LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc :

ALS Vvial : 12 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: BF136385.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.040 497 502 509 rVB2 26936 35701 1.43% 0.165%
2 5.434 565 569 573 rBvV 2084800 2049823 82.32% 9.489%
3 6.440 735 740 743 rBV 2146631 1962938 78.83% 9.087%
4 6.634 770 773 778 rBV2 33678 38886 1.56% 0.180%
5 6.798 798 801 805 rBV 765996 679843 27.30% 3.147%

6 7.363 892 897 900 rBV 1448522 1260967 50.64% 5.837%
7 8.081 1015 1019 1022 rBV 964481 874596 35.12%  4.049%
8 9.157 1198 1202 1205 rBV 3154868 2490119 100.00% 11.527%
9 9.275 1218 1222 1225 rVB 44577 36865 1.48% 0.171%

9.692 1290 1293 1297 rVB 63308 53548 2.15% 0.248%

11 9.834 1313 1317 1320 rBV 1183386 888885 35.70%
12 10.622 1447 1451 1455 rBV 1290046 1225158 49.20%
13 10.751 1470 1473 1480 rVB5 27985 39602 1.59%
14 11.328 1567 1571 1573 rBV 950198 818184 32.86%

P Wwou M
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00
W
X

15 11.351 1573 1575 1579 rVV 328217 264466 10.62% 224%
16 11.398 1579 1583 1586 rVB 70245 64904 2.61% 0.300%
17 11.557 1604 1610 1612 rBV2 28411 32131 1.29% ©.149%
18 11.728 1635 1639 1646 rVB3 16274 34275 1.38% ©.159%
19 11.828 1653 1656 1659 rBV 89556 87908 3.53% 0.407%
20 11.863 1659 1662 1667 rVV2 430780 391643 15.73%  1.813%
21 11.939 1672 1675 1678 rVV 143311 162548 6.53% ©.752%
22 11.963 1678 1679 1684 rVB 81997 52723 2.12%  0.244%
23 12.127 1704 1707 1709 rBV2 55577 46263 1.86% 0.214%
24 12.151 1709 1711 1714 rVB2 65586 57945 2.33% 0.268%
25 12.380 1747 1750 1753 rBV 96827 103382 4.15% ©.479%

26 12.416 1753 1756 1759 rVWW4 66232 105388  4.23%
27 12.469 1762 1765 1769 rBV5 57237 77575 3.12%
28 12.545 1774 1778 1781 rBV ~ 749889 618245 24.83%

wWoNOOo
o)
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N
R

29 12.651 1791 1796 1799 rBV3 97598 115919 4.66% 537%
30 12.775 1811 1817 1820 rBV 676481 655208 26.31% 033%
31 12.827 1823 1826 1830 rVB3 50523 75554  3.03% 0.350%
32 12.892 1834 1837 1838 rBV3 40531 36770 1.48% 0.170%
33 12.922 1838 1842 1846 rVV 2498410 2145548 86.16% 9.932%
34 12.992 1850 1854 1858 rBV2 67309 95512 3.84%  0.442%
35 13.080 1866 1869 1871 rBV3 57942 73807 2.96% ©.342%

36 13.104 1871 1873 1877 rVB 125898 103689 4.16% 0.480%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc :

ALS Vvial : 12 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 13.169 1880 1884 1887 rVB2 69724 78026 3.13% 0.361%
38 13.210 1887 1891 1893 rBV2 105071 101940 4.09% 0.472%
39 13.298 1904 1906 1909 rVB 63573 52976 2.13% 0.245%
40 13.333 1909 1912 1914 rBV 72214 67219 2.70% 0.311%
41 13.510 1939 1942 1944 rBV3 30494 30672 1.23% 0.142%
42 13.616 1957 1960 1964 rVB 72357 85747 3.44% 0.397%
43 13.727 1974 1979 1982 rBvV3 78075 119104 4.78% 0.551%
44 13.821 1993 1995 1998 rBV 59619 76473  3.07% 0.354%
45 13.857 1998 2001 2007 rVV3 96234 154220 6.19% 0.714%
46 13.980 2017 2022 2024 rBV2 931958 1091111 43.82% 5.051%
47 14.004 2024 2026 2029 rVB 320698 244171  9.81% 1.130%
48 14.369 2086 2088 2091 rVB 88215 71345 2.87% ©0.330%
49 14.404 2091 2094 2097 rBv2 65422 66550 2.67% 0.308%
50 14.463 2101 2104 2106 rVV2 83253 74424 2.99% 0.345%
51 15.027 2196 2200 2203 rBV 260161 409276 16.44%  1.895%
52 15.333 2249 2252 2259 rVB 142506 175443 7.05% 0.812%
53 15.398 2260 2263 2270 rVB 207515 241833 9.71% 1.120%
54 15.463 2270 2274 2278 rBV 482697 604547 24.28%  2.799%

Sum of corrected areas: 21601595
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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

Abundance TIC: BF136385.D\data.ms
3000000

2500000
5434 6.440
2000000

1500000 7.363

1000000 6.798

500000

5.040 | | 6.634

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 TIC: BF136385.D\data.ms

3000000 9.457

12.922
2500000

2000000

1500000
9.834 10.622

1000000 8.081 11.328

12.5435 775

500000

L@ﬂs 9.692
ol —— e e

‘ ; = —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF136385.D\data.ms

3000000

2500000

2000000

1500000

13.980

1000000

500000

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF112723.M Tue Dec 05 03:40:22 2023 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 Anthracene, 1-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.828 2.15 ng 87908  Phenanthrene-d1e 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 93
Abundance Scan 1656 (11.828 min): BF136385.D\data.ms (-1653) (- m/z 192.10 100.00%
192.1
5000
— Tt
100 630 7 1391_1650 11.50 12.00
0l 00 280 b AR8OT0 S el 2228 7 191,05  58.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 = AR
11.50 12.00
165.0 m/z 189.10  30.58%

41,0 63.0 96.0 139.0

khuatl ] ! DU
LB L L L L B U B B

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

Abundance
192.0 MAK
\

o

11.50 12.00
5000 m/z 193.05 15.65%
165.0
0 39.0 63.0 96.0 139.0

T e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl- s ey T
192.0 11.50 12.00

m/z 190.10  14.44%
5000

94.0 165.0
11601390 | \ n

39.0 63.0

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.863 9.57 ng 391643  Phenanthrene-d10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1662 (11.863 min): BF136385.D\data.ms (-1659) (- m/z 73.00 100.00%
431,780
192.1
— =
H‘ 157.1 22727561 1150 1200
oWWU‘H M “‘m\‘ u‘mwH“L“J“Hiu‘m‘m‘wwwm!‘ m/z 60.00 88.61%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 | e
129.0 11.50 12.00
213.0 m/z 43.10 83.70%
H H H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0 T [
11.50 12.00
5000 129.0 m/z 57.10  73.86%
185.0
228.0
101.0
0 15.0 157.0
AN RRERS Lo o e e e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92070: Tridecanoic acid = T
73.0 11.50 12.00
m/z 55.10 71.52%
43.0
5000
129.0
1710 2140
101.0 ‘
oitsol L1 ICR = _—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.939 3.97 ng 162548  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 55
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 49
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 46
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 43
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 42

Abundance Scan 1675 (11.939 min): BF136385.D\data.ms (-1672) (- m/z 192.10 100.00%
1

5000

T
12.00

) 2211 256.C . 189 .05  95.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0

63.0

5000 17
12.00
95.0 m/z 190.05 83.58%
O\?I-R“‘H\?‘s“\.?‘\“\”\\“‘\“HH‘\]\-\3\7‘.\0\\1\6‘f\'(\)\‘\‘HL\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
189.0 /\/\/J\/“
et
12.00
5000 m/z 191.10 71.26%
94.0
163.0
O’ e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl- —
192.0 12.00

m/z 94.40  21.82%

5000
165.0
0 27\-0\ 63\.0 9?'0 13\9.0\ h‘\ L HH
MRS M s S Y| M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 Phenanthrene, 3,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.380 2.53 ng 103382  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 95
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 95
3 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 94
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 94
5 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 94
Abundance Scan 1750 (12.380 min): BF136385.D\data.ms (-1747) (- m/z 206.05 100.00%
206.1
‘ 1200 1250
101.0 165 . .
ol i 1328“&“\ L M. 26313000 ;191,65 43.55%
miz-> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 =t L
12.00 12.50
102.0 m/z 189.10 27.69%
hzoso | wsol)
miz--> 50 100 150 200 250 300
Abundance
206.0
— —=
12.00 12.50
5000 m/z 205.10 22.03%
101.0
o 270 63.0 165.0
R B e R
miz--> 50 100 150 200 250 300 JL
Abundance #82923: di-p-Tolylacetylene AP A
206.0 12.00 12.50
m/z 207.10 16.36%
5000
ol 27.0 63.0 \10%0 165.0 M A
e B e A R A B — ——
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55

Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 9,10-Dimethylanthracene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.416 2.58 ng 105388  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 62
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 58
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 58
4 3,5-Dichloro-4-hydroxybenzoic acid 206 C7H4C1203 003336-41-2 58
5 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 50

Abundance Scan 1756 (12.416 min): BF136385.D\data.ms (-1753) (- m/z 206.10 100.00%
206.1
5000
40.0 101.0 12:50
. 165.1 :
244.1 |
0 wuw‘q”“““??ﬁ m/z 189.05 59.43%
m/z--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
5000 T T
12.50
102.0 m/z 191.05 40.80%
\2\7\0\ ‘6§.\0“\ ““i“‘\ =TT %6\“5\?‘\“ ‘“h\ T T T
m/z--> 50 100 150 200 250 300
Abundance
206.0
T
12.50
5000 ITI/Z 205.05 32.31%
0
0 51.0 127.0 165.0
L A S e e e I B LA A e A S
m/z--> 50 100 150 200 250 300 WAwﬁ
Abundance #82955: Phenanthrene, 2,7-dimethyl- s PN
206.0 12.50
m/z 204.05 31.27%
5000
10‘2'0 1520 |
oL—— “‘MWNN“ “p‘”HMWf“““ T —
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.651 2.83 ng 115919  Phenanthrene-di10 11.328
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecanoic acid 186 C11H2202 000112-37-8 59

Abundance Scan 1796 (12.651 min): BF136385.D\data.ms (-1791) (- m/z 43.05 100.00%

43.0
5000

T T
12.50 13.00

Of ! m/z 60.00 95.76%

m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0

5000 g el
129.0 12.50 13.00
3.0 ’ 284.0 m/z 72.95 95.22%
‘ ‘ ‘ 185.0 241.0
o) H‘H‘u‘ ‘H‘H‘n‘h‘\ M‘\} ‘\“‘ | “‘ \‘ -t “ .
miz—> 0 50 100 150 200 250 300 350
Abundance
60.0
—T T
12.50 13.00
5000 129.0 m/Z 57.05 88.78%

171.0 213.0 256.0
R e
miz—> O 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e — ——
43.0 12.50 13.00

m/z 55.00  79.25%

5000 284.0
3.0 129.0

o) M H\M ‘\\h\“‘ J‘“‘\“L Lol ‘ 1 ‘ 372.

‘ T
m/z--> 0 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\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.727 2.18 ng 119104  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 93
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 87
3 Anthra(2,3-b)thiophene 234 C1l6H1es 022108-55-0 83
4 Benzo[b]naphtho[1,2-d]thiophene 234 CléH1es 000205-43-6 76
5 Phenanthro(2,1-b)thiophene 234 Cl16H1es 000219-25-0 68

Abundance Scan 1979 (13.727 min): BF136385.D\data.ms (-1974) (- m/z 234.10 100.00%

234.1
5000

p—_—
e i | 20 1350  14.00
ol AL Dh o 30 L 2T 82T w7 235010 17.19%

miz--> 50 100 150 200 250 300 350
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0

5000 T
13.50 14.00
m/z 202.00 12.15%

Leso MTO O
O L e L L A L L R B
m/z--> 50 100 150 200 250 300 350
Abundance
234.0

T
13.50 14.00

5000 m/z 230.05 11.46%
117.0
189.0
51.0

O T e T T T T T T

m/z--> 50 100 150 200 250 300 350
Abundance #116285: Anthra(2,3-b)thiophene o T
234.0 13.50 14.00

m/z 189.00 10.04%

5000
117.0
189.0

740 | | | M\ \
ot e e e — —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 8 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.857 2.83 ng 154220  Chrysene-di12 13.980
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 76
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 1-Tetracosene 336 (C24H48 010192-32-2 70
5 n-Heptadecanol-1 256 C17H360 001454-85-9 70
Abundance Scan 2001 (13.857 min): BF136385.D\data.ms (-1998) (- m/z 97.05 100.00%
55.1 B7.0
5000
01 302.1 T ]
L)L) %3\9'0 1851 ), g0 o0 A0
o] — ‘u‘\\‘\‘m} i ‘Mu‘ “\w\lui‘m‘wu‘m‘m; gl \‘\H‘u‘u‘ww \ ‘M‘m}u}\ gl i ITI/Z 83.10 97.99%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 55.18  93.53%
0 \“\‘ ‘\““ T ‘\‘\ \H‘ ‘H‘ \‘L‘\ ‘h ‘:!F\GZ(\) \2‘19.\0\ ™ \2\89.\0‘ L
miz--> 50 100 150 200 250 300 350
Abundance
55.0
97.0
— ——
13.50 14.00
5000 m/z 69.10 72.38%
J150 1390 182.0 224.0 266.0 WM
e e T T
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1 “ T
83.0 13.50 14.00
43.0 m/z 43.18  47.92%
5000
25.0
I ||, 1680 2380
ob— e e e P P
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS vial : 12  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 9 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.333 5.80 ng 175443  Perylene-di2 15.463
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 95
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2252 (15.333 min): BF136385.D\data.ms (-2249) (- m/z 252.10 100.00%
252.1
w M
"—Y—Y—Y—Y—'—Y—Y—F
1251 L08.0 soo 15.00 15.50
ob 22l P80 PO 89483998z 250.10  28.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|[e]pyrene
252.0
5000 — e e
15.00 15.50
m/z 253.10  20.95%
125.0
o740 | 200.0.
\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
— T
15.00 15.50
5000 m/z 125.10 14.83%
126.0
69.0
e N
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene “ —
252.0 15.00 15.50
m/z 126.00  10.45%
5000
126.0
0 830\ “ ‘“\ 2000\ Wl
A o e 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\BF120423\
Data File : BF136385.D

Acqg On : 04 Dec 2023 16:55
Operator : CG\JU

Sample : 05434-13

Misc

ALS Vvial : 12  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|
Anthracene, 1-m... 11.828 2.1 ng 87908 4 11.328 818184 20.0
n-Hexadecanoic ... 11.863 9.6 ng 391643 4 11.328 818184 20.0
4H-Cyclopenta[d... 11.939 4.0 ng 162548 4 11.328 818184 20.0
Phenanthrene, 3... 12.380 2.5 ng 103382 4 11.328 818184 20.0
9,10-Dimethylan... 12.416 2.6 ng 105388 4 11.328 818184 20.0
Octadecanoic acid 12.651 2.8 ng 115919 4 11.328 818184 20.0
Benzo[b]naphtho... 13.727 2.2 ng 119104 5 13.980 1091110 20.0
Behenic alcohol 13.857 2.8 ng 154220 5 13.980 1091110 20.0
Benzo[e]pyrene 15.333 5.8 ng 175443 6 15.463 604547 20.0
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