LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19271.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 21 25 31 rVB 25042 32795 0.70% 0.048%
2 3.658 94 97 111 rBV 169485 270808 5.79% 0.395%
3 4.687 267 272 279 rBV6 10529 28775 0.62% 0.042%
4 5.146 345 350 357 rBV 32587 53106 1.14% 0.077%
5 5.423 390 397 407 rVB2 34652 69050 1.48% 0.101%
6 5.887 466 476 484 rBV3 29069 68640 1.47% 0.100%
7 6.305 542 547 556 rVB 100666 156085 3.34% 0.228%
8 6.470 576 575 584 rVB 22134 40555 0.87% 0.059%
9 6.822 630 635 642 rBV6 12353 29871 0.64% 0.044%
106 6.987 657 663 674 rVB 469196 727841 15.56% 1.062%
11 7.093 674 681 684 rVW 144900 225555  4.82% 0.329%
12 7.134 684 688 699 rVB 341268 528946 11.31% 0.772%
13 7.334 715 722 728 rBV 448837 712220 15.23% 1.039%
14 7.793 793 800 812 rBV 638532 1026188 21.94% 1.497%
15 8.011 828 837 843 rBvVie 13068 39025 0.83% 0.057%
16 8.458 908 913 918 rVB 57000 86319 1.85% 0.126%
17 8.528 918 925 938 rBV 545168 890869 19.05%  1.300%
18 8.963 993 999 1010 rVB 433748 706335 15.10% 1.031%
19 9.369 1063 1068 1073 rVV9 12048 26909 0.58% 0.039%
20 9.681 1113 1121 1128 rWV 381022 629413 13.46% 0.918%
21  9.905 1153 1159 1172 rVB 14920 43271 0.93% 0.063%
22 10.228 1207 1214 1232 rVV 587603 1038266 22.20% 1.515%
23 10.593 1268 1276 1283 rVB 814402 1327173 28.38% 1.936%
24 10.746 1294 1302 1314 rBV 142120 293562 6.28% 0.428%
25 10.905 1324 1329 1335 rVB6 16445 29850 0.64% 0.044%
26 10.969 1335 1340 1353 rVB3 34247 72666 1.55% 0.106%
27 11.957 1499 1508 1512 rBV3 18519 37040 0.79% 0.054%
28 12.793 1644 1650 1660 rVB 52402 86842 1.86% ©0.127%
29 13.216 1716 1722 1726 rBV3 18106 27965 0.60% 0.041%
30 13.310 1733 1738 1741 rBV 95290 137995 2.95% 0.201%
31 13.381 1747 1750 1755 rVB6 18973 27842 0.60% 0.041%
32 13.440 1755 1760 1765 rVB2 34967 51124 1.09% 0.075%
33 13.575 1778 1783 1787 rBV5 35474 56228 1.20% ©0.082%
34 13.610 1787 1789 1796 rVB7 18240 28807 0.62% 0.042%
35 13.699 1798 1804 1809 rBV 269355 393809 8.42% 0.575%

36 13.746 1809 1812 1820 rVB2 99652 154476 3.30% 0.225%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION
37 13.857 1822 1831 1839 rBV 1051690 1508692 32.26% 2.201%
38 13.951 1843 1847 1852 rVB2 55537 84389 1.80% ©.123%
39 14.134 1871 1878 1885 rBV 1241793 1827739 39.08% 2.667%
40 14.257 1895 1899 1905 rBV5 30781 53601 1.15% ©0.078%
41 14.328 1905 1911 1916 rVB3 59267 97682 2.09% 0.143%
42 14.440 1924 1930 1937 rBV 1219974 1843127 39.41% 2.689%
43 14.504 1937 1941 1952 rVB1eO 23264 49837 1.07% 0.073%
44 14.693 1967 1973 1983 rVV 436518 756550 16.18% 1.104%
45 14.828 1992 1996 1999 rBV 45718 63673 1.36% 0.093%
46 14.922 2010 2012 2016 rVB2 29100 33988 0.73% 0.050%
47 14.993 2017 2024 2030 rVB5 26326 55701 1.19% 0.081%
48 15.051 2030 2034 2038 rBV6 20631 37437 0.80% 0.055%
49 15.440 2093 2100 2108 rVB 1641570 2360878 50.48% 3.445%
50 15.575 2117 2123 2133 rBV 285533 448829 9.60% 0.655%
51 15.675 2136 2140 2144 rVV6 33658 58842 1.26% ©.086%
52 15.722 2144 2148 2157 rVB 296138 423710 9.06% 0.618%
53 15.828 2162 2166 2175 rVB 198232 270465 5.78%  0.395%
54 15.928 2180 2183 2187 rVvB2 34115 46388 0.99% 0.068%
55 16.069 2202 2207 2215 rBV4 62690 131363 2.81% 0.192%
56 16.157 2219 2222 2226 rW5 21212 32412 0.69% 0.047%
57 16.240 2232 2236 2239 rBV5 26575 42122 0.90% 0.061%
58 16.604 2293 2298 2305 rBV 138246 214691 4.59% 0.313%
59 16.704 2312 2315 2319 rVB 24620 33449 0.72% 0.049%
60 16.857 2336 2341 2348 rBV 123459 214178 4.58% 0.313%
61 17.104 2379 2383 2389 rVB 63886 94797 2.03% 0.138%
62 17.198 2390 2399 2403 rVV 1698247 2445686 52.30% 3.569%
63 17.240 2403 2406 2410 rVV 188581 233050 4.98%  0.340%
64 17.298 2410 2416 2422 rVB 1777404 2604181 55.69%  3.800%
65 17.416 2434 2436 2440 rVB3 29650 31539 0.67% 0.046%
66 17.487 2445 2448 2453 rVB4 74849 93069 1.99% 0.136%
67 17.563 2458 2461 2463 rBV2 50226 58908 1.26% ©0.086%
68 17.592 2463 2466 2474 rVB2 97244 122472  2.62% 0.179%
69 17.787 2494 2499 2504 rVB7 53607 103380 2.21% 0.151%
70 17.981 2528 2532 2538 rVB3 107861 159805 3.42% 0.233%
71 18.039 2538 2542 2546 rBV 372496 538656 11.52% 0.786%
72 18.098 2547 2552 2565 rVB 1351517 1942759 41.54% 2.835%
73 18.381 2596 2600 2603 rBV3 78134 118833  2.54% 0.173%
74 19.022 2705 2709 2712 rBV 164923 202095 4.32%  0.295%
75 19.169 2731 2734 2735 rBV 98275 94517 2.92% 0.138%
76 19.186 2735 2737 2739 rW 140597 161903 3.46% 0.236%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION
77 19.216 2739 2742 2744 rVWW 241273 316080 6.76% 0.461%
78 19.251 2744 2748 2753 rVB4 384375 642604 13.74%  0.938%
79 19.334 2758 2762 2769 rVV 403716 575632 12.31% 0.840%
80 19.404 2770 2774 2779 rVB 864042 1043407 22.31% 1.522%
81 19.545 2793 2798 2803 rBV 2381167 3150728 67.37% 4.597%
82 20.039 2878 2882 2885 rBV2 196960 302067 6.46% 0.441%
83 20.233 2911 2915 2922 rVB2 419919 648268 13.86% 0.946%
84 20.398 2934 2943 2947 rBV 2839681 4201011 89.83% 6.130%
85 20.439 2947 2950 2961 rVB2 1436212 2190875 46.85% 3.197%
86 20.592 2973 2976 2981 rBv4 328918 443893 9.49% 0.648%
87 20.863 3018 3022 3024 rBV3 279049 475089 10.16% 0.693%
88 20.892 3024 3027 3035 rVB4 857283 1392175 29.77% 2.031%
89 21.010 3043 3047 3053 rVB 795921 943185 20.17% 1.376%
990 21.075 3054 3058 3061 rBV 308732 426797 9.13% 0.623%
91 21.304 3092 3097 3110 rVB 2517334 3400465 72.71% 4.962%
92 21.869 3189 3193 3196 rBV 450186 596772 12.76% 0.871%
93 21.922 3199 3202 3208 rVB 509572 685655 14.66% 1.000%
94 22.933 3370 3374 3378 rVB 629241 933288 19.96% 1.362%
95 22.986 3379 3383 3395 rVB 653682 1125254 24.06% 1.642%
96 23.522 3467 3474 3485 rVB2 1761433 3796498 81.18% 5.540%
97 23.674 3494 3500 3507 rVB 1463752 2853437 61.02% 4.163%
98 24.257 3594 3599 3608 rVB 1173128 2469216 52.80% 3.603%
99 24.357 3612 3616 3626 rVB 655021 1394511 29.82% 2.035%
100 27.010 4059 4067 4087 rVB4 1342555 4676448 100.00% 6.823%

Sum of corrected areas: 68534969
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP019271.D\data.ms

3000000
2500000
2000000
1500000

1000000 10.593
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Abundance TIC: BP019271.D\data.ms
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Abundance TIC: BP019271.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 Bicyclo[3.1.0]hex-2-ene, 4-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
6.305 3.04 ng/ul 156085 1,4-Dichlorobenzene-d4 7.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 94
2 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1@H16 002867-05-2 91
3 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C10H16 002867-05-2 91

4 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C10H16 002867-05-2 90
5 .alpha.-Phellandrene 136 C10H16 000099-83-2 83

Abundance Scan 547 (6.305 min): BP019271.D\data.ms (-542) (-) m/z 93.00 100.00%

3.0

—

5000
e Raame e S !
‘ 6.00 6.20 6.40 6.60
b hpidlyy 1929 2819 3693 47865413 ./, 91 5 58.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18239: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methyleth
93.0
5000 TT [T T T[T I r[rrrr]
6.00 6.20 6.40 6.60
270 m/z 76.95  39.80%
O‘\‘\‘\H"“‘\‘L\‘\ ‘l\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18247: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylet
93.0

N

6.00 6.20 6.40 6.60
5000 m/z 91.95 34.51%

LHI 1l \

e e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #18241: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylet PR T S e
93.0 6.00 6.20 6.40 6.60

m/z 79.00 14.45%

o

5000

-

0 27"% L ‘

R NSNS i et

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 Longifolene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.698 4.27 ng/ul 393809  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 99
4 Longifolene 204 C15H24 000475-20-7 98
5 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 97

Abundance Scan 1804 (13.699 min): BP019271.D\data.ms (-1798) (- m/z 90.95 100.00%
91.0 161.1

%

5000
\
LY
oAt H'MJJ\ 112340 3251 400.9464.0 5821 n/z 161.16  93.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80113: Longifolene
161.0
5000 LA_TA‘ \/\\/\—\/\ —
13.50 14.00
l } m/z 105.00  70.41%
OJH‘IJH\IJ“ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80114: Longifolene
94.0 161.0
S —
13.50 14.00
5000 ITI/Z 93.00 63.99%
o} L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene T —
91.0 13.50 14.00
161.0 m/z 107.05 58.07%
5000
i1
1111 OV WY Y VO
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 Cedrol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.722 4.60 ng/ul 423710  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 72
2 Cedrol 222 C15H260 000077-53-2 68
3 (3R,3as,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 59
4 Cedrol 222 C15H260 000077-53-2 58
5 2(5H)-Furanone, 4-methyl-5,5-bis... 206 C13H1802 099202-98-9 35

Abundance Scan 2148 (15.722 min): BP019271.D\data.ms (-2144) (- m/z 95.05 100.00%

95.0
5000

2T e

Ww ‘ ‘ 15.50 16.00
‘H‘ﬁh‘“H‘thvm‘?§59‘3499H4¥9?ﬁ???‘§49 m/z 151.05 59.15%

0/
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedro
95.0
5000 Do Pt
15.50 16.00
m/z 150.00  48.29%
2070
22 PlLLLd
O‘\\d\\\"“\w\\J\\\l\“hm\h\W‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101901: Cedrol
95.0
e =
15.50 16.00
5000 ITI/Z 43.00 41.59%

o

161.0
T ‘ I
Gz
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro- —— ——
95.0 15.50 16.00

m/z 81.05 39.38%

i % 1| e o720 WJ\NW“

O‘W‘,"H“m‘m\“‘H‘m"mwm‘mwm‘uu“ T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 unknown-01 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
15.828 2.21 ng/ul 270465  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Hydroxy-L-proline, N-(n-... 231 C1@H17NO5 1000476-02-8 35
2 11-Methyl-2,7-diazatricyclo[6.4.... 172 C11H12N2 059007-79-3 27
3 Carbamic acid, N-(2-butyl)-N-pro... 201 C11H23NO2 1000491-05-7 27
4 Pyrazine, 2-hydroxy-5-phenyl- 172 C10H8N20 025844-72-8 27
5 2,5-Dimethyl-3-phenylfuran 172 C12H120 019842-57-0 22
Abundance Scan 2166 (15 828 min): BP019271.D\data.ms (-2162) (- m/z 172.00 100.00%
2.0
101.0
5000
— —
“ m | l | 15.50 16.00
oSN L L o 281034014011 4665 549. ./, 106 05  71.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #112186: trans-4-Hydroxy-L-proline, N-(n-propyloxycarbg
172.0
5000 86.0 —_ ——
15.50 16.00
m/z 87.00 58.53%
‘\\\1’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #47347: 11-Methyl-2,7-diazatricyclo[6.4.0.0(2,6)]dodeca-
172.0 A_‘/L
S
15.50 16.00
5000 m/z 85.95 37.05%
77.0
o lblllg bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 J
Abundance #76734: Carbamic acid, N-(2-butyl)-N-propyl-, propyl este et
172.0 15.50 16.00
m/z 143.95  32.32%
5000
86.0
027%1’ N1 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
BP019271.D

: 04 Jan 2024 19:22
: MA/JU
¢ 05951-19

: 15  Sample Multiplier: 1

hod
le

ry

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA 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 5 (E)-Hexadec-9-enoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.040 4.40 ng/ul 538656  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
2 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 98
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 97
4 Palmitoleic acid 254 C16H3002 000373-49-9 91
5 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 91

Abundance Scan 2542 (18.039 min): BP019271.D\data.ms (-2538) (- m/z 55.05 100.00%

55.0

-

5000
L J 1 31 2361 18.00
or A it bbb 5220, 4292 5878 /7 69.00  52.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 —— ‘
18.00
k{ m/z 41.00  50.52%
()IL’J> \\Jh\h\‘ﬂ \\“12?’\?.‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194397: cis-10-Nonadecenoic acid
55.0
T \
18.00
5000 ITI/Z 83.10 37.32%
27
L hm ﬂ| 194.0 ?0
O‘H‘w‘uw‘Wwﬁiuq‘Hh_‘u‘u‘w‘u‘_‘u‘u‘w‘u‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140807: cis-7-Hexadecenoic acid T ‘
55.0 18.00
m/z 97.05 30.90%
5000
| Ml
0‘HMW‘mWMWAL‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.098 15.89 ng/ul 1942760  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2552 (18.098 min): BP019271.D\data.ms (-2547) (- m/z 73.00 100.00%

73.0
5000
213.2

18.00 18.50

“\ h 30|, \ | 3149 387.2 475.1535.2

Ol wm,mwh_wm_”_HHWHW m/z 60.00 84.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 UL ]

18.00 18.50
m/z 43.05 76.43%

“H 213.0
O‘\\\‘H \\"‘1“\“}\‘\1!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0

ldOO 1550
5000 m/z 57.05 67.24%
129.0
O‘H‘\“\ ‘“J"l““,\}?m JL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid =i =
73.0 18.00 18.50

m/z 55.05 65.37%

ML JL

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 9-Octadecenoic acid, (E)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.216 2.58 ng/ul 316080 Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 86
2 1-Dodecanethiol 202 C12H26S 000112-55-0 74
3 3-Heptafluorobutyroxytetradecane 410 C18H29F702 1000245-49-8 72
4 Cetene 224 C16H32 000629-73-2 68
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 58

Abundance Scan 2742 (19.216 min): BP019271.D\data.ms (-2739) (| | m/z 55.10 100.00%

55.1
5000

7 —
ﬁ51 20212641

l J 3578 19.00 19.50
0 wﬂﬂw‘JWWMmmybu Hu‘_‘u‘m‘ﬁ¥99ﬁz9ﬁ5§?9 m/z 69.10 85.68%

I
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
264.0

5000 —— =
19.00 19.50

m/z 41.10 63.14%

\”1‘ ﬂh\h\’h\h\‘l\“‘l\\l\“\‘l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77846: 1-Dodecanethio
55.0

[

o

R e
19.00 19.50
5000 m/z 83.05 59.25%
’ 168.0
oJJllJ“‘,\L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #307569: 3-Heptafluorobutyroxytetradecane —— ——
41.0 19.00 19.50

m/z 43.05 49.95%

- MM
ml h L8

o“‘u L — — —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 (4aS,4bR,10aS)-7-Isopropyl-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

19.251 3.78 ng/ul 642604  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4aS,4bR,10aS)-7-Isopropyl-1,1,4... 272 C20H32 035241-40-8 99
2 Benzocyclododecene, 2,3-diethyl-... 272 C20H32 061141-65-9 51
3 Kaur-16-ene, (8.beta.,13.beta.)- 272 C20H32 020070-61-5 46
4 (4aS,4bS,10aS)-7-Isopropyl-1,1,4... 272 C20H32 122712-77-0 46
5 2,4-Diamino-5-[3,4-isopropyliden... 272 C14H16N402 063124-61-8 30

Abundance Scan 2748 (19.251 min): BP019271.D\data.ms (-2744) (- m/z 229.15 100.00%

105.0 220.2 ' '
5000
43.1 e Ll b
[l L L sos aena sony 100 oo
0 “JUM‘M“¢UHHMu“M“_‘H(H‘w“m‘u?wr%‘_ m/z 272.30  99.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #163998: (4aS,4bR,10aS)-7-Isopropyl-1,1,4a-trimethyl-1,
272.0

136.0

5000 o s
19.00 19.50
m/z 105.00  98.29%

41.0

‘M‘MMHMWRJHMIPL

\\H‘H\\ PRy \\H‘\H\‘\\H‘H\\‘H\\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #163985: Benzocyclododecene, 2,3-diethyl-4a,5,6,7,8,9,1
272.0

o

-

161.0 19.00 19.50 ;
5000 m/z 136.05 73.91%

Il ]

‘\ i J ol Ln W” i

.

O it uu‘\u P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #163955: Kaur-16-ene, (8.beta.,13.beta.)-
272.0 19.00 19.50
m/z 133.05 61.20%
5000 91.0
187.0
29.
01 H—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rf L — L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
BP019271.D
: 04 Jan 2024 19:22

Operator : MA/JU

Sample
Misc
ALS vial : 15

Quant Method
Quant Title

TIC Library

¢ 05951-19

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA CALIBRATION

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 Octadecanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.334 3.39 ng/ul 575632  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2762 (19.334 min): BP019271.D\data.ms (-2758) (- m/z 73.00 100.00%

3

%—

5000
241.2
‘ ‘ 171‘ 19.00 19.50
0L AL |h”‘ummlu_wk Ll =S O AR DEReR0 m/z 43.10 90.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — ——
19.00 19.50
’ h‘ 1850  284.0 m/z 60.00 81.61%
O‘\\‘\H"‘1'\'[“%”‘!“1\‘\!\\%\\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #179091: Octadecanoic acid
43.0
19.00 19.50
5000 129.0 m/z 57.85 72.69%
284.0

o Ll 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —

Abundance #126199: Pentadecanoic acid
73.0 19.00 19.50

m/z 55.00 71.39%

5000

199.0

Ots.J) \HHIJ ,,M”

‘\ \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

F

SFAM-EPA-BP122723.MA.M Fri Jan 05 10:54:19 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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@ unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.464 6.1 ng/ul 1043416 Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,6,10-Dodecatriene-1,12-diol, 6... 364 C22H3604 1083197-50-5 49
ycloheptane, 4-methylene-1-meth... 204 C15H24 1010159-38-5 41
,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 27
yclandelate 276 C17H2403 000456-59-7 27
»4-Methanocycloocta[d]pyridazin... 204 C13H2@N2 1000221-85-9 18

uih wNnPE
P ORFRrON

Abundance Scan 2774 (19.404 min): BP019271.D\data.ms (-2770) (- m/z 69.10 100.00%

69.1
5000
255.2
159.1
T

H ‘ M | M }i || |, 3551 4257489.0547. e
e ‘JHU_‘mwwmeﬁ‘ua‘u e TR m/z 91.00  86.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273672: 2,6,10-Dodecatriene-1,12-diol, 6-(hydroxymeth
69.0
T
271.0 346.0

5000 ——
19.50
1 1 m/z 41.10 81.26%
\J\M.mem“h”,.
‘ TT 1T [ T T T ‘ l ‘ TrTT ‘ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80357: Cycloheptane, 4-methylene-1-methyl-2-(2-methy

o

o

o

107.0
41.0
19.50
5000 m/z 105.05 60.87%
‘ ” 189.0
0! ‘W{“‘ pmﬂdkh'M“‘w"H,‘H“‘H“H“‘H“_“w‘
m/z--> O 100 150 200 250 300 350 400 450 500 550 I\V\w
Abundance #187041: 1,6,10,14-Hexadecatetraen-3-ol, 3,7,11,15-tetr — e
69.0 19.50
m/z 79.00 59.31%
5000
o /LIRS 2030 2720 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 Pisiferol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.233 3.81 ng/ul 648268  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pisiferol 302 C20H3002 024035-36-7 59
2 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 53
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 50
4 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 41

5 Silane, methylvinyl(2-methylpent... 372 C19H4003Si2 1010421-54-4 38

Abundance Scan 2915 (20.233 min): BP019271.D\data.ms (-2911) (- | m/z 271.15 100.00%

271.1
5000 201.1
69.0

— A
l \ 20.00 20.50
H‘Mi,ﬂ‘mmmmuﬂlkLﬁ 340.1 427.8489.1549.

L4 oL er0a09.10490 I m/z 201.10  39.74%

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202315: Pisifero
271.0

5000 — LA
189.0 20.00 20.50

m/z 175.10  37.87%

o

69.0

‘ 128.0 |
I kg ‘ |
\\\\’\\\\‘\\\\‘\\\\’\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #200003: 13-Isopropylpodocarpen-12-ol-20-al
271.0

o

—— .
20.00 20.50

5000 ITI/Z 189.10 27.08%
189.0
69.0
‘ 128.0 ‘ |
Y i Y D R ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro e —=
271.0 20.00 20.50
m/z 286.15 22.98%
175.0
5000
69.0 J
obsckbbsbmibdbbos Ll a
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.398 24.71 ng/ul 4201010 Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 86
3 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 47
4 Pisiferol 302 C20H3002 024035-36-7 46
5 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 43

Abundance Scan 2943 (20.398 min): BP019271.D\data.ms (-2934) (- m/z 271.10 100.00%
175.1 271.1

5000

%'

69.1
—

H ‘ | ‘ 20.00 20.50

R L Ul L1 || 3421 415.147515340 175 1 97.43%

m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550

Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

O

—

5000 T
20.00 20.50

m/z 201.05 73.01%

69.0
h ‘\ ’M u u‘m mh“h.\ LUl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

O

i

271.0
— i
175.0 20.00 20.50
5000 m/z 189.10 40.62%
69.0 J
T T AR O TN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200004: 13-Isopropylpodocarpen-12-ol-20-al — —
271.0 20.00 20.50
m/z 286.10 31.48%
5000 189.0
69.0
o’m“““””*“ — U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 13 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.439  12.89 ng/ul 2190880  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 90
2 Podocarpa-6,8,11,13-tetraen-12-o0... 326 C22H3002 022160-86-7 43
3 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 22
4 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C10OH1ON40 1000260-59-4 20
5 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 18

Abundance Scan 2950 (20.439 min): BP019271.D\data.ms (-2947) (- m/z 202.10 100.00%

202.1
5000 284.1

41.0 141’ \ ‘ ‘ 20.50
il 1

A L Ly (] 355.0414.2477.3 549, 0 199 16 70.66%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0

5000 T
113.0 20.50

m/z 213.10 60.51%

O \‘“L“I\”‘l\‘\“\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232306: Podocarpa-6,8,11,13-tetraen-12-ol, 13-isopropy
202.0 284.0

o

20.50
5000 43.0 ITI/Z 284.15 47 .39%
141,
0,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77699: 3-Methoxy-5-naphthoic acid ==
202.0 20.50

m/z 185.10  46.60%

5000
45.0 10?"0 L
0 I Lo o |

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 14 unknown-03 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
20.592 2.61 ng/ul 443893  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4-Triazino[5,6-b]indole, 5-a... 284 C15H16N4S 340006-83-9 25
2 2-(7,8-Dimethyl-1,5-dihydro-benz... 316 C18H200S2 1000297-01-0 20
3 Benzo[e]dithiepane, 3-(4-methoxy... 316 C18H200S2 309286-88-2 18
4 Isophthalic acid, dihexyl ester 334 C20H3004 1000344-71-2 18
5 Methyl 2,6-dimethoxyisonicotinate 197 C9H11NO4 052606-00-5 15
Abundance Scan 2976 (20.592 min): BP019271.D\data.ms (-2973) (| m/z 197.10 100.00%
197.1
43.0
105.0
5000
284.1
U \
20.50
345.3 411.9
ol i 4890549 n/z 167.05  84.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178324: 1,2,4-Triazino[5,6-b]indole, 5-allyl-3-isopropylth
41.0
5000 —— :
169.0 251.0 20.50
m/z 143.00 83.80%
102.0 ‘
0t “{H\"\"\J\l ‘“\‘IW“! \““‘}I\‘ \J"\‘I"\h‘ I\‘\l\ \‘“!‘! L I R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219697: 2-(7,8-Dimethyl-1,5-dihydro-benzo[e][1,3]dithie
168.0 5510
U \
20.50
5000 91.0 m/z 43.00 83.33%
316.0
& R I B R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219696: Benzo[e]dithiepane, 3-(4-methoxyphenyl)-7,8-d P ‘
163.0 251.0 20.50
m/z 79.00 76.67%
5000
316.0
91.0
034 w‘mL‘HM“Jw‘h‘,u‘w“u“u‘_“w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 15 Dehydroabietic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
20.863 2.79 ng/ul 475089  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 70
2 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 51
3 Dehydroabietic acid 300 C20H2802 001740-19-8 44
4 2-Propenoic acid, 2-[(3,3a,4,5,6... 298 C18H1804 1000142-81-2 42
5 Dehydroabietic acid 300 C20H2802 001740-19-8 38

Abundance Scan 3022 (20.863 min): BP019271.D\data.ms (-3018) (- m/z 197.10 100.00%

197.1
285.1
50001 431
129,0
— —
[3449 429.1491.2 2050 2100
0 bk A 00 42014912 s 239015 72.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199992: Dehydroabietic acid
285.0
o
5000 e
1970 20.50 21.00
' m/z 285.10 66.77%
43.0 129,0
0 ﬂ gL “ I“ ‘HMU“\ Al
‘\\11‘\1!\‘\1!!‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200035: 1-Phenanthrenecarboxylic acid, 1,2,3,4,4a,9,1C

o

285.0
20.50 21.00
5000 m/z 195.10 64 .46%
43.0 197.0
’ 129 0
ol ‘wjﬂww\‘ﬂM$wwwHyuu e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199995: Dehydroabietic acid — ——
285.0 20.50 21.00
m/z 237.05 55.49%
5000
197.0
43.0 1290
o“wﬂpmeJWm]MWWw$w‘qh‘m“H“‘H“H“‘H“M“w‘ = ==
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 16 ((1R,4aR,4bR,10aR)-7-Isopro... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.892 8.19 ng/ul 1392180  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 ((1R,4aR,4bR,10aR)-7-Isopropyl-1... 288 C20H320 000666-84-2 98
2 3-Hydroxy-10,13-dimethyl-1,2,3,6... 288 C19H2802 1000496-48-2 38
3 ((1R,4aS,10aR)-7-isopropyl-1,4a-... 288 C20H320 1000439-86-6 38
4 2-Amino-4,5-bis(4-methylphenyl)-... 288 C19H16N20 187793-06-2 25
5 all-trans-13,14-Dihydro Retinol 288 C20H320 115797-14-3 20

Abundance Scan 3027 (20.892 min): BP019271.D\data.ms (-3024) (- m/z 105.00 100.00%

105.0
288.1
185.1
50001 41.0
I e
358.1 | - -
o“lWNLH“ ALTIA7D8 249 nyz o91.e0  83.22%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184354: ((1R,4aR,4bR,10aR)-7-Isopropyl-1,4a-dimethyl
288.0

3

105.0
5000 — e
41.0 185.0 20.50 21.00
m/z 288.10 80.85%
O' TWWWWW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184252: 3-Hydroxy-10,13-dimethyl-1,2,3,6,7,8,9,10,11,1
288.0
P o
105.0 20.50 21.00
5000 203.0 ITI/Z 133.00 70.07%
41, “ \ 1
o LAY
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184351: ((1R,4aS,10aR)-7-isopropyl-1,4a-dimethyl-1,2, — —
288.0 20.50 21.00
133.0 m/z 131.00 63.96%
5000
43.0 227.0
0' TY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FV ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 17 (DEL) Alkane: Cyclic21.010 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.010 5.55 ng/ul 943185  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 1-Tetracosene 336 C24H48 010192-32-2 97
3 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 95
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3047 (21.010 min): BP019271.D\data.ms (-3043) (- m/z 57.05 100.00%
57.0
i SR
oL, 2020271 si00a003a28 509 sy sson e an
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 —
21.00
m/z 43.10  82.55%
LT 2200
O \\\!’1\\\‘f\\4"\\\\’\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
T \
21.00
5000 m/z 83.10 82.16%
125.0
‘ 336.0
oLk ‘u_\uﬂ‘l"‘m,"H_m‘H“‘wwwww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #239256: 2- Chloropropionic acid, hexadecyl ester P ‘
43.0 21.00
m/z 69.00 70.82%
96.0
oL UL 2208 2003320 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M

Quant Title : SVOA 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 18 unknown-04 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.075 2.51 ng/ul 426797  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl abietate 316 C21H3202 000127-25-3 45
2 Chrysene, 5-ethyl- 256 C20H16 054986-62-8 43
3 Phenol, 4,4'-methylenebis[2,6-di... 256 C17H2002 005384-21-4 43
4 Benz[a]anthracene, 7-ethyl- 256 C20H16 003697-30-1 43

5 Benzo[c]phenanthrene, 1,12-dimet... 256 C20H16

004076-43-1 43

Abundance Scan 3058 (21.075 min): BP019271.D\data.ms (-3054) (-

241.2
105.0
5000 302.1
43.1 '
71ﬁ
0! ”WMNHan‘puw%v"m‘gg}ﬁg“‘wégp{}§4§f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220052: Methyl abietate
256.0
121.0
316.0
5000 43.0 185.0
O' ‘\Ml\J”;‘%\\ul\“\\“\J\ \“J \‘JL TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143716: Chrysene, 5-ethyl-
256.0
5000
120.0
50h9 L Hu” Wl ih ‘ Jh

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143615: Phenol, 4,4'-methylenebis[2,6-dimethyl-
241.0

5000

135.0

m/z 241.15 100.00%

o

=
21.00

m/z 256.15  93.22%

-

1
21.00

m/z 105.00  64.89%

-

7
21.00

m/z 185.10  53.09%

=

7
21.00

m/z 91.00  49.94%

8

0 77.Pnh}| L ‘

‘\\\\‘\\‘\\‘\\l\\‘\\\\"\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

7
21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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
Concentration Rank 18

Peak Number 19 9(1H)-Phenanthrenone, 2,3,4...

R.T. EstConc Area Relative to ISTD R.T.
21.869 3.51 ng/ul 596772  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 96
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 95
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 91
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 72

Abundance Scan 3193 (21.869 min): BP019271.D\data.ms (-3189) (- m/z 285.15 100.00%
285.1
- i ka,_wwA\“NW
41.0 = s
Lo Toadbtdden, Ll ss00 asag sssq 2220 220
0 v ot Bl L] b L 2T RS 9P m/z 300.10  57.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200032: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
5000 = e
217.0 21.50 22.00
m/z 217.10  48.87%
O T \‘11“ ‘\“\\h\‘\\” H‘\'\”‘gh‘\‘“‘“lq‘\“‘\“\ll\\\ Jf ‘ \ TTT “\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
— ——
21.50 22.00
5000 m/z 215.10 47 .37%
217.0
l 115.0 \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200031: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah — ——
285.0 21.50 22.00
43.0 o
m/z 203.10 45.74%
5000 215.0
15.0
0’ — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP122723.MA.M Fri Jan 05 10:54:31 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 20 1-Heneicosanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.922 4.03 ng/ul 685655  Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 74
Abundance Scan 3202 (21.922 min): BP019271.D\data.ms (-3199) (- m/z 83.10 100.00%
83.1
5000 Mi\/\_/\
229.2 5500
22.00
3.1 339.2
Ol...{u.ullﬁ..ﬂ‘434~‘2‘535-2 m/z 97.10 90.71%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 IR
22.00
5.0 m/z 55.10 87.85%
O‘\\“J‘\“\\\\“‘\l\‘\\‘!‘h\l\l\g\e‘.\o\\\z‘G\G\.\(\)‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
——
22.00
5000 m/z 69.10 80.92%
isih ||| z510_2ss0 wﬂh
‘\\\\‘\\\‘\\\\‘\'\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol T
83.0 22.00
m/z 111.10 51.27%
- iﬂ
ob L P20 2220 2000 9920 -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.933 6.54 ng/ul 933288  Perylene-di2 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptacosane 380 C27H56 000593-49-7 94
3 Dotriacontane 451 C32H66 000544-85-4 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 2-Methylpentacosane 366 C26H54 000629-87-8 93
Abundance Scan 3374 (22.933 min): BP019271.D\data.ms (-3370) (- m/z 57.10 100.00%
57.1
—
|| L2 252.0 23.00
bt ﬁ‘ L Jﬁ??ﬁ coe) 354.0414147515359  nyz 71.10 71.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 LN
23.00
m/z 43.10 56.24%
|L LT 3570 2670 3380
O\\\\‘\\\\‘\\‘\%‘A\‘\f‘\“f‘\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
—
23.00
5000 m/z 85.10 51.33%
oL ‘ 2270 197.0 267.0 380.0
“H“H“‘H“‘H“H“‘H“‘H“_“‘_“‘_“w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #325755: Dotriacontane —
57.0 23.00
m/z 55.05 22.82%
5000
450.0
LTS 810 200 s -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 22 Heptacosyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.986 7.89 ng/ul 1125250  Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
2 Octacosanol 410 C28H580 000557-61-9 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 3383 (22.986 min): BP019271.D\data.ms (-3379) (- m/z 57.10 100.00%
57.1

o Jpj\/\ww
1p5.1 P
‘ 196.1 280.1 2300
o bhLLLLLLL 196 280.134104018463.3822.4 /7 g3 05  96.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
5000 L
111.0 23.00
m/z 97.10  93.18%
ok 1) JL | 181.0 250.0308.0 378.0438.0
‘\\1‘1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosano
83.0
——
23.00
5000 ITI/Z 55.10 84.31%

J‘Ff'o 222.0 2920 3920

B

O H Ay e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene —
55.0 23.00
m/z 69.05 83.09%
5000
125.0
“ 336.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\

Library Search Compound Report

Data File : BP@19271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA 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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24,257 17.31 ng/ul 2469220  Perylene-d12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 97
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3599 (24.257 min): BP019271.D\data.ms (-3594) (- m/z 57.10 100.00%

57.1
5000

| ‘ \F 71 2111 24.00 24.50
ol b 2t 2951 366948114918 /7 71.10  72.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #320594: Heneicosane, 11-decyl-
57.0
5000 = =
24.00 24.50
295.0 m/z 85.10  55.40%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-
57.0
== -
24.00 24.50
5000 ITI/Z 43.10 54.97%

_m‘HH_‘H_m,‘m,u‘wH_ww_ww_
miz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #275537: Hexacosane T ——
57.0 24.00 24.50

m/z 55.00  23.21%

oW

o || 1270 1970 267.0  367.0
o HMALEC 2970 2670 3870 —

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 24 1-Heptacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.357 9.77 ng/ul 1394510  Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Methoxyhexacosane 396 C27H560 237742-59-5 91
4 Octacosyl acetate 452 (C30H6002 018206-97-8 91
5 1-Hexacosene 364 C26H52 018835-33-1 91
Abundance Scan 3616 (24.357 min): BP019271.D\data.ms (-3612) (- m/z 83.10 100.00%
‘ ‘ 24.00 24.50
57.1 993.1281.0 : :
0 ‘J‘“]T bt e o0, 4622 5343y 57,10 93.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol
57.0
5000 = =
24.00 24.50
1250 m/z 97.10 87.01%
oL dihL L | 282:0 250.0308.0 378.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
— ——
24.00 24.50
5000 m/z 55.00 76.28%
125.0
ol tLLLLLL | 2820 250.0308.0
A e S e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #299852: 1-Methoxyhexacosane “ ——
83.0 24.00 24.50
m/z 43.10 71.29%
h /\ﬁwfv/\/\J\Mdm\/»\
oMo s (T e P
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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 25 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.010  32.78 ng/ul 4676450  Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 78
3 .beta.-Sitosterol 414 C29H500 000083-46-5 48
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 46
5 (3s,85,95,10R,13R,14S,17R)-17-((... 428 C30@H520 020194-50-7 38
Abundance Scan 4067 (27.010 min): BP019271.D\data.ms (-4059) (- m/z 43.10 100.00%
43.1
1071 5131
5000
—
l
——L 4515871 n/z ss.00  71.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— :
414.0 27.00
W 2130 303.0 m/z 57.10 63.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
NN \
27.00
5000 m/z 107.10 63.37%
107.0 414.0
M ‘ 2130 3030
- “ ‘“‘H“ ““‘-wm“h\J‘Ww‘ 70 0 T Y
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol T ‘
43.0 27.00
m/z 105.00 62.19%
5000
414.0
i \ L 250 280
oL b LT T .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00

SFAM-EPA-BP122723.MA.M Fri Jan 05 10:54:38 2024 Page: 29



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010424\
Data File : BP019271.D

Acqg On : 04 Jan 2024 19:22
Operator : MA/JU

Sample : 05951-19

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
Quant Title : SVOA 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|
Bicyclo[3.1.0]h... 6.305 3.0 ng/ul 156085 1 7.793 1026190 20.0
Longifolene 13.698 4.3 ng/ul 393809 3 14.440 1843130 20.0
Cedrol 15.722 4.6 ng/ul 423710 3 14.440 1843130 20.0
unknown-01 15.828 2.2 ng/ul 270465 4 17.198 2445690 20.0
(E)-Hexadec-9-e... 18.040 4.4 ng/ul 538656 4 17.198 2445690 20.0
n-Hexadecanoic ... 18.098 15.9 ng/ul 1942760 4 17.198 2445690 20.0
9-Octadecenoic ... 19.216 2.6 ng/ul 316080 4 17.198 2445690 20.0
(4as,4bR,10aS)-... 19.251 3.8 ng/ul 642604 5 21.304 3400470 20.0
Octadecanoic acid 19.334 3.4 ng/ul 575632 5 21.304 3400470 20.0
unknown-02 19.404 6.1 ng/ul 1043410 5 21.304 3400470 20.0
Pisiferol 20.233 3.8 ng/ul 648268 5 21.304 3400470 20.0
2-Phenanthrenol... 20.398 24.7 ng/ul 4201010 5 21.304 3400470 20.0
4,4'-Bis(tetrah... 20.439 12.9 ng/ul 2190880 5 21.304 3400470 20.0
unknown-03 20.592 2.6 ng/ul 443893 5 21.304 3400470 20.0
Dehydroabietic ... 20.863 2.8 ng/ul 475089 5 21.304 3400470 20.0
((1R,4aR,4bR,10... 20.892 8.2 ng/ul 1392180 5 21.304 3400470 20.0
(DEL) Alkane: C... 21.010 5.5 ng/ul 943185 5 21.304 3400470 20.0
unknown-04 21.075 2.5 ng/ul 426797 5 21.304 3400470 20.0
9(1H)-Phenanthr... 21.869 3.5 ng/ul 596772 5 21.304 3400470 20.0
1-Heneicosanol 21.922 4.0 ng/ul 685655 5 21.304 3400470 20.0
(DEL) Alkane: S... 22.933 6.5 ng/ul 933288 6 23.669 2853440 20.0
Heptacosyl acetate 22.986 7.9 ng/ul 1125250 6 23.669 2853440 20.0
(DEL) Alkane: S... 24.257 17.3 ng/ul 2469220 6 23.669 2853440 20.0
1-Heptacosanol 24.357 9.8 ng/ul 1394510 6 23.669 2853440 20.0
.gamma.-Sitosterol 27.010 32.8 ng/ul 4676450 6 23.669 2853440 20.0
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