LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF083018\

Data File : BF108668.D

Aca On : 31 Aug 2018 4:-30 Instrument :

Operator : JU/SJ gmgigamlem'

353"“0 le : J4700-06 082818-DBRFI)-F-D-M
isc :

ALS Vial : 27 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-BF083018 .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

5.695 562 571 574 rBV3 42681 135368 3.88% 0.717%
6.660 730 735 742 rBV 71989 177703 5.09% 0.941%
rvv 524369 1272861 36.46% 6.743%
7.007 790 794 815 rvV 206194 511396 14.65% 2.709%
7.154 815 819 855 rvB 1589599 2231679 63.93% 11.822%
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6 7.566 885 889 930 rBV 915999 1847494 52.92% 9.787%
7 8.283 1007 1011 1035 rBV 324216 662367 18.97% 3.509%
8 9.354 1189 1193 1226 rBV 2782896 3490910 100.00% 18.493%
9 9.748 1255 1260 1267 rBV 26770 44133 1.26% 0.234%
10 10.042 1306 1310 1323 rBV 594266 761046 21.80% 4.032%
11 10.695 1418 1421 1427 rBV 57166 53945 1.55% 0.286%

12 10.836 1441 1445 1474 rBV 824977 1339848 38.38% 7.098%
13 11.542 1561 1565 1586 rBV 561916 838127 24.01% 4._.440%
14 13.124 1829 1834 1852 rBV 3224736 3411691 97.73% 18.074%
15 14.195 2012 2016 2028 rBV 794505 940831 26.95% 4.984%

16 14.936 2139 2142 2147 rVB 37297 39330 1.13% 0.208%
17 15.018 2152 2156 2162 rBvV 39673 50071 1.43% 0.265%
18 15.294 2199 2203 2208 rBvV 50656 61615 1.77% 0.326%
19 15.706 2268 2273 2275 rBV 50090 66219 1.90% 0.351%
20 15.747 2275 2280 2294 rVB 474328 763100 21.86% 4.043%
21 16.177 2347 2353 2359 rBV 43378 75982 2.18% 0.403%
22 16.718 2439 2445 2454 rBV5 31154 65743 1.88% 0.348%
23 18.035 2657 2669 2671 rBV10 12002 35154 1.01% 0.186%
Sum of corrected areas: 18876613
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108668.D

Aca On : 31 Aug 2018 4:30

Operator : JU/SJ

ﬁ?ggle i J4700-06 082818-DBRI-F-D-M
ALS Vial :© 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF083018.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: BF108668.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF083018\

Data File : BF108668.D

Aca On : 31 Aug 2018 4:30

Operator : JU/SJ

ﬁ?ggle i J4700-06 082818-DBRI-F-D-M
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.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 unknown6.78 Concentration Rank 2

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

6.78 49.78 ng 1272860 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 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 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 755 (6.777 min): BF108668.D (-751) (-) m/z 132.00 100.00%
132.0
5000 68.1 JL
00 541 oy S5 ko oho 70 70
01 ; m/z 68.10 41.77%
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 USRI LR UL NN
6.40 6.60 6.80 7.00 7.20
310 510 m/z 134.00 31.61%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 27 .25%
33.0 44.0 0.0 105.0
0"I“"P"W"”I'”'Iﬁqph'”l:”llﬁqﬂ"il'ihl“"P"W‘“'I”
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
m/z 69.10 16.66%
5000
104.0
ol 140 270 300 510 000 770 g90 | 1150
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\HPCHEMI1\BNA_F\DATA\BF083018\

Data File : BF108668.D

Acg On : 31 Aug 2018 4:30

Operator : JU/SJ

ﬁ?ggle i J4700-06 082818-DBRI-F-D-M
ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_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 49.8 ng 1272860 1 7.01 511396 20.0
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