LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acqg On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc :

ALS vial : 6 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134864.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.428 563 568 571 rBV 3129033 2952787 79.41% 9.432%
2 6.434 733 739 742 rBV 2852198 3013526 81.05% 9.626%
3 6.622 768 771 778 rBV 75997 76232 2.05% 0.244%
4 6.792 796 800 803 rBV 1277183 1046313 28.14%  3.342%
5 7.351 890 895 898 rBV 2095290 1979203 53.23% 6.322%
6 8.069 1012 1017 1020 rBV 1689739 1458754 39.23% 4.660%
7 9.145 1195 1200 1203 rBV 3885905 3718189 100.00% 11.877%
8 9.263 1216 1220 1224 rVB 57773 53831 1.45% 0.172%
9 9.827 1309 1316 1319 rBV 1841387 1716389 46.16% 5.483%
10 10.616 1445 1450 1453 rBV 2770775 2415254 64.96% 7.715%
11 10.921 1496 1502 1504 rBV3 29350 41050 1.10% ©0.131%
12 11.316 1565 1569 1571 rBV 2030665 1701039 45.75% 5.434%
13 11.339 1571 1573 1576 rVWV 262124 210463 5.66% 0.672%
14 11.386 1576 1581 1584 rVB 125392 124138 3.34% 0.397%
15 11.421 1584 1587 1590 rBV2 29037 37895 1.02% 0.121%
16 11.816 1649 1654 1656 rBV 151214 134646 3.62% 0.430%
17 11.851 1656 1660 1664 rVV2 569719 613925 16.51% 1.961%
18 11.892 1664 1667 1670 rVV 102946 123338 3.32% 0.394%
19 11.927 1670 1673 1675 rVV 245010 263032 7.07% 0.840%
20 11.951 1675 1677 1684 rVB 137504 121840 3.28% 0.389%
21 12.116 1697 1705 1707 rBV3 77288 98643 2.65% ©.315%
22 12.139 1707 1709 1714 rVB4 31329 40667 1.09% 0.130%
23 12.263 1728 1730 1733 rVB 60947 40904 1.10% 0.131%
24 12.368 1744 1748 1751 rBV 174746 180685 4.86% ©.577%
25 12.404 1751 1754 1756 rVV2 103474 123935 3.33% 0.396%
26 12.457 1760 1763 1767 rBV2 66649 98829 2.66% 0.316%
27 12.527 1772 1775 1779 rBV 354648 327094 8.80% 1.045%
28 12.639 1790 1794 1800 rBV3 110685 145636  3.92%  0.465%
29 12.757 1809 1814 1817 rBV 561123 541478 14.56% 1.730%
30 12.780 1817 1818 1821 rVV2 69176 57120 1.54% 0.182%
31 12.815 1821 1824 1828 rVB2 60610 78497  2.11% 0.251%
32 12.910 1836 1840 1843 rBV 3657496 3341985 89.88% 10.675%
33 12.980 1848 1852 1859 rvVB4 79980 125417 3.37% 0.401%
34 13.068 1864 1867 1868 rBv2 61737 66398 1.79% 0.212%
35 13.086 1868 1870 1874 rVB 98717 103671 2.79% 0.331%
36 13.157 1878 1882 1885 rVB2 77093 79099 2.13% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acqg On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc :

ALS vial : 6 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.192 1885 1888 1891 rBV 122794 112291 3.02% ©0.359%
38 13.286 1901 1904 1907 rBV 89160 75644  2.03% 0.242%
39 13.315 1907 1909 1913 rVB 96854 78722 2.12% 0.251%
40 13.598 1951 1957 1962 rVB2 27925 50022 1.35% 0.160%
41 13.710 1971 1976 1979 rBV4 43908 73403 1.97% 0.234%
42 13.815 1990 1994 1997 rBV3 202313 263049 7.97% 0.840%
43 13.839 1997 1998 2002 rVB 85694 55860 1.50% 0.178%
44 13.962 2014 2019 2022 rBV2 1237486 1306666 35.14% 4.174%
45 13.986 2022 2023 2030 rVB 206676 159049 4.28% ©.508%
46 14.139 2046 2049 2056 rVB 50638 58925 1.58% 0.188%
47 14.351 2081 2085 2088 rBV 80685 84020 2.26% 0.268%
48 14.386 2088 2091 2094 rVB 49826 41578 1.12% 0.133%
49 14.445 2098 2101 2104 rVB2 78457 74953 2.02% 0.239%
50 15.004 2192 2196 2206 rVV 100535 178575 4.80% ©.570%
51 15.104 2209 2213 2219 rVB3 32881 59815 1.61% 0.191%
52 15.304 2244 2247 2252 rBV 73728 88025 2.37% 0.281%
53 15.368 2254 2258 2263 rVB 110870 136049 3.66% ©0.435%
54 15.433 2264 2269 2274 rBV 855655 1058965 28.48% 3.383%
55 16.909 2517 2520 2526 rVB2 28778 50422 1.36% 0.161%
56 17.356 2592 2596 2601 rVB2 26572 47690 1.28% 0.152%
Sum of corrected areas: 31305625
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\

BF134864.D
: 21 Aug 2023 13:13
: CG\JU
: 04086-02
: 6 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acq On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.851 7.22 ng 613925 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1660 (11.851 min): BF134864.D\data.ms (-1656) (- m/z 73.00 100.00%

43.0 73.0
5000 129.0 192.1
— P
| H‘ >l ‘227 , 2563 1150 12.00
Hw‘uﬂmmwﬂﬂ WMJMWJmmuhujwﬂ‘ﬂuh_u‘_u‘_uk‘ m/z 43.05 86.71%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 N R
11.50 12.00
151018502130 256.0 m/z 60.00 84.27%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
B P
43.0 11.50 12.00
5000 129.0 m/z 57.85 71.86%
171.0
‘ 214.0
?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid == S
43.0 ,73.0 11.50 12.00
m/z 55.10 68.82%
5000 129.0
199.0
s e T
%ﬁ?k“JﬂNWwW:mWWMMMWHJMJHJHWH‘WHHM‘HM — ==
m/z--> 20 40 60 80 100120140160 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\BF082123\
Data File : BF134864.D

Acq On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.927 3.09 ng 263032  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 50
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 50
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 46
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 46
Abundance Scan 1673 (11.927 min): BF134864.D\data.ms (-1670) (- m/z 192.10 100.00%
192.1
5000
94.5 165.1
63.0 1370 ‘ 12.00
Obrrrrrrreprere e bR o Ml 2211 25627 189,05 79.12%
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
12.00
m/z 191.05 68.07%
165.0
39'0 " ‘83‘.0‘ 115'0 L h‘ i \‘H
\H‘H\\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #67021: Anthracene, 1-methyl-
192.0
—r=
12.00
5000 m/z 190.05 67.63%
83.0 165.0
m/z--> 20 40 60 80 100120140 160 180 200 220 240 JMﬁA
Abundance #67016: 1H-Indene, 2-phenyl- i
192.0 12.00
m/z 94.50 21.55%
5000
165.0
o w0 w0 T
R R e e B R R R A AR SR e S EARR SR —
m/z--> 20 40 60 80 100120140 160180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acq On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Phenanthrene, 2,5-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.368 2.12 ng 180685 Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 98
2 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 93
3 di-p-Tolylacetylene 206 CleH14 002789-88-0 93
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 93
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 90
Abundance Scan 1748 (12.368 min): BF134864.D\data.ms (-1744) (- m/z 206.10 100.00%
206.1
- M
590 ] T
: 178. - -
151.9
390,630 [iatisL Sl s A ‘c 2380 /7 191,05 47.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 — )
12.00 12.50
101.0 m/z 189.05 25.70%
76.0( | 165.0 ‘
‘2\7\9\ ‘\5\1\.\0‘ T 1 TT 1‘\“\ ih‘\ T \1\3\‘9\(\)1 7 \‘\ T i”‘ T \M T i‘h{‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82948: Phenanthrene, 1,7-dimethyl-
2000 KﬁmNb\NKMMNV
I
12.00 12.50
5000 m/z 205.05 25.49%
102.0
27'0 51'0 76‘.0 \‘ 1L m 139'0 16\5.Oh M‘ 4y
A A m o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 J\
Abundance #82923: di-p-Tolylacetylene e T
206.0 12.00 12.50
m/z 207.10 17.21%
5000
390 7601020 13901650 | |
R e R R R — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acq On : 21 Aug 2023 13:13

Operator : CG\JU

Sample : 04086-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Cycloeicosane Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
13.815  4.03ng 263049 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cycloeicosane 280 CooHae 000296-56-0 96

074685-30-6 95
077899-03-7 95
959085-66-6 94
006385-15-5 94

2 5-Eicosene, (E)- 280 C20H40

3 1-Heneicosyl formate 340 C22H4402

4 Heptadecyl heptafluorobutyrate 452 C21H35F702
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702

Abundance Scan 1994 (13.815 min): BF134864.D\data.ms (-1990) (- m/z 57.05 100.00%
57.0

97.1
5000
2301 13.50 14.00
163.1 . .
. \“\ & ‘M‘ “H‘i Hh ‘H\‘h“ b ‘m“\m\ — “\‘\‘2‘66‘3-93‘,0‘2"0‘ . m/z 43.10 87.89%
m/z--> 50 100 150 200 250 300
Abundance #173728: Cycloeicosane
58.0
97.0
5000 T

— ‘
13.50 14.00
m/z 55.05  79.43%

\‘ il \\3?.0 182.0 224.0 289'0

miz--> 50 100 150 200 250 300

4] N
o
o

Abundance #173729: 5-Eicosene, (E)-
— —
13.50 14.00
5000 97.0 m/z 83.10 73.69%
LULLLL 399 1m0 2290 am00
miz--> 50 100 150 200 250 300
Abundance #248981: 1-Heneicosyl formate 7 ]
57.0 13.50 14.00
97.0 m/z 69.05  69.60%
5000
39.0 294.0
Lm0 gy s Sl
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082123\
Data File : BF134864.D

Acqg On : 21 Aug 2023 13:13
Operator : CG\JU

Sample : 04086-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.851 7.2 ng 613925 4 11.316 1701040 20.0
Anthracene, 2-m... 11.927 3.1 ng 263032 4 11.316 1701040 20.0
Phenanthrene, 2... 12.368 2.1 ng 180685 4 11.316 1701040 20.0
Cycloeicosane 13.815 4.0 ng 263049 5 13.963 1306670 20.0
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