LSC Area Percent Report

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

Data File : BF108651.D

Aca On : 30 Aug 2018 20:17 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J4282-15 5X e
isc _

ALS Vial : 12 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
1 6.689 732 740 745 rBV2 21640 65678 6.66% 0.693%
2 6.795 753 758 785 rVB5 44894 177902 18.05% 1.878%
3 7.001 789 793 811 rBV 226711 480774 48.78% 5.075%
4 7.154 816 819 839 rVB 78175 174964 17 .75% 1.847%
5 7.589 887 893 897 rBV2 23707 58109 5.90% 0.613%
6 8.284 1007 1011 1038 rBV 415634 713822 72.43% 7 .535%
7 9.354 1190 1193 1208 rBV 174835 257325 26.11% 2.716%
8 9.748 1253 1260 1264 rBV2 9022 12711 1.29% 0.134%
9 10.042 1306 1310 1329 rBV 630714 786760 79.83% 8.305%
10 10.842 1439 1446 1457 rBvV 70963 128496 13.04% 1.356%
11 10.930 1457 1461 1463 rVB3 8328 12262 1.24% 0.129%
12 11.536 1560 1564 1575 rBV2 571471 830749 84.29% 8.769%
13 11.619 1575 1578 1590 rvB2 25382 50948 5.17% 0.538%
14 11.795 1602 1608 1611 rBV5 10748 17311 1.76% 0.183%
15 11.872 1617 1621 1624 rBvV 22100 26147 2.65% 0.276%
16 11.919 1626 1629 1631 rVB 15409 11932 1.21% 0.126%
17 12.042 1647 1650 1652 rBvV 30963 37439 3.80% 0.395%
18 12.072 1652 1655 1660 rvB2 47057 60650 6.15% 0.640%
19 12.154 1665 1669 1671 rBvV2 38396 47680 4.84% 0.503%
20 12.177 1671 1673 1676 rVB2 18302 19158 1.94% 0.202%
21 12.336 1696 1700 1704 rBV3 16888 23516 2.39% 0.248%
22 12.371 1704 1706 1711 rVB2 14722 17793 1.81% 0.188%
23 12.483 1720 1725 1727 rBV5 10519 13830 1.40% 0.146%
24 12.513 1727 1730 1733 rBv4 9673 11684 1.19% 0.123%
25 12.536 1733 1734 1739 rVB3 11365 13712 1.39% 0.145%
26 12.589 1739 1743 1745 rBV 68032 69962 7.10% 0.738%
27 12.689 1755 1760 1768 rVB5 24455 39708 4_.03% 0.419%
28 12.760 1768 1772 1781 rBV 297420 381872 38.75% 4.031%
29 12.913 1793 1798 1804 rVB4 20524 37360 3.79% 0.394%
30 12.989 1804 1811 1816 rBV 337662 453688 46.03% 4_.789%
31 13.036 1816 1819 1823 rVB5 26896 35510 3.60% 0.375%
32 13.118 1829 1833 1843 rVB 259172 278394 28.25% 2.939%
33 13.207 1844 1848 1853 rVB3 34699 61015 6.19% 0.644%
34 13.260 1854 1857 1859 rBV4 13848 15325 1.55% 0.162%
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LSC Area Percent Report

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

Data File : BF108651.D

Aca On : 30 Aug 2018 20:17 Instrument :

Operator : JU/SJ gmgigamlem'

agmp le : J4282-15 5X e
isc _

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF083018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.295 1859 1863 1864 rBV3 33514 37375 3.79% 0.395%
36 13.318 1864 1867 1872 rVB 47484 62377 6.33% 0.658%
37 13.383 1875 1878 1880 rVvVv 29911 28883 2.93% 0.305%
38 13.424 1881 1885 1891 rVB2 55094 83153 8.44% 0.878%
39 13.518 1898 1901 1903 rBV2 44097 44683 4_.53% 0.472%
40 13.548 1903 1906 1912 rVB 38591 49879 5.06% 0.526%
41 13.830 1951 1954 1959 rVB 36061 42944 4._36% 0.453%
42 13.942 1970 1973 1975 rBV 71783 73289 7.44% 0.774%
43 13.966 1975 1977 1980 rVvV 39824 38328 3.89% 0.405%
44 13.995 1980 1982 1985 rVv2 33286 39540 4.01% 0.417%
45 14.042 1988 1990 1993 rVB 33898 34502 3.50% 0.364%

46 14.189 2010 2015 2018 rBV2 735877 985545 100.00% 10.403%
47 14.218 2018 2020 2027 rVV 259077 264979 26.89% 2.797%

48 14.301 2031 2034 2039 rVV3 30324 50346 5.11% 0.531%
49 14.577 2079 2081 2085 rVB 62788 58800 5.97% 0.621%
50 14.613 2085 2087 2091 rVB 54657 53019 5.38% 0.560%

51 15.283 2197 2201 2213 rBV2 200993 489641 49.68% 5.168%
52 15.612 2253 2257 2264 rVB 119340 189384 19.22% 1.999%
53 15.683 2264 2269 2271 rBV 164463 251312 25.50% 2.653%
54 15.748 2276 2280 2292 rVB 435501 726756 73.74% 7.671%
55 16.177 2349 2353 2358 rVB 102883 158104 16.04% 1.669%

56 16.724 2442 2446 2451 rVB 56775 83840 8.51% 0.885%
57 17.359 2549 2554 2565 rVB3 79309 202886 20.59% 2.142%

Sum of corrected areas: 9473751
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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\BF083018\

BF108651.D

30 Aug 2018 20:17

JussJ

J4282-15 5X

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

SU-01-082918-A
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Library Search Compound Report

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

Data File : BF108651.D

Aca On : 30 Aug 2018 20:17

Operator : JU/SJ

ﬁ?ggle i J4282-15 5X SU-01-082918-A
ALS Vial : 12 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 unknown6.80 Concentration Rank 1

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

6.80 7.40 ng 177902 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 759 (6.801 min): BF108651.D (-753) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\\\\“an\NMAMNW
00 540 || 779 %l'o 6.40 6.60 6.80 7.00 7.20
o} BT R ISP N [T MS——— | S m/z 68.10 43.92%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000
69.0 6.40 6.60 6.80 7.00 7.20
39.0 57.0 m/z 134.00 35.26%
| I | ” 89.0 103.0
OI”IIIIIIIl“InIn ||”||”IIV?IO”” IIII ||”||1|1|5||0||||||||||||
m/z--> 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3 Chloro-6-fluoro-pyrazine
132.0
69,0 - 640 660 6.0 700 7.20
5000 ' m/z 66.00 29.61%
31.0 51.0
O.H.J”JPPI.WH.”,.”.,m?ﬁQ.”,.”.,”..“..w..”,‘”.,”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 17.87%
5000
630 104.0
39.0 51.0 ‘ 77.0 900 117.0
0”'%'”““'”P“'Wlw'P“ml”'”'”'Pw”l”NW'”'”M”I”
m/z--> 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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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083018\

BF108651.D

30 Aug 2018 20:17

JU/SJ

J4282-15 5X SU-01-082918-A
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Benzo[e]pyrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.61 5.21 ng 189384 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2257 (15.612 min): BF108651.D (-2253) (-) m/z 252.10 100.00%
259.1
5000
510 931 | ) 15201830 2241 290.1 551 2201540 15.60 15,80 16.00
o230 931, ) 15201830 /- 2901 8% m/z 250.10  28.92%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.20 15.40 15.60 15.80 16.00
m/z 253.10 20.87%
125.0
o 63.0 98.0, | 1740  224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 125.00 11.73%
125.0
o170 500 830 | | 1740 2240
m/z--> 50 100 150 200 250 300 350
Abundance #104227: Benz[e]acephenanthrylene T
252.0 15.20 15.40 15.60 15.80 16.00
m/z 251.10 9.17%
5000
126.0
o 63.0 99.0, | 1740 2240 ||
m/z--> 50 100 150 200 250 300 350 15,20 15.40 15.60 15.80 16.00
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Library Search Compound Report

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

Data File : BF108651.D

Aca On : 30 Aug 2018 20:17

Operator : JU/SJ

ﬁ?ggle i J4282-15 5X SU-01-082918-A
ALS Vial : 12 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 4 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.18 4.35 ng 158104 Perylene-di12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Hexacosane 366 C26H54 000630-01-3 86
3 Nonadecane 268 C19H40 000629-92-5 86
4 Tetratetracontane 619 C44H90 007098-22-8 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2353 (16.177 min): BF108651.D (-2349) (-) m/z 57.10 100.00%
57.1
13.2 15,80 16.00 16.20 16.40
1691 202.1 259.1 302.1
0...'.|,.l!.l-.| LA 200123112902 e D 3410 m/z 43.10 67.83%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 AR U SRR DR B
mmmmmmmm
m/z 71.10 66.89%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #194493: Hexacosane
57.0
15,80 16.00 16.20 16.40
5000 85.0 m/z 85.10 49 .32%
. 290 i I e 1410160.0197.0225,02530 29603280 367.0
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #117637: Nonadecane R R
57.0 15.80 16.00 16.20 16.40
m/z 55.10 27 .55%
T A”’”\/‘N/‘W\A}\«/\‘va“
5000
29.0
ol | ﬂ130141016901970 268.0
m/z--> 5'0 100 1éo 2(')0 250 3(')0 3&1;0 15. 80 16 00 16 20 16. 40 '
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Library Search Compound Report

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

Data File : BF108651.D

Aca On : 30 Aug 2018 20:17

Operator : JU/SJ

ﬁ?ggle i J4282-15 5X SU-01-082918-A
ALS Vial : 12 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 5 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.72 2.31 ng 83840 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Tetradecane 198 C14H30 000629-59-4 58
5 2-methyloctacosane 408 C29H60 1000376-72-8 58

Abundance Scan 2445 (16.718 min): BF108651.D (-2442) (-) m/z 57.10 100.00%

57.1

%

5000
R A
leﬂ M1%1%M 16.40 16.60 16.80 17.00
LS B B ¥ e . m/z 43.10 60.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129491: Eicosane
57.0
5000 LA L L L L L LB L L |
16.40 16.60 16.80 17.00
m/z 71.10 60.11%
o 113.0 169.0 225.0 282.0
A A e e e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117638: Nonadecane
57.0
R RARREEEEEE Ry
16.40 16.60 16.80 17.00
5000 m/z 85.10 47.17%

130 169.0 268 0

ol M s e

%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane e B LA

57.0 16.40 16.60 16.80 17.00

m/z 55.10 32.26%
5000
130
0 1690 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16 40 16. 60 16. 80 17. 00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF083018\
BF108651.D

30 Aug 2018 20:17

Ju/sJ
J4282-15 5X

12

Sample Multiplier: 1

SU-01-082918-A

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

RT EstConc

Units Response

|--Internal Standard---|
| # RT Resp Conc]

unknown6 .80
Benzo[e]pyrene
Heneilcosane
Eicosane

ng 177902
ng 189384
ng 158104
ng 83840

8270-BF083018.M Fri Aug 31 12:50:29 2018

1 7.00 480774 20.0
6 15.75 726756 20.0
6 15.75 726756 20.0
6 15.75 726756 20.0
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