718\
Data File : BF108505.D

Acq On : 27 Aug 2018 12:55

Operator : JU/SJ

Sample : J4273-01 5X

Misc :

ALS Vial : 9 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 10.2 ng 370274 1 7.00 729218 20.0
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