LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081618\
Data File : BF108211.D

Aca On : 16 Aug 2018 22:41

Operator : JU/SJ

Sample : J4499-06 5X

Misc :

ALS Vial : 22 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 5.243 490 494 498 rVB 28917 28936 2.21% 0.256%
2 5.631 556 560 568 rBV 582450 522757 39.87% 4.616%
3 6.625 725 729 742 rVB 672106 555862 42.39% 4.908%
4 6.778 752 755 759 rBV 650593 565605 43.14% 4 .994%
5 7.013 792 795 799 rBVY 1141088 988965 75.43% 8.733%
6 7.172 818 822 825 rBV 549027 452401 34.50% 3.995%
7 7.572 886 890 893 rBV 434345 348630 26.59% 3.079%
8 8.301 1010 1014 1017 rBV 1420241 1243651 94.85% 10.982%
9 9.372 1192 1196 1205 rBV 675809 656847 50.10% 5.800%
10 9.437 1205 1207 1210 rVB2 17984 15198 1.16% 0.134%
11 9.760 1257 1262 1267 rBV 43039 40578 3.09% 0.358%
12 9.966 1294 1297 1301 rVB 15716 14500 1.11% 0.128%
13 10.060 1309 1313 1324 rBV2 1459416 1311175 100.00% 11.578%
14 10.472 1380 1383 1387 rVB 18270 15521 1.18% 0.137%
15 10.848 1444 1447 1454 rBV 298896 293447 22.38% 2.591%
16 10.942 1461 1463 1469 rVB 18162 17534 1.34% 0.155%
17 11.395 1535 1540 1543 rBvV 18821 13972 1.07% 0.123%
18 11.554 1564 1567 1571 rBV 1243291 1186189 90.47% 10.474%
19 11.825 1610 1613 1616 rBvV 13703 14532 1.11% 0.128%
20 12.778 1771 1775 1777 rBV 39539 37418 2.85% 0.330%
21 13.007 1808 1814 1821 rVB2 34700 46029 3.51% 0.406%
22 13.136 1833 1836 1840 rBV 605857 560694 42.76% 4.951%
23 13.383 1875 1878 1883 rVvB4 14849 16475 1.26% 0.145%
24 13.824 1950 1953 1955 rBV 24623 23928 1.82% 0.211%
25 14.030 1985 1988 1991 rBV4 18371 25735 1.96% 0.227%
26 14.213 2014 2019 2022 rBV 1199757 1219985 93.05% 10.773%
27 14.236 2022 2023 2029 rVB3 66207 50133 3.82% 0.443%
28 14.624 2086 2089 2092 rBV2 51846 58004 4._.42% 0.512%
29 15.030 2155 2158 2162 rBV2 36927 48195 3.68% 0.426%
30 15.489 2234 2236 2240 rVB3 32490 35447 2.70% 0.313%

31 15.771 2279 2284 2294 rVB 688756 916224 69.88% 8.091%

Sum of corrected areas: 11324567
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108211.D

Aca On : 16 Aug 2018 22:41

Operator : JU/SJ

Sample : J4499-06 5X

Misc :

ALS Vial : 22 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

Abundance TIC: BF108211.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081618\
Data File : BF108211.D

Aca On : 16 Aug 2018 22:41

Operator : JU/SJ

Sample : J4499-06 5X

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.78 Concentration Rank 1

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

6.78 11.44 ng 565605 1,4-Dichlorobenzene-d4 7.01
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 755 (6.778 min): BF108211.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 54 9.1 6.40 6.60 6.80 7.00 7.20
A E e m/z 68.10 46.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 UL LA UL L
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 30.65%
iy "'I'!"I""IJ"'I"'W""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 28.40%
o qse e | [
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17 .45%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A |m‘--‘jw i 1980 %8?|0l SN | G | SO
m/z--> 40 60 80 100 120 140 160 180 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\BF081618\
Data File : BF108211.D

Acq On : 16 Aug 2018 22:41

Operator : JU/SJ

Sample : J4499-06 5X

Misc :

ALS Vial : 22 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]

unknown6.78 6.78 11.4 ng 565605 1 7.01 988965 20.0
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