LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 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:\HPCHEM1I\BNA F\METHODS\8270-BF081517.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 4.963 485 489 496 rVB 163736 201983 7.56% 0.777%
2 5.375 554 559 562 rBY 2502087 2507024 93.84% 9.649%
3 5.804 629 632 637 rBV 34817 45127 1.69% 0.174%
4 6.404 728 734 738 rBVY 2500815 2671607 100.00% 10.283%
5 6.539 752 757 760 rBVY 2641209 2471808 92.52% 9.514%
6 6.645 771 775 780 rVB3 38407 56318 2.11% 0.217%
7 6.769 793 796 800 rBV 988450 791307 29.62% 3.046%
8 6.927 819 823 826 rBVY 2054468 1702982 63.74% 6.555%
9 7.175 858 865 871 rBV 67567 71682 2.68% 0.276%
10 7.333 886 892 895 rVB 1701998 1509904 56.52% 5.811%
11 7.416 902 906 913 rVB3 23119 28464 1.07% 0.110%
12 7.939 990 995 997 rBV 29527 33030 1.24% 0.127%
13 8.051 1010 1014 1017 rBV 1103477 1045810 39.15% 4.025%
14 8.074 1017 1018 1025 rVB2 92918 62193 2.33% 0.239%

15 9.127 1193 1197 1201 rBV 2291660 2162248 80.93% 8.322%

16 9.521 1261 1264 1269 rBV 510998 440562 16.49% 1.696%
17 9.804 1307 1312 1316 rBV 1177638 1111148 41.59% 4.277%

18 10.010 1344 1347 1350 rBV 38074 31176 1.17% 0.120%
19 10.098 1359 1362 1365 rBV 34338 43725 1.64% 0.168%
20 10.245 1384 1387 1389 rVB 47421 36477 1.37% 0.140%
21 10.463 1418 1424 1426 rBV3 24737 37561 1.41% 0.145%

22 10.592 1442 1446 1449 rBV 1666559 1495506 55.98% 5.756%
23 10.715 1464 1467 1475 rBV 87315 101130 3.79% 0.389%
24 11.163 1541 1543 1545 rBV 43059 33923 1.27% 0.131%
25 11.292 1561 1565 1567 rBV 1192942 1125040 42.11% 4 _330%

26 11.310 1567 1568 1571 rVvVv 182014 122068 4._.57% 0.470%

27 11.362 1574 1577 1580 rVB 67775 62241 2.33% 0.240%
28 11.592 1613 1616 1618 rBV3 27346 27740 1.04% 0.107%
29 11.792 1647 1650 1652 rBV 35274 31782 1.19% 0.122%
30 11.821 1652 1655 1659 rVv2 59212 65954 2.47% 0.254%

31 11.898 1665 1668 1671 rBV 89095 106769 4._00% 0.411%
32 12.339 1741 1743 1746 rVB 43942 37310 1.40% 0.144%
33 12.498 1767 1770 1774 rBV 500992 418027 15.65% 1.609%
34 12.727 1803 1809 1812 rBV 472891 468623 17.54% 1.804%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.874 1830 1834 1838 rBV 1823421 1699316 63.61% 6.540%

36 13.057 1863 1865 1868 rVB 93986 67924 2.54% 0.261%
37 13.115 1873 1875 1878 rVB2 108367 102126 3.82% 0.393%
38 13.156 1880 1882 1888 rVVv2 61403 67248 2.52% 0.259%

39 13.780 1985 1988 1993 rVB3 193266 249458 9.34% 0.960%
40 13.921 2008 2012 2015 rBV2 958071 1077762 40.34% 4.148%

41 13.951 2015 2017 2023 rVB 198044 179924 6.73% 0.693%
42 14.103 2041 2043 2046 rVB3 72126 59972 2.24% 0.231%
43 14.409 2092 2095 2097 rBV3 68444 70267 2.63% 0.270%
44 14.945 2182 2186 2189 rBVY 174762 269305 10.08% 1.037%
45 15.233 2232 2235 2241 rVB 124101 148941 5.57% 0.573%

46 15.292 2242 2245 2251 rBV 122691 156657 5.86% 0.603%
47 15.356 2252 2256 2259 rBV 601693 674384 25.24% 2.596%

Sum of corrected areas: 25981533
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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:\HPCHEMI\BNA F\DATA\BF081817\

BF097853.D

19 Aug 2017 00:50

SJ/Ju

14649-02

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On : 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 5.11 ng 201983 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 489 (4.963 min): BF097853.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
e 460 480 500 520
83.0 : : : :
o...,....,....,....',':...,..~:'I,...6.9',1....,.-...,...:,|....,. m/z 59.00 53.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN LR R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 19.00%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 43.0 m/z 58.00 17.09%
31.0
15.0 69.0 87.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e R e
43.0 4.60 4.80 5.00 5.20
m/z 41.00 8.01%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On : 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2 unknown6.54 Concentration Rank 1

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

6.54 62.47 ng 2471810 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 757 (6.539 min): BF097853.D (-752) (-) m/z 132.00 100.00%
13p.0
5000 68.1
%0 ®e T 6x0 oo ok
01 : e B m/z 68.10 46.39%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S SRR LS s Ea
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 32.80%
10 oo |||
0'"I""I'”'I”"'I"”I""I" N N SN SRR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 T om0 ok ok
5000 9go 1160 m/z 66.00 29.67%
158.0 189.0
R S S S S B W BRI L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole LI L L B N LA |
13p.0 6.20 6.40 6.60 6.80
m/z 69.10 19.25%
5000
104.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 650 6.40 660 650
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On : 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.78 4.63 ng 249458 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 87
3 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 87
4 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 80
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 80
Abundance Scan 1988 (13.780 min): BF097853.D (-1985) (-) m/z 57.05 100.00%

5%.0
83.0
5000

189.0 2181  260.1 . 13.40 13.60 13.80 14.00

0 292.2 m/z 43.10 82.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151538: 1-Docosene
55.0

:

5000 | ANLINLINLEN L L L L L L B B
290 13.40 13.60 13.80 14.00
' m/z 83.05 73.49%
Obrerpebeirs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
R R E e
13.40 13.60 13.80 14.00
5000 m/z 97.10 70.03%
290 111.0

:

139.0 307.0
. 0 167.0195.0 223.0 251.0 278.0 336.0

mwmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164026: 1-Hexadecanesulfonyl chloride e EARRs RS
13.40 13.60 13.80 14.00

m/z 55.10 69.87%

5000

%

271.0 3p7.0
R e e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF081817\
Data File : BF097853.D

Aca On : 19 Aug 2017 00:50

Operator : SJ/JU

Sample : 14649-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 5 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.23 4.42 ng 148941 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolklfluoranthene 252 C20H12 000207-08-9 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 94
4 Benzolil1fluoranthene 252 C20H12 000205-82-3 89
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2235 (15.233 min): BF097853.D (-2232) (-) m/z 252.10 100.00%
25p.1
5000
125.1 15.00 15.20 15.40 15.60
224.1 365.3 : : : :
olsL0 750 4 | 1501 10712201 |  s041 S8 m/z 250.05  30.00%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000 L SR SR B B

15.00 15.20 15.40 15.60
m/z 253.10 22.48%

63.0 99 o” ‘H 158.0 198.0224.0 H

O e
m/z--> 50 100 150 200 250 300 350
Abundance
252.0
A ME A o S
15.00 15.20 15.40 15.60
5000 m/z 125.05 15.45%
126.0
0 99.0 198.0224.0
—T T
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene B REEREESEET
252.0 15.00 15.20 15.40 15.60
m/z 126.00 10.68%
5000
126.0
0 74.0100 | 10802240 |
—T 7 L RS B S e
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081817\
Data File : BF097853.D

Acq On : 19 Aug 2017 00:50

Operator : SJ/JU

Sample - 14649-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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]
2-Pentanone, 4-hy... 4_.96 5.1 ng 201983 1 6.77 791307 20.0
unknown6 .54 6.54 62.5 ng 2471810 1 6.77 791307 20.0
1-Docosene 13.78 4.6 ng 249458 5 13.92 1077760 20.0
Benzo[e]pyrene 15.23 4.4 ng 148941 6 15.36 674384 20.0
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