LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082718\

Data File : BF108533.D

Aca On : 28 Aug 2018 2:22 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22 le J4659-06 082218-SIDIF-)E-D-S
ALS Vial : 35 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 5.231 489 492 500 rvB 41981 43736 1.27% 0.231%
2 5.625 555 559 571 rBV 932754 837250 24.30% 4._.422%
3 6.613 724 727 731 rBV 573344 503760 14.62% 2.660%
4 6.766 749 753 757 rBVY 1869168 1668286 48.42% 8.811%
5 7.001 789 793 796 rBV 742212 655278 19.02% 3.461%
6 7.154 815 819 823 rBVY 2666066 2532414 73.50% 13.374%
7 7.566 883 889 892 rBVY 2058742 2031945 58.97% 10.731%
8 8.283 1007 1011 1025 rBV 830788 756955 21.97% 3.998%
9 9.354 1189 1193 1197 rBV 3724307 3445629 100.00% 18.197%
10 9.742 1256 1259 1264 rBV 67498 62120 1.80% 0.328%

11 10.042 1307 1310 1322 rVB 816618 711937 20.66% 3.760%
12 10.701 1419 1422 1426 rBV 70653 57730 1.68% 0.305%
13 10.836 1441 1445 1458 rBV 1086361 1042609 30.26% 5.506%
14 11.536 1561 1564 1578 rVB 698960 629160 18.26% 3.323%
15 13.124 1830 1834 1837 rBV 3190958 2728626 79.19% 14.410%

16 14.189 2011 2015 2025 rBV 727175 727113 21.10% 3.840%
17 15.748 2272 2280 2287 rBV 327234 500553 14.53% 2.644%

Sum of corrected areas: 18935101
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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\
BF108533.D

28 Aug 2018 2:22

Ju/sJ

J4659-06

35 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082718\

Data File : BF108533.D

Aca On : 28 Aug 2018 2:22

Operator : JU/SJ

ﬁ?ggle i J4659-06 082218-SIDI-E-D-S
ALS Vial : 35 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 2

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

6.77 50.92 ng 1668290 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 754 (6.772 min): BF108533.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 L T
400 540 | 6.40 6.60 6.80 7.00 7.20
o..,....,....,...:,“.'..:,:!..,::~.-.|,..'=~.,5?f‘:?,..!.,.’fﬂ7.-,°....,....,-'...,.. m/z 68.10 41.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 USRI SR AR SRR N
6.40 6.60 6.80 7.00 7.20
33.0 44.0 105.0 m/z 134.00 33.26%
0 | 86.0 .
G R A R R A A AN AR RSN LRSS LRSS RSN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 26 .84%
104.0
ol 140 270 390 510 00770 g90 || 150 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile o Eas .L, R AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 16.25%
5000
92.0
65.0
oo 2o 0 510 N0 To | A0, |
m/z--> 10 20 §0 Jo 50 éo 70 85 90 100 110 150 130 140 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF082718\

Data File : BF108533.D

Acg On : 28 Aug 2018 2:22

Operator : JU/SJ

ﬁ?ggle i J4659-06 082218-SIDI-E-D-S
ALS Vial : 35 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 50.9 ng 1668290 1 7.00 655278 20.0
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