LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113143.D

Acq On : 19 Mar 2019 23:32

Operator : JU/SJ

Sample : K1971-09 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 height area % max. total

4.392 387 392 396 rVB 24942 31053 3.34% 0.492%
5.334 549 552 559 rBvV 100200 107301 11.53% 1.699%
rBv5 7304 12973 1.39% 0.205%
6.363 724 727 739 rBV 121448 134986 14.50% 2.137%
6.492 744 749 756 rBV 153285 146344 15.72% 2.317%
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6 6.722 784 788 798 rBV 828536 703044 75.52% 11.131%
7 6.875 811 814 823 rBV 115538 110524 11.87% 1.750%
8 7.281 878 883 890 rBvV 70013 81118 8.71% 1.284%
9 8.004 1002 1006 1012 rBV 947425 817267 87.79% 12.939%
10 9.080 1185 1189 1196 rBV 162816 158004 16.97% 2.502%
11 9.474 1251 1256 1263 rVB2 10886 17318 1.86% 0.274%
12 9.680 1285 1291 1300 rVvVveé 10522 20835 2.24% 0.330%
13 9.757 1300 1304 1315 rVB 954097 869106 93.36% 13.760%
14 10.539 1434 1437 1442 rBV 70527 69818 7.50% 1.105%
15 11.116 1532 1535 1544 rVB7 12855 25111 2.70% 0.398%
16 11.233 1551 1555 1563 rBV 946153 930907 100.00% 14.738%
17 11.286 1563 1564 1567 rBV3 15731 17024 1.83% 0.270%
18 11.539 1605 1607 1611 rBV3 22901 34991 3.76% 0.554%
19 11.768 1643 1646 1656 rVB7 66281 115529 12.41% 1.829%
20 11.968 1678 1680 1683 rBV3 30847 39499 4.24% 0.625%
21 12.480 1765 1767 1768 rBV 43017 30646 3.29% 0.485%

22 12.815 1821 1824 1830 rBV 167592 174864 18.78% 2.768%
23 13.862 1999 2002 2012 rBV 747450 841559 90.40% 13.324%
24 14.239 2063 2066 2070 rBvV 185668 209293 22.48% 3.314%
25 15.280 2239 2243 2246 rBV 490960 617189 66.30% 9.771%

Sum of corrected areas: 6316303
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF031919\
BF113143.D

19 Mar 2019 23:32

JussJ

K1971-09 20X

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF022719 .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\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113143.D

Acq On : 19 Mar 2019 23:32

Operator : JU/SJ

Sample : K1971-09 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 unknown6.49 Concentration Rank 2

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

6.49 4.16 ng 146344 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF113143.D (-744) (-) m/z 132.00 100.00%
5000 68
96 ISR RN R R
42 52 ¢ | | 75 g4 | 104 6.20 6.40 6.60 6.80
O B L m/z 68.00 39.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 ISR AR LR
6.20 6.40 6.60 6.80
3 78 m/z 133.90 32.87%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24 .53%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A A
Abundance #14491: 5-Aminoindole LI L L B L BN | T

132 6.20 6.40 6.60 6.80
m/z 69.00 15.25%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113143.D

Acq On : 19 Mar 2019 23:32

Operator : JU/SJ

Sample : K1971-09 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.48 ng 115529 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
2 Undecanoic acid 186 C11H2202 000112-37-8 47
3 Dodecanoic acid 200 C12H2402 000143-07-7 46
4 Pentadecanoic acid 242 C15H3002 001002-84-2 45
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 1646 (11.768 min): BF113143.D (-1643) (-) m/z 72.95 100.00%
43 7B
60
5000
213
143 165, 227241 256 11.40 11.60 11.80 12.00
o} m/z 43.00 92.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L DA BRI BN SURBLILE B
129 umnmumnm
i 213 m/z 60.00 80.72%
185
0 |||||||||||||| ‘ HH MH ‘H‘\ Iulwl |14‘|.3||| ||‘|| |‘||1|99||||2|2|7|2|49|||‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
11.40 11.60 11.80 12.00
5000 43 m/z 55.00 71.00%
29 129443
g7 101115 157 186
0 '}?I""I""I""I""I""I""I""'%Z% SRS BN SRS BRARY B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid L BT o e
60 7 11.40 11.60 11.80 12.00
43 m/z 57.00 69.38%
5000
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. oo '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113143.D

Acq On : 19 Mar 2019 23:32

Operator : JU/SJ

Sample : K1971-09 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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 1H-Benz[f]indene, 2-phenyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.24 4.97 ng 209293 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benz[f]indene, 2-phenyl- 242 C19H14 1000305-22-4 97
2 Chrysene, 5-methyl- 242 C19H14 003697-24-3 95
3 Benz[a]anthracene, 12-methyl- 242 C19H14 002422-79-9 93
4 Benz[a]anthracene, 8-methyl- 242 C19H14 002381-31-9 93
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 93

Abundance Scan 2066 (14.239 min): BF113143.D (-2063) (-) m/z 242.10 100.00%
242
5000
120 215 ' 14.00 14.20 1440 14.60
o d3 63 Oi.g 152 187 .l 272292 323 353374 n777541.10  38.00%
m/z--> 50 100 150 200 250 300 350
Abundance #96046: 1H-Benz[flindene, 2-phenyl-
242
5000
14.00 14.20 14.40 14.60
m/z 239.05 30.84%
oL 51 7795 120139 165 1gg9 215
m/z--> 50 100 150 200 250 300 350
Abundance
242
14.00 14.20 14.40 14.60
5000 m/z 243.05 19.90%
39 57 78 100 %130 163 187 2P
m/z--> 50 100 150 200 250 300 350
Abundance #96059: Benz[a]anthracene, 12-methyl- T
242 14.00 14.20 14.40 14.60
m/z 240.00 12.84%
5000
120
39 63 87 | 139 163 187 215
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113143.D

Acq On : 19 Mar 2019 23:32

Operator : JU/SJ

Sample : K1971-09 20X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .49 6.49 4.2 ng 146344 1 6.72 703044 20.0
n-Hexadecanoic acid 11.77 2.5 ng 115529 4 11.23 930907 20.0
1H-Benz[f]indene, ... 14.24 5.0 ng 209293 5 13.86 841559 20.0
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