LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc :

ALS Vvial : 20 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136269.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.881 301 305 309 rBV 13158 17741 1.e3% 0.113%
2 5.428 565 568 577 rVB 244283 206818 11.97% 1.313%
3 6.428 735 738 745 rBV 240621 197536 11.43% 1.254%
4 6.804 798 802 805 rBV 818576 626784 36.28% 3.979%
5 7.357 893 896 901 rVW 142867 111642 6.46% 0.709%
6 7.398 901 903 906 rvB 30257 21897 1.27% 0.139%
7 8.081 1014 1019 1022 rBV 880828 725275 41.98% 4.604%
8 8.104 1022 1023 1026 rVV 60002 30987 1.79% 0.197%
9 8.675 1117 1120 1124 rBV 39478 30185 1.75% 0.192%
10 8.792 1138 1140 1144 rVB 29030 22422 1.30% 0.142%
11  8.892 1152 1157 1161 rBV2 31124 33298 1.93% 0.211%
12 9.157 1198 1202 1205 rBV 281849 210506 12.18% 1.336%
13 9.245 1213 1217 1221 rBvV2 52723 59102 3.42% 0.375%
14  9.498 1256 1260 1262 rVV2 24614 27721 1.60% 0.176%
15 9.563 1266 1271 1273 rVWW4 17374 22175 1.28% 0.141%
16 9.775 1304 1307 1310 rVB 53722 38607 2.23% 0.245%
17 9.839 1314 1318 1321 rVW 706351 621604 35.98%  3.946%
18 9.869 1321 1323 1327 rVB 96957 72023 4.17% 0.457%
19 9.998 1340 1345 1349 rBV5 9134 17598 1.02% 0.112%
20 10.039 1349 1352 1357 rW 74233 71408 4.13% 0.453%
21 10.275 1389 1392 1395 rVB 47638 37211 2.15% 0.236%
22 10.386 1408 1411 1414 rBV 127614 98574 5.71% 0.626%
23 10.545 1435 1438 1442 rVB 25030 24005 1.39% 0.152%
24 10.622 1448 1451 1456 rVB 135497 130058 7.53% 0.826%
25 10.751 1470 1473 1482 rVB2 54689 66455 3.85% 0.422%
26 10.939 1501 1505 1507 rBvV2 18232 19680 1.14% 0.125%
27 10.998 1512 1515 1525 rBV3 113642 120868 7.00% 0.767%
28 11.198 1542 1549 1552 rBV3 55501 81856 4.74% 0.520%
29 11.228 1552 1554 1558 rVB2 39409 38465 2.23% 0.244%
30 11.328 1568 1571 1573 rBV 817383 663862 38.42% 4.214%
31 11.351 1573 1575 1579 rVW 762904 592256 34.28% 3.760%
32 11.404 1579 1584 1587 rVwV 175176 150716 8.72% 0.957%
33 11.439 1587 1590 1594 rVV3 20178 20293 1.17% 0.129%
34 11.563 1605 1611 1613 rBV 71251 76313  4.42%  0.484%
35 11.633 1620 1623 1625 rBV 43044 35796 2.07% 0.227%

36 11.733 1637 1640 1645 rVB 247694 190355 11.02%  1.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc :

ALS Vvial : 20 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 11.798 1647 1651 1653 rBV5 20572 30499 1.77% 0.194%
38 11.833 1654 1657 1659 rvVv 78941 68039 3.94% 0.432%

39 11.880 1659 1665 1672 rVV2 1420070 1727766 100.00% 10.968%
40 11.945 1673 1676 1678 rVV 133286 144600 8.37% 0.918%

41 11.969 1678 1680 1684 rVB 43718 45623 2.64%  ©.290%
42 12.039 1689 1692 1695 rVv 34492 31975 1.85% ©0.203%
43 12.133 1705 1708 1710 rBV 45166 44532 2.58% ©0.283%
44 12.151 171e 1711 1716 rVB3 29841 23031 1.33% 0.146%
45 12.280 1728 1733 1736 rBV6 25974 40611 2.35% ©.258%
46 12.386 1748 1751 1754 rBV 39080 43251 2.50% ©0.275%
47 12.422 1754 1757 1759 rBV 802339 713203 41.28% 4.528%
48 12.445 1759 1761 1764 rVB 536628 394532 22.83% 2.505%
49 12.545 1773 1778 1780 rBV 838844 800847 46.35% 5.084%
50 12.569 1780 1782 1783 rVV 259813 265404 15.36% 1.685%
51 12.586 1783 1785 1795 rVV 962170 1218981 70.55% 7.738%
52 12.663 1795 1798 1802 rVV 434308 376334 21.78%  2.389%
53 12.775 1812 1817 1820 rBV 629108 645026 37.33% 4.095%
54 12.898 1835 1838 1840 rBV 45710 49420 2.86% ©.314%
55 12.922 1840 1842 1849 rVB 310291 305337 17.67% 1.938%
56 12.992 1850 1854 1858 rBV3 35724 64418 3.73% 0.409%
57 13.027 1858 1860 1863 rVB 23845 18523 1.07% ©.118%
58 13.110 1871 1874 1877 rVB 112393 108672 6.29% ©.690%
59 13.174 1881 1885 1888 rBvV2 121579 121289 7.02% 0.770%
60 13.210 1888 1891 1894 rBV 61889 60724  3.51% 0.385%
61 13.304 1905 1907 1909 rBV 28728 25237 1.46% ©.160%
62 13.333 1910 1912 1916 rVB2 37770 33960 1.97% 0.216%
63 13.369 1916 1918 1922 rBV4 25731 29132 1.69% 0.185%
64 13.410 1922 1925 1930 rBV 64369 67021 3.88% 0.425%
65 13.516 1940 1943 1945 rBV2 33555 31907 1.85% ©.203%
66 13.727 1976 1979 1982 rBV2 61892 70019 4.05% 0.444%
67 13.757 1982 1984 1986 rBV 40314 27259 1.58% ©.173%
68 13.792 1986 1990 1993 rBV3 37761 59562 3.45% ©.378%
69 13.827 1994 1996 1997 rBV 38112 30066 1.74% 0.191%
70 13.980 2018 2022 2025 rBV2 1160794 1356335 78.50% 8.610%
71 14.010 2025 2027 2029 rVB 230994 181511 10.51% 1.152%
72 14.086 2038 2040 2043 rVB 47652 41597 2.41%  0.264%
73 14.627 2130 2132 2137 rVB 101184 99084 5.73% 0.629%
74 15.033 2197 2201 2204 rBV 138286 209586 12.13% 1.331%
75 15.339 2250 2253 2258 rVB 90690 120850 6.99% ©.767%

76 15.404 2261 2264 2268 rVB 90266 105275 6.09% 0.668%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 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 : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 15.468 2271 2275 2278 rBV 331444 409178 23.68% 2.598%

Sum of corrected areas: 15752308
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Nov 2023 01:54
¢ CG\JU
: 05507-01 1eX

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
BF136269.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136269.D\data.ms

6.804

5.428 6.428
7.357

3.881 ﬁ\%QB

0
Time-->

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF136269.D\data.ms
11.880

8.081

9.839

10.384.0.622  10.998

LM%

0
Time-->

‘
== [ ‘ : — —
8.00 8.50 9.00 9.50 10.00 10. 50 11. 00 11.50 12.00 12.50 13.00

Abundance
1400000

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF136269.D\data.ms
13.980

15.468

14,010 15.033
14.627 1953204
.086
81

<I

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.751 2.00 ng 66455  Phenanthrene-di0 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 83
2 Heneicosane 296 C21H44 000629-94-7 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 Nonadecane 268 C19H40 000629-92-5 74

Abundance Scan 1473 (10.751 min): BF136269.D\data.ms (-1470) (- m/z 57.10 100.00%
7.1

5
5000

el
99.0 169.1 10.50 11.00
(IR | h‘l‘ ww\ NV S R — m/z 43.18  73.15%
miz--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
5000 i e
10.50 11.00

m/z 71.10 54.23%

99.0
0 \Z\GL\O‘\‘ “h‘\ ”H‘ \‘H‘\ H“ \“‘ T ‘%4%‘0‘\ }8\3\0‘ T \25‘4\0\ T
m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

T
10.50 11.00

5000 m/z 85.05 45.59%
99.0
Jiso | |1 1410 1830 2250 2s6
e s
m/z--> 50 100 150 200 250
Abundance #132769: 2-Bromo dodecane et e
57.0 10.50 11.00

m/z 41.10 37.90%

5000
99.0 169.0
260] | | | | 11350"] 248.0

o2l ‘ . o S
miz--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.998 3.64 ng 120868  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Octanoic acid 144 C8H1602 000124-07-2 43
5 1,2,3,4-Cyclopentanetetrol, (1.a... 134 C5H1004 014003-71-5 35
Abundance Scan 1515 (10.998 min): BF136269.D\data.ms (-1512) (- m/z 60.00 100.00%
60.0
5000 129.0 M
87.0 . R
| ‘ 11.00
I N m/z 73.05 98.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109282: Tetradecanoic acid
43.0 | 730
5000 129.0 228.0 —r et
11.00
185.0 m/z 43.10 74.14%
97.0
0 18. 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75716: Dodecanoic acid
60.0
—
11.00
m/z 57.05 59.79%
5000 129.0 /
29.0 85.0 157.0
m 200.0
o ﬁwM‘Mu‘h“mwﬂ‘u“ﬂ‘_“ﬂ‘u‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46961: n-Decanoic acid T
60.0 11.00
m/z 41.05 58.88%
5000
129.0
29.0
LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 unknownll.198 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.198 2.47 ng 81856  Phenanthrene-dile 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 38
2 Tetracosane 338 (C24H50 000646-31-1 38
3 Octacosane 394 (C28H58 000630-02-4 38
4 Pentacosane 352 (C25H52 000629-99-2 38
5 Heneicosane 296 C21H44 000629-94-7 38

Abundance Scan 1549 (11.198 min): BF136269.D\data.ms (-1542) (- m/z 57.10 100.00%

57.1

157.0 L
2009 500 11.00 11.50

‘MHMWMMMMMMwMWﬂJNMJ‘H“‘h“““““‘ m/z 43.10 64.15%

m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0

5000 — e
11.00 11.50

m/z 41.05 52.82%

\ \ T \ [ T \ T T \ T ‘ T \ T ‘ T 1T ‘ T ‘ T T ‘
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

——
11.00 11.50
5000 m/z 71.05 50.75%

9.0
JkJ whh‘J1410183022502670 338.0
iy A e e T
m/z--> 50 100 150 200 250 300 350
Abundance

#298427: Octacosane — T
57.0 11.00 11.50

m/z 99.10 40.45%

5000
oLt bl \‘J1419;8302250 281.0 337.0 394
L S8 ede.) 2810 3370 394

m/z--> 50 100 150 200 250 300 350 11.00 11.50

o

O

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54

Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.733 5.73 ng 190355  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81

Abundance Scan 1640 (11.733 min): BF136269.D\data.ms (-1637) (- m/z 74.00 100.00%
74.0
5000
43.1
A A
143.1 2972 T d ‘ ‘2‘06
‘ LUyl 2150 1851 | 2704 = =
O‘H‘HH‘HH_NmJumﬁmuwuw‘uw‘uwh‘quu‘uH_‘H_m“ m/z 87.00  73.05%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 A‘ T L
43.0 11.50 12.00
143.0 m/z 43.10 34.31%
0 ‘u \“ H i \‘\115 0\ 17?' 0\199 022\70 279(
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—— =
11.50 12.00
5000 43.0 m/z 55.10  29.69%
o ‘ M‘ Hm ‘111014‘30 1850 227.0 270(
Hw‘Hw‘Hw‘Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘Hw‘uw
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109335: Tridecanoic acid, methyl ester = =
74.0 11.50 12.00
m/z 41.05 24.00%
5000
43.0 143.0
185.0
LI A . LN P |
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenanthrene, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.833 2.05 ng 68039  Phenanthrene-die 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 87
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 87
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 81
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 81

Abundance Scan 1657 (11.833 min): BF136269.D\data.ms (-1654) (- m/z 192.10 100.00%

192.1
5000

6.0 L300 165.1 1150 12.00
o_‘3‘?‘9”‘_”wwhwwwwhuw et nsz 191,10 57.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000
1150 1200
165.0 m/z 189.10 31.59%
0 39.0 630 | M 1390 W gl
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67026: Anthracene, 9-methyl-
192.0
1150 1200
5000 ITI/Z 190.10 18.99%
96.0 165.0
0 39.0 630 L \\‘ 1390 \‘ I
et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67042: Phenanthrene, 4-methyl-
192.0 1150 1200

m/z 165.05 14.70%

5000
82.0 165.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1150 1200

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.880 52.05 ng 1727770  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1665 (11.880 min): BF136269.D\data.ms (-1659) (- m/z 73.00 100.00%

43.1 73.0
5000 129.1
213.2

157.1185.2

‘ 1150 1200
[ — m/z 59.95 91.77%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
1150 1200

m/z 43.10 89.04%

’ 157.0185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

11. 50 12 00
5000 129.0 m/z 57.10 77 .24%
Ll e 0
01‘?9““““‘\\!\\‘\}‘;‘ H\M\‘H\H}\‘} ‘H‘“‘\{““\‘“"i“‘“‘i““‘\““\“““\“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 73.0 11. 50 12 00

m/z 55.10 74.69%

5000 129.0
171.0
214.0
0150 m H \\‘ HM‘ ?H\ gl |l ‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.945 4.36 ng 144600  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 64
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Methyl diselenide 190 C2H6Se2 007101-31-7 55
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50

Abundance Scan 1676 (11.945 min): BF136269.D\data.ms (-1673) (- m/z 189.05 100.00%
189.1
5000 A
945 IR T2
163.0 12.00
63.0
0l 398 2 L A0 22T a7 100,05 97.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 \M\ T ey
940 12.00
4 m/z 191.05  35.96%
0. 39.0 630 | 137.0 163.0 UM
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ \\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
e
12.00
5000 m/z 192.10 31.27%
94.0
163.0
o_m,w_‘HWMw_m,w“uH“Mwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64929: Methyl diselenide ™
93.0 190.0 12.00
m/z 94.45 21.41%
5000
160.0
0! b P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 9,12-Octadecadienoic acid (... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.422 21.49ng 713203  Phenanthrene-dio 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

002566-97-4 99
056554-62-2 99
017309-05-6 99
056599-58-7 99

,12-Octadecadienoic acid, methy... 294 C19H3402
0,13-0ctadecadienoic acid, meth... 294 C19H3402
,15-Octadecadienoic acid, methy... 294 C19H3402
,11-Octadecadienoic acid, methy... 294 C19H3402

uih wNnPE
(o BNl __J\o BaVe]

Abundance Scan 1757 (12.422 min): BF136269.D\data.ms (-1754) (-} | m/z 67.85 100.00%
67.0
- thJ&JVW‘A
09.1 AeIa
12.50
0 — ‘;\‘\ “H‘ H un ‘M‘ ‘H \\Hh hh\ \HH H\ ‘\h . 189 0\\22‘0 ? . 263‘1294 1 m/Z 81.05 85. 5200
miz--> 50 15 200 250
Abundance #191918: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
5000 R
12.50
09.0 294C  m/z 55.10  69.38%
27.0 ‘ “ 263.0
oL I il Vm“ m “\‘1‘%‘19 200 1 |
miz--> 50 100 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
P
12.50
5000 ITI/Z 95.05 52.91%
09.0
149.0
oL— MM“kMﬂLMNMHkJW“M bt ?g?$)?94f
miz--> 50 100 150 200 250
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester 4 —
67.0 12.50
m/z 41.10 50.93%
5000
09.0 .
29.0 ‘ 2630294c
150.0 :
0! H‘H ‘\‘\ \HL ! \‘h“\ | \H\“ \1\\ ‘\h‘]"q“:l"? ‘ %299 — ‘\L —— I ‘ P
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1@ 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.445 11.89 ng 394532  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 98
Abundance Scan 1761 (12.445 min): BF136269.D\data.ms (-1759) (- m/z 55.10 100.00%
55.1
5000 ‘N&NWM&AJ\A\MAM
180.2 2222 2641 12:50
I — 2991 n/z 41.10  65.19%
m/z--> 50 100 150 200 250 300
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 87.0 1
12.50
m/z 69.10 62.91%
180.0 222.0 264.0
0250 Hm ‘H“ \‘ \‘\m‘m‘mh\‘h il ‘M“ “‘ T 1“ T ‘H‘ ‘2‘96‘(:
miz-> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
—
12.50
m/z 74.00 60.92%
5000 87.0 /
264.0
23.0 180.0 222.0 ‘
ok H“ Hu M H‘H\ I “ d \\Hn . sl by - “ ‘2‘96‘(:
miz--> 100 150 200 250 300 L
Abundance #194409: 9-Octadecenoic acid, methyl ester N
55.0 12.50
m/z 83.10 48.62%
5000 87.0
264.0
230 222.0
LA LG, 2290 7T | asse
ok I 1“ M \u“\\‘\‘\H\H‘ \HU\ o ‘ —— | — — R
miz--> 50 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.663 5.55 ng 376334  Chrysene-d12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74
Abundance Scan 1798 (12.663 min): BF136269.D\data.ms (-1795) (- m/z 43.10 100.00%
431
o T JJ\L
185 1 2412 —T —
‘ 284.3 12.50 13.00
omM w‘“‘w‘h‘w “ u\ orl mm“_m_” m/z 73.00 91.72%
m/z--> 100 150 200 250 300 350
Abundance #179089. Octadecanoic acid
5000 P s
129.0 12.50 13.00
1850 yq o 284.0 m/z 60.00 84.19%
O' \Hm“\““\‘““““\“““““““““
miz-> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
Pt =
12.50 13.00
5000 129.0 m/z 57.10 82.29%
29.¢
‘ 199.0 242 0
| H \\H“\ nhH\ u‘\ ul ‘ L] ‘ ‘
oLt B Wm_m_m_w
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ——
43.0 12.50 13.00
m/z 55.10 80.87%
5000 284.0
3.0 1290
185.0 2410
0 \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' L —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzo[e]pyrene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.339 5.91 ng 120850  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[a]pyrene 252 C20H12 000050-32-8 93
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2253 (15.339 min): BF136269.D\data.ms (-2250) (- m/z 252.10 100.00%
25p.1
w M
— e
411 12‘5.1167 9 3652410, 0 1559
ol e L2002 R BI9ATITTAI0L Tz 250.10  29.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — —
15.00 15.50
m/z 253.10 19.19%
125.0
0L,39.0 830 | 200.0. |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.05 15.77%
126.0
ol 740 | moo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138566: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00 9.95%
5000
126.0
0.39.0 840 | ‘\‘ 2000, |
e B e P e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112823\
Data File : BF136269.D

Acqg On : 29 Nov 2023 01:54
Operator : CG\JU

Sample : 05507-01 10X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Octadecane 10.751 2.0 ng 66455 4 11.328 663862 20.0
Tetradecanoic acid 10.998 3.6 ng 120868 4 11.328 663862 20.0
unknown11.198 11.198 2.5 ng 81856 4 11.328 663862 20.0
Hexadecanoic ac... 11.733 5.7 ng 190355 4 11.328 663862 20.0
Phenanthrene, 2... 11.833 2.0 ng 68039 4 11.328 663862 20.0
n-Hexadecanoic ... 11.880 52.0 ng 1727770 4 11.328 663862 20.0
4H-Cyclopenta[d... 11.945 4.4 ng 144600 4 11.328 663862 20.0
9,12-Octadecadi... 12.422 21.5 ng 713203 4 11.328 663862 20.0
9-Octadecenoic ... 12.445 11.9 ng 394532 4 11.328 663862 20.0
Octadecanoic acid 12.663 5.5 ng 376334 5 13.980 1356340 20.0
Benzo[e]pyrene 15.339 5.9 ng 120850 6 15.468 409178 20.0
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