LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112018\

Data File : BF110904.D

Aca On : 20 Nov 2018 19:45 Instrument :

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

3?22Ie : J5996-25 10X AOC108A

ALS Vial : 20 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-BF110818 .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

2.187 13 17 30 rvB4 15686 29015 6.74% 0.879%
5.163 519 523 526 rBV 9833 12485 2.90% 0.378%
604 rBvV 24363 55210 12.83% 1.673%
6.575 760 763 784 rBV 58380 122826 28.54% 3.723%
6.716 784 787 798 rVB 100567 112807 26.22% 3.419%
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6.939 822 825 843 rBV 323898 334477 77.73% 10.137%
7.098 849 852 863 rBvV 103231 113017 26.27% 3.425%
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940 rBV 37931 76479 17.77% 2.318%

8.222 1040 1043 1064 rBvV 318253 430294 100.00% 13.041%

1 9.222 1211 1213 1215 rVB 6713 4702 1.09% 0.143%
11 9.298 1223 1226 1234 rBV 117112 132161 30.71% 4._.005%
12 9.363 1234 1237 1241 rVB2 9369 10662 2.48% 0.323%
13 9.680 1287 1291 1295 rBV2 19925 21332 4._.96% 0.647%
14 9.733 1297 1300 1304 rVB3 3775 5187 1.21% 0.157%
15 9.833 1314 1317 1319 rBV 6191 5168 1.20% 0.157%
16 9.880 1323 1325 1330 rVvv3 8160 9482 2.20% 0.287%
17 9.986 1339 1343 1355 rBvV 371167 406587 94.49% 12.323%
18 10.392 1408 1412 1415 rBV 20317 18490 4_30% 0.560%
19 10.610 1445 1449 1452 rBV 11018 10915 2.54% 0.331%
20 10.792 1477 1480 1485 rVB4 7601 11329 2.63% 0.343%
21 10.875 1489 1494 1497 rVvVv 21017 22608 5.25% 0.685%
22 11.339 1570 1573 1576 rVB2 10456 9037 2.10% 0.274%
23 11.480 1593 1597 1609 rBV 369688 390399 90.73% 11.832%
24 11.733 1638 1640 1646 rVB3 5525 8083 1.88% 0.245%
25 11.980 1679 1682 1686 rBV3 5828 9610 2.23% 0.291%
26 12.104 1699 1703 1708 rBV6 4792 8531 1.98% 0.259%
27 12.533 1774 1776 1782 rBV4 13989 17820 4.14% 0.540%
28 12.704 1802 1805 1811 rBV 29017 33674 7.83% 1.021%
29 12.910 1838 1840 1842 rBV2 7844 8254 1.92% 0.250%
30 12.939 1842 1845 1851 rVV2 27866 50409 11.72% 1.528%
31 13.057 1862 1865 1871 rBV 155447 158669 36.87% 4_.809%
32 13.357 1914 1916 1918 rBV3 12805 10618 2.47% 0.322%
33 14.133 2045 2048 2055 rBvV 345298 370913 86.20% 11.241%
34 14.868 2171 2173 2176 rVB 43164 41144 9.56% 1.247%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110904.D

Aca On : 20 Nov 2018 19:45

Operator : JU/SJ

Sample : J5996-25 10X

Misc :

ALS Vial =: 20 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 :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.668 2305 2309 2318 rVB 166377 237135 55.11% 7.187%

Sum of corrected areas: 3299529
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110904.D

Aca On : 20 Nov 2018 19:45

Operator : JU/SJ

Sample : J5996-25 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110904.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110904.D

Aca On : 20 Nov 2018 19:45

Operator : JU/SJ

Sample : J5996-25 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 2

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

6.72 6.75 ng 112807 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110904.D (-784) (-) m/z 132.00 100.00%
5000 68
96 rTyTTrTTTTT T T T T T T T
0 54 | |75 104 6.40 6.60 6.80 7.00
M 1| MNP MU MO PPN PSS || M m/z 68.10 39.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R AR AR LA AR
6.40 6.60 6.80 7.00
33 44 97 105 m/z 134.00 34.11%
51 60 1078 gg 115
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
89 o 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .71%
78
31 54 51
0"w'“w'”m“ﬂhd'WL“'w“lw'“l““l“'w'“'v“'w'“l“”l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T T I[L;\l T[T IAI [T
132 6.40 6.60 6.80 7.00
m/z 69.00 15.49%
5000
104
ol 14 27 37 44 51 5 % T 997 | 15 ‘ .
m/z--> 10 20 30 40 éo 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110904.D

Aca On : 20 Nov 2018 19:45

Operator : JU/SJ

Sample : J5996-25 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4 Pentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .87 2.22 ng 41144 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 60
2 Hexadecane 226 C16H34 000544-76-3 60
3 Pentadecane. 2-methvl- 226 C16H34 001560-93-6 53
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 53
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 49
Abundance Scan 2173 (14.868 min): BF110904.D (-2171) (-) m/z 57.10 100.00%
g7
5000 85
3 I 113 146 168185 212 239 260 286304323 346 14.60 14.80 15.00 15.20
ottty m/z 43.10 66.28%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 R AR SUNLE SR SR
85 14.60 14.80 15.00 15.20
29 m/z 71.10 52.48%
A U
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
' 14.60 14.80 15.00 15.20
5000 g5 m/z 85.10 37 .05%
29
0 l‘ \“ ‘\ ' | A‘ 1:!-3 L 141 ! 169 197 226
m/z--> §o 160 1éo 260 2%0 300 3%0
Abundance #83035: Pentadecane, 2-methyl- R EEEEE RS
43 14.60 14.80 15.00 15.20
m/z 55.10 35.16%
5000 71
miz-> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112018\
Data File : BF110904.D

Acq On : 20 Nov 2018 19:45

Operator : JU/SJ

Sample : J5996-25 10X

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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 .72 6.72 6.8 ng 112807 1 6.94 334477 20.0
Pentadecane 14.87 2.2 ng 41144 5 14.13 370913 20.0
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