LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090717\

Data File : BF098334.D

Aca On : 8 Sep 2017 00:50 Instrument :
Operator : SJ/JU BNA_F _
Sample  : 15071-17 5X Gl
Misc : G57A-0-1.5

ALS Vial : 24 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-BF081517.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 4.851 467 470 481 rvVB 32178 37909 4 .36% 0.467%
2 5.287 540 544 551 rBV 427217 401920 46.19% 4 _.950%
3 6.328 718 721 730 rBV 526803 457488 52.57% 5.634%
4 6.457 739 743 749 rBV 519781 436644 50.18% 5.378%
5 6.687 779 782 786 rBV 790289 653119 75.06% 8.044%
6 6.839 805 808 812 rBV 358018 321748 36.97% 3.963%
7 7.251 875 878 884 rBV 288796 236738 27.21% 2.916%
8 7.975 997 1001 1004 rBY 1004416 839686 96.50% 10.341%
9 9.045 1180 1183 1187 rBV 603968 499001 57.34% 6.146%
10 9.445 1247 1251 1255 rBV 72246 59355 6.82% 0.731%
11 9.728 1295 1299 1302 rBvV 1007499 870185 100.00% 10.717%
12 10.380 1404 1410 1412 rBvV3 10560 11700 1.34% 0.144%
13 10.510 1429 1432 1439 rVB 227841 212083 24.37% 2.612%
14 10.633 1450 1453 1459 rvB2 20923 31176 3.58% 0.384%
15 11.080 1526 1529 1531 rBvV2 18161 15688 1.80% 0.193%
16 11.110 1531 1534 1539 rvB4 13742 15545 1.79% 0.191%
17 11.210 1547 1551 1554 rBV 1049427 863940 99.28% 10.640%
18 11.504 1599 1601 1604 rvVvB2 12344 10242 1.18% 0.126%
19 11.910 1668 1670 1673 rVB2 12972 10415 1.20% 0.128%
20 12.186 1714 1717 1719 rBv4 7777 10433 1.20% 0.128%
21 12.298 1734 1736 1741 rVB4 17154 17145 1.97% 0.211%
22 12.416 1753 1756 1759 rBV 48208 41656 4_.79% 0.513%
23 12.645 1792 1795 1798 rBV 43841 41141 4.73% 0.507%
24 12.669 1798 1799 1802 rVB3 20795 16123 1.85% 0.199%
25 12.792 1816 1820 1823 rBV 477333 444700 51.10% 5.477%
26 12.969 1848 1850 1854 rVB5 14548 15139 1.74% 0.186%
27 13.027 1857 1860 1864 rVB3 25054 27818 3.20% 0.343%
28 13.274 1899 1902 1905 rBvV4 24666 27532 3.16% 0.339%
29 13.368 1915 1918 1921 rBV2 27641 26023 2.99% 0.320%
30 13.698 1971 1974 1980 rVB2 51342 64279 7.39% 0.792%
31 13.845 1994 1999 2002 rBV 790781 758624 87.18% 9.343%
32 14.010 2025 2027 2030 rBV 33534 32317 3.71% 0.398%
33 14.315 2077 2079 2082 rBV 41795 36861 4.24% 0.454%
34 14.610 2127 2129 2132 rBV2 52843 51428 5.91% 0.633%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098334.D

Aca On : 8 Sep 2017 00:50

Operator : SJ/JU

Sample : 15071-17 5X

Misc :

ALS Vial : 24 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.257 2234 2239 2242 rBV 416628 523875 60.20% 6.452%

Sum of corrected areas: 8119676
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090717\
BF098334.D
8 Sep 2017 00:50
SJ/JU
15071-17 5X

24 Sample Multiplier: 1
> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090717\
Data File : BF098334.D

Aca On : 8 Sep 2017 00:50

Operator : SJ/JU

Sample : 15071-17 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.46 Concentration Rank 1

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

6.46 13.37 ng 436644 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 743 (6.457 min): BF098334.D (-739) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 54,0 %.1 " 620 6.40 6.60 6.80
0 B E e m/z 68.10 44 . 44%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 RS R RS L
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.72%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% G0 5k ok
5000 ggo 1160 m/z 66.00 26.96%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L Emma A
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.49%
5000 67.0
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%?‘".0.‘.‘a|....“|..H.|....|....|.... N
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090717\
Data File : BF098334.D

Acq On : 8 Sep 2017 00:50

Operator : SJ/JU

Sample : 15071-17 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .M
Quant Title : 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 .46 6.46 13.4 ng 436644 1 6.69 653119 20.0
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