LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc :

ALS Vvial : 16 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@19293.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.229 20 24 28 rVB 23820 27428 0.41% 0.051%
2 3.652 93 96 106 rBvV 167729 236568 3.54% 0.436%
3 6.305 541 547 556 rBV2 10633 18914 0.28% 0.035%
4 6.464 568 574 580 rBV2 24860 37833 0.57% 0.070%
5 6.822 630 635 642 rBV6 8707 19668 ©0.29% 0.036%
6 6.981 656 662 675 rVB 355280 584378 8.76% 1.076%
7 7.087 675 680 683 rVw3 11928 19204 0.29% 0.035%
8 7.134 683 688 699 rVB 270805 415779 6.23% 0.766%
9 7.328 714 721 732 rVB 371488 573414 8.59% 1.056%
106 7.793 791 800 807 rBV 382117 595639 8.93% 1.097%
11 8.522 916 924 936 rVW 381638 621729 9.32% 1.145%
12 8.958 991 998 1010 rBV 323717 532899 7.99% 0.981%
13 9.546 1094 1098 1104 rBV6 10128 18791 0.28% 0.035%
14 9.681 1114 1121 1136 rBV 283052 475995 7.13% 0.877%
15 9.905 1151 1159 1162 rBV1e 7601 16001 ©0.24% 0.029%

16 10.228 1207 1214 1231 rBV 392884 744872 11.16% 1.372%
17 10.587 1268 1275 1283 rBV 452708 747242 11.20% 1.376%
18 10.746 1294 1302 1325 rVV 178925 368247 5.52% ©.678%

19 12.252 1552 1558 1566 rBV 23693 48205 0.72% 0.089%
20 12.728 1634 1639 1645 rBV1e 7900 15350 ©0.23% 0.028%
21 12.934 1668 1674 1683 rVB2 42138 67491 1.01% ©.124%
22 13.110 1700 1704 1708 rBV7 11121 15356 0.23% 0.028%
23 13.157 1708 1712 1717 rBV5 16821 24995 0.37% 0.046%
24 13.216 1717 1722 1727 rBv4 36994 67002 1.00% ©.123%
25 13.334 1735 1742 1746 rBV2 55682 87329 1.31% 0.161%
26 13.381 1746 1750 1754 rVV4 20964 31452 0.47% 0.058%
27 13.434 1754 1759 1764 rVB 161030 227408 3.41% 0.419%
28 13.575 1776 1783 1787 rBvV2 141921 254192 3.81% ©0.468%
29 13.699 1796 1804 1808 rBV 1394407 2092521 31.35% 3.853%
30 13.746 1808 1812 1822 rVVv2 533152 868879 13.02% 1.600%
31 13.857 1822 1831 1840 rVV 793461 1216997 18.24%  2.241%
32 13.951 1841 1847 1855 rVB 178846 284339 4.26% 0.524%
33 14.128 1871 1877 1886 rVVv2 861687 1325732 19.87%  2.441%
34 14.210 1886 1891 1895 rVv4 42277 85109 1.28% ©.157%
35 14.251 1895 1898 1905 rwv3 68045 121490 1.82% ©.224%

36 14.322 1905 1916 1915 rVWW3 125607 198453 2.97% 0.365%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc :

ALS Vvial : 16 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 14.363 1915 1917 1920 rVV4 12479 16608 0.25% 0.031%
38 14.440 1923 1930 1937 rVW 706778 1168960 17.52% 2.153%
39 14.493 1937 1939 1944 rVB5 19673 26395 0.40% 0.049%
40 14.581 1951 1954 1958 rVB4 16599 21485 0.32% 0.040%
41 14.687 1966 1972 1982 rBV 408050 708144 10.61% 1.304%
42 14.822 1992 1995 1999 rBv2 18865 26428 0.40% 0.049%
43 14.887 1999 2006 2009 rVV4 39216 74435 1.12% 0.137%
44 14.916 2009 2011 2016 rVB 69045 86198 1.29% ©0.159%
45 15.075 2035 2038 2041 rVV5 12911 18775 0.28% 0.035%
46 15.116 2041 2045 2050 rVV6 13564 26704 0.40%  0.049%
47 15.163 2050 2053 2058 rVB2 12193 17315 0.26% 0.032%
48 15.328 2076 2081 2085 rBvV8 9606 16874 0.25% 0.031%
49 15.434 2089 2099 2108 rBV 1195663 1683915 25.23% 3.101%
50 15.569 2116 2122 2126 rBV 319182 456975 6.85% 0.841%
51 15.604 2126 2128 2134 rVV3 67918 102022 1.53% ©0.188%
52 15.669 2134 2139 2142 rVWV3 51071 80553 1.21% 0.148%
53 15.722 2142 2148 2158 rVB 1616949 2237297 33.52% 4.120%
54 15.851 2167 2170 2174 rVW4 24763 30944 0.46% 0.057%
55 15.887 2174 2176 2179 rVV3 24028 32282 0.48% 0.059%
56 15.928 2179 2183 2194 rVB 166330 266536 3.99% 0.491%
57 16.087 2206 2210 2216 rVB6 27708 46025 0.69% 0.085%
58 16.157 2218 2222 2230 rVV8 30814 72945 1.09% 0.134%
59 16.228 2230 2234 2239 rVB5 30182 47863 0.72% 0.088%
60 16.310 2243 2248 2253 rBv8 12588 25922 0.39% 0.048%
61 16.598 2293 2297 2306 rVB4 55096 86155 1.29% ©0.159%
62 16.698 2310 2314 2319 rVB 48750 57774 0.87% 0.106%
63 16.851 2334 2340 2350 rBV 318487 497592  7.46% 0.916%
64 16.951 2353 2357 2359 rBV3 14744 21278 ©0.32% 0.039%
65 17.092 2378 2381 2385 rVB3 34682 40303 0.60% 0.074%
66 17.140 2386 2389 2391 rBv4 20013 25134 0.38% 0.046%
67 17.192 2393 2398 2404 rVB 917012 1301729 19.51% 2.397%
68 17.292 2409 2415 2425 rVV 1296058 1815288 27.20%  3.343%
69 17.375 2426 2429 2430 rVV3 15907 19908 0.30% 0.037%
70 17.404 2430 2434 2443 rVB6 33821 90824 1.36% 0.167%
71 17.587 2462 2465 2472 rVB6 34967 52214 0.78% 0.096%
72 17.975 2526 2531 2536 rVB4 39896 69625 1.04% 0.128%
73 18.034 2536 2541 2544 rBV 113610 164901 2.47% 0.304%
74 18.092 2544 2551 2566 rVB 807485 1213848 18.19% 2.235%
75 18.375 2594 2599 2603 rBV3 47946 89725 1.34% 0.165%
76 18.498 2617 2620 2626 rBV5 24178 43942 0.66% 0.081%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc :

ALS Vvial : 16 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 18.563 2628 2631 2638 rVB9 37513 65361 ©0.98% 0.120%
78 18.975 2697 2701 2704 rBV5 58185 91657 1.37% 0.169%
79 19.016 2704 2708 2713 rVB 218498 267461 4.01% 0.493%
80 19.110 2722 2724 2730 rBV5 19998 25437 0.38% 0.047%
81 19.186 2731 2737 2738 rBV2 96295 134126 2.01% 0.247%
82 19.210 2738 2741 2744 rBV 133798 150450 2.25% 0.277%
83 19.328 2757 2761 2770 rBV 448653 587482 8.80% 1.082%
84 19.404 2771 2774 2779 rVB3 66901 85015 1.27% 0.157%
85 19.539 2792 2797 2803 rBV 1824260 2324489 34.83% 4.280%
86 19.704 2822 2825 2834 rVB2 113471 162461 2.43% 0.299%
87 19.781 2834 2838 2842 rBV 154047 194578 2.92% 0.358%
88 20.039 2878 2882 2892 rVB4 113383 188524  2.82% 0.347%
89 20.228 2910 2914 2923 rVB 1020692 1417103 21.23% 2.609%
90 20.398 2937 2943 2946 rBV 5473193 6673668 100.00% 12.289%
91 20.433 2946 2949 2961 rVB 2649467 3750150 56.19% 6.906%
92 20.545 2966 2968 2971 rVB2 78797 81179 1.22% 0.149%
93 21.004 3043 3046 3053 rVB 695385 939876 14.08% 1.731%
94 21.104 3059 3063 3070 rVB2 386337 568370 8.52% 1.047%
95 21.298 3091 3096 3109 rBV 1519533 1970122 29.52% 3.628%
96 21.863 3188 3192 3195 rBV 437721 589114 8.83% 1.085%
97 21.916 3196 3201 3212 rVB 2044127 3187079 47.76% 5.869%
98 22.386 3277 3281 3285 rBV 246200 336291 5.04% 0.619%
99 23.510 3466 3472 3483 rVB2 1351741 2707605 40.57% 4.986%
100 23.663 3492 3498 3507 rVB 957786 1839949 27.57% 3.388%

Sum of corrected areas: 54306288

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:02 2024 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP©19293.D

Acqg On : 05 Jan 2024 22:10

Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance TIC: BP019293.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.434 3.89 ng/ul 227408  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 95
2 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 94
3 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 93
4 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 93
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 89

Abundance Scan 1759 (13.434 min): BP019293.D\data.ms (-1754) (- m/z 108.05 100.00%
108.1
- 4 ﬂ_Jx“AKNJ
189.1 WA
| \‘ ” “ \J b 280.9 3549 443.2501.3 o
Ol AL L4 £O70 9998 Aaeell — m/z 91.00  84.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80521: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met
161.0
5000 T
13.50
91.0 m/z 104.95 76.74%
)
O-TJ\.H‘)“H\ALU\\\“‘l\”‘\"\'hw" \‘\‘\‘\H\‘\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80554: 1,4-Methano-1H-indene, octahydro-4-methyl-8-n
108.0
e
410 13.50
5000 m/z 161.05 74.62%
l ‘ 204.0
0 WWM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80555: 1,4-Methano-1H-indene, octahydro-4-methyl-8-n
108.0 13.50
m/z 93.05 71.22%
5000 41.0
\ 204.0
O\HJH'\HllH A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Cycloisolongifolene, 9,10-d... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.575 4.35 ng/ul 254192  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 58
2 (1aS,4aS,8aR)-4a,8,8-Trimethyl-2... 282 C15H22 051446-91-4 42
3 4-Methyl-2H-benzopyrane 146 C1@H1e0 021776-94-3 30
4 1H-Indene, 5-hexyl-2,3-dihydro- 202 C15H22 054889-55-3 30
5 2(1H)-Pyridinone, 3,4-dihydro-5-... 187 C12H13NO 085597-76-8 25
Abundance Scan 1783 (13.575 min): BP019293.D\data.ms (-1776) (- | m/z 91.00 100.00%
91.0 187.1
5000
\ Mliil] o
0Ltk bAbRALLLL  281.0 347.6 420.0486.2549. ./, 131 90 87.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
69.0
5000 el :
13.50
k F m/z 187.10  87.60%
0 \h\H‘m{\m\lh\t\"‘“\ﬁm\‘l\‘J\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78081: (1aS,4aS,8aR)-4a,8,8-Trimethyl-2-methylene-1,
117.0
SN T
13.50
5000 m/z 105.05 67.85%
55. 202.0
0! Mm‘u"m"m‘mww_wwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24919: 4-Methyl-2H-benzopyrane P
131.0 13.50
m/z 116.95 63.17%
5000
51.0
ol L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Longifolene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.698 35.80 ng/ul 2092520  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 99
3 Longifolene 204 C15H24 000475-20-7 99
4 Longifolene 204 C15H24 000475-20-7 98
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 98

Abundance Scan 1804 (13.699 min): BP019293.D\data.ms (-1796) (- m/z 90.95 100.00%

91.0 161.1
5000
Pt _—
MM l ‘\ \ B jaingd
ob iALLRAL || 1221.0282.9 355.0412.9 5028 ./ 161.10  87.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0
5000
13.50 14.00
29 v \ m/z 104.95 73.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80430: (3R,4aS,5R)-4a,5-Dimethyl-3-(prop-1-en-2-yl)-1,
161.0
91.0 A A
13.50 14.00
5000 m/z 93.05 63.79%
il 1
o_m\ M
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #80109: Longifolene
91.0 161.0 13.50 14.00
m/z 78.95 60.50%
5000
iftiiH
11111
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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Naphthalene, 1,2,3,4,4a,7-h... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.746  14.87 ng/ul 868879  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,7-hexahy... 204 C15H24 016728-99-7 76
2 Copaene 204 C15H24 003856-25-5 74
3 .alpha.-Cubebene 204 C15H24 017699-14-8 64
4 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 58
5 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 58
Abundance Scan 1812 (13.746 min): BP019293.D\data.ms (-1808) (- m/z 119.10 100.00%
119.1
5000{ 41-0
204.1
‘\" 13.50 14.00
ol AMAKLLLLLL. | 2828 ssasat3147515327 /703 00 79.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80341: Naphthalene, 1,2,3,4,4a,7-hexahydro-1,6-dimett
119.0
41.0
5000
13.50 14.00
' 204.0 m/z 91.00 67.78%
0 HﬂthLL‘l'L”lmr“H\’
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80077: Copaene
161.0
s —
13.50 14.00
5000 93.0 m/z 161.10  64.58%
il
0 ‘\\“‘JN\H!J‘LHHAM N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80162: .alpha.-Cubebene AAﬁA‘ ‘ =
161.0 13.50 14.00
m/z 69.05 59.44%
5000
41.0
0”\‘“70‘%, ot A
miz--> 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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 5 cis-Thujopsene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.951 4.86 ng/ul 284339  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Thujopsene 204 C15H24 000470-40-6 99
2 cis-Thujopsene 204 C15H24 000470-40-6 96
3 cis-Thujopsene 204 C15H24 000470-40-6 93
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 93
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 83

m/z 119.00 100.00%

Abundance Scan 1847 (13.951 min): BP019293.D\data.ms (-1841) (
119.0

50001 41.0

| M\ “‘\

-

204.2

“HIIH || 266.9 354.9 429.1489.1547 14.00
H”4m_uuuuu‘_‘:w‘H‘_W‘W‘H;_“q‘u‘ﬁ' m/z 105.05 78.98%

o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80141: cis-Thujopsene
119.0
5000 T T
14.00
41.0 ’ 204.0 m/z 123.10 64.18%
0HJL‘“““I\Hd\l?'\l\[llL“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80131: cis-Thujopsene
119.0
410 14.00
5000 | m/z 93.85 61.10%
\" 204.0
oHw\x‘l\}‘um.\\,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80143: cis-Thujopsene
123.0 14.00
m/z 121.05 60.91%
41.0
5000 204.0
ok LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 (S)-4',5,5-trimethyl-[1,1'-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.252 2.08 ng/ul 121490  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (s)-4',5,5-trimethyl-[1,1'-bi(cy... 204 C15H24 1000456-25-4 50
2 Camphene 136 C10H16 000079-92-5 49
3 Limonene 136 C1@H16 000138-86-3 41
4 Camphene 136 C1OH16 000079-92-5 38
5 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16 003760-14-3 38
Abundance Scan 1898 (14.251 min): BP019293.D\data.ms (-1895) (- | m/z 93.00 100.00%
- M
1611 e —=5
“ ” 6‘ 21, 3549 14.00 14.50
ol wm A 279 8 D00, 42894918549 1)z 68.00 80.43%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #80277. (S)-4',5,5-trimethyl-[1,1"-bi(cyclohexane)]-1,3'-die
93.0
5000 204.0 S [y
14.00 14.50
m/z 121.05 61.25%
04+ 1””“'“‘ IMH‘“ ‘\“\‘l‘\ i ‘\\ L B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18001: Camphene
93.0
— —
14.00 14.50
500007, m/z 67.05 58.18%
OI‘M M\,,
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #17996: Limonene —T —
68.0 14.00 14.50
m/z 94.00  48.57%
5000
” 136.0
miz--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Bicyclo[2.2.1]heptane, 2,2-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.322 3.40 ng/ul 198453  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C1@H16 005794-03-6 55
2 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 49
3 (1R,4R,5S5)-1,8-Dimethyl-4- (prop—... 204 C15H24 729602-94-2 49
4 1,3-Cyclohexadiene, 5-(1,5-dimet... 204 C15H24 000495-60-3 49
5 1,3,6-Heptatriene, 2,5,5- trlmethyl 136 C10H16 029548-02-5 42

Abundance Scan 1910

(14.322 min): BP019293.D\data.ms (-1905) (- m/z 119.05 100.00%
119.1

==

50001 41.0
204.2 ‘ 14.00 14.50
0 \ \ 1 “ ‘ o 28113410 42904894548, 93 15  84.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18255: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene
93.0
5000
14.00 14.50
}% m/z 121.05 67.00%
0\\19“\\“1\ J‘\f’
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #80396. Bicyclo[7.2.0]Jundec-4-ene, 4,11,11-trimethyl-8-n
93.0
) o
14.00 14.50
5000 161.0 m/Z 79.00 56.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro = —
119.0 14.00 14.50
m/z 91.00 54.40%
5000
41.0
\ ’ } 204.0
om«l‘”‘\lwM“MW_H‘,"H_Mwwww Sl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Cedrol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.722  38.28 ng/ul 2237300  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrol 222 C15H260 000077-53-2 91
3 Cedrane, 8-propoxy- 264 C18H320 019870-75-8 87
4 Cedrol 222 C15H260 000077-53-2 83
5 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 64

Abundance Scan 2148 (15.722 min): BP019293.D\data.ms (-2142) (- m/z 95.05 100.00%
95.0

o

5000
207.2 ! ‘
i
ol STAMLILLULLLL | 267.0 341.0 4291 5167 /7 151 .00  60.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101901: Cedrol
95.0
5000 —— —
161.0 15.50 16.00
\“ }‘ m/z 150.05  53.74%
OMTL”““!I ‘\I“\\\‘\‘f“l\\\‘f%?%p‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedro
95.0
—r— —
15.50 16.00
5000 m/z 43.00  43.28%
207.
sl
OW*\L‘TJ‘UM“ H““‘“\‘f“Lm‘m"mwm‘mwm,mw
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153469: Cedrane, 8-propoxy- == =
150.0 15.50 16.00
m/z 81.05 39.21%
43.0
5000
2 2.0
0 — A
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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 9 Tricyclo[6.3.0.0(1,5)]undec... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.928 4.10 ng/ul 266536  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[6.3.0.0(1,5)]undecan-4-... 192 C13H200 1000153-99-8 53
2 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 38
3 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 38
4 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 38
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 35

Abundance Scan 2183 (15.928 min): BP019293.D\data.ms (-2179) (- m/z 135.00 100.00%
135.0

5000

?'

\
16.00

m/z 91.00 69.16%

\“ f‘l \! ““m\“ ol H 12786 341.9 41514771 5421

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

Abundance #66923: Tr|cyc|o[6 3.0.0(1,5)]Jundecan-4-one, 5,9-dimethy
135.

o

%

50007 41.0 —
16.00
m/z 136.00  51.05%
T
0‘\\ff“\l\\\‘\\\\”%”\“1‘4’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18713: Benzaldehyde, 4-methoxy-
135.0
=
16.00
m/z 192.10  39.39%
5000 770
01“‘5591‘{[‘“‘1"““‘mH_H‘,mwww_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18757: 4-Hydroxy-2-methylbenzaldehyde e
135.0 16.00
m/z 177.10  36.54%
5000
77.0
L S M‘ ‘
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 10 Palmitoleic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.034 2.53 ng/ul 164901  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 98
2 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 98
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 98
4 Palmitoleic acid 254 C16H3002 000373-49-9 97
5 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 95

Abundance Scan 2541 (18.034 min): BP019293.D\data.ms (-2536) (- m/z 55.00 100.00%

n 2 . .
5000
\ ‘ 18.00 |
} ‘ 236.2 4 :
o_Hl“‘l‘H'““u'w‘fmmuh e 34804011 489.0547.0 1/, 69.00  53.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
5000 =
18.00
m/z 41.05 53.51%
H 236.0
0‘\\J‘fL“J\l\H\J\A\“\llv\“\‘l\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212148: cis-13-Eicosenoic acid
55.0
T \
18.00
5000 m/z 83.10 35.77%
292.0
RS, aono
OW‘H‘WJ‘H" \“\”\‘ﬂ\‘l\‘\?\‘l\\\\“HH‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11- T ‘
55.0 18.00
m/z 97.05 32.85%
5000
|
o"HJ‘“Mu'vww‘wmh‘H‘wH‘w‘wwww ZAhd
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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.092 18.65 ng/ul 1213850  Phenanthrene-d10 17.192
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 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2551 (18.092 min): BP019293.D\data.ms (-2544) (- m/z 73.00 100.00%
73.0
5000
213.2
=T 1 T
e |, 4 1000
o_HU‘M\‘\M‘_m\HW?J0"?’575?“4‘2‘99“?99‘5”‘ m/z 59.95 83.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
18.00
V 213.0 m/z 43.05 80.56%
0‘\\\“‘\1\~|‘\Jl“\l‘\\‘J\f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
1 \
18.00
5000 m/z 57.05 71.24%
129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid e
73.0 18.00
m/z 55.00 67.80%
256.0
5000
y 157.0
ol sl Bl
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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.016 4.11 ng/ul 267461  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 95
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 94
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 91
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 89
5 Pyrazol-5-amine, 1-cyclohexyl-3-... 255 C16H21N3 311790-61-1 43
Abundance Scan 2708 (19.016 min): BP019293.D\data.ms (-2704) (- m/z 255.15 100.00%
173.1 255.2
5000
69.0
VARV 9,9\
Ll SR w
obd Ak MM i M L 3562 43124901549, /5 173,19 84.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161420: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-
255.0
5000 159.0 — :
69.0 19.00
‘ m/z 159.05  68.34%
0 \\\"‘l\‘\‘\u“\H\“\h\m‘lﬂ\\\\\‘\J\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161418: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢
255.0
T \
159.0 19.00
50001 9.0 ' m/z 185.05 59.67%
0 MJ‘“\xi\m.m,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161417: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10z e :
159.0 255.0 19.00
m/z 69.00 32.24%
5000
69.0
0 jJ“JhJ‘AMM\J“\“ —r—
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 9,12-Octadecadienoic acid (... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.186 2.06 ng/ul 134126  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 92
2 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 91
3 9,12-0Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 90
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 64
5 Methyl 9,12-heptadecadienoate 280 C18H3202 1000336-36-2 49

Abundance Scan 2737 (19.186 min): BP019293.D\data.ms (-2731) (- m/z 67.05 100.00%

67.0 2121
5000

S —
281.0 19.00 19.50

i ‘“MwmhMﬂwm‘”‘M‘M?%%14QT§H‘AQR?§4% m/z 212.05  87.62%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 — —

19.00 19.50
m/z 81.00  76.66%
|

% 280.0
"ﬁmw‘9?9‘W‘”W‘”‘U‘”\”‘W‘”‘W‘”\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid

67.0

— —
19.00 19.50

o

5000 m/z 55.00 69.46%
}1 280.0
OM*MWMW**ﬁijgﬁg*w*H*w*wa*ww‘w*H*w*H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173581: 9,12-Octadecadienoic acid (Z,2)- — T
67.0 19.00 19.50

m/z 95.05 58.23%

5000
i WMJ\\JWW
h ’1F||A J m l x L ‘

”\m 0
O rriy \‘\u\‘\u\‘1u\‘\u\‘uH‘\m‘\m‘\m‘uu‘\ ! ! T
m/z--> 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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 +trans-13-Octadecenoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.210 2.31 ng/ul 150450  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 93
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 90
4 9-Hexadecenoic acid 254 C16H3002 002091-29-4 81
5 Oxacyclotetradecane-2,11-dione, ... 240 C14H2403 074685-36-2 74

Abundance Scan 2741 (19.210 min): BP019293.D\data.ms (-2738) (- m/z 55.10 100.00%
58.1

%

5000
h ‘50 20‘2 026? 1 455.5 19.00 19.50
ob MbbLg ol [ 3558415047675368 0 69 05 71.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176229: trans-13-Octadecenoic acid
55.0
5000 — ——
19.00 19.50
m/z 83.05 66.42%
J” 264.0
0‘\\“!““ ‘\h \\"“\l\“‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid
55.0
—r —
19.00 19.50
5000 m/z 41.05 59.57%
264.0
0 ik ““ H“‘u""w“1MJm‘w_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid T —
55.0 19.00 19.50
m/z 43.10 52.08%
- ﬂmﬁMNﬁkﬂwj\vAM«MA~mf
2640
ol e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:17 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

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 15 Octadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
19.328 5.96 ng/ul 587482  Chrysene-d12 21.298
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 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2761 (19.328 min): BP019293.D\data.ms (-2757) (- m/z 73.00 100.00%
73.0

.

5000
241.2
“ ‘H J \ 269 4012 19.00 19.50
o AL UL LT 18269 4012 476.0 B49. /0 43,19 87.27%
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
’ “‘ 1850  284.0 m/z 60.00 83.56%
0‘\\‘\”" ‘!\'[MHIH\“‘\!\\‘\\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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 57.10 74.76%
284.0
A1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid o —
73.0 19.00 19.50
m/z 55.00 74.22%
5000 284.0
185.0
ol L M‘”h\w\“““ s -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:18 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.228 14.39 ng/ul 1417100  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 91
2 (+)-4-Methoxy-6-ketomorphinan 271 C17H21NO2 1000129-08-5 50
3 (-)-Morphinan-6-one, 4-methoxy- 271 C17H21NO2 1000129-09-1 50
4 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 43
5 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO 069751-55-9 43

Abundance Scan 2914 (20.228 min): BP019293.D\data.ms (-2910) (- m/z 271.10 100.00%
2711
5000 1751 Am
69.0 — J\T s
| ’ 1}” ‘ 20.00 20.50
bbbl L Ly 1] 3410 4149 8030 1y 975 10 36.03%
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
271.0
175.0
5000 — -
20.00 20.50
69.0 m/z 201.10  35.66%
0 \‘\H\l\“["\\1w‘\m‘“\‘\II\M\“h‘|“\ ﬂ ldil}\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162310: (+)-4-Methoxy-6-ketomorphinan
271.0
— -
150.0 20.00 20.50
5000 m/z 189.85  25.77%
44.0 ’ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162311: (-)-Morphinan-6-one, 4-methoxy- — s
271.0 20.00 20.50
m/z 286.10 22.00%
150.0
5000
44.0 \ ‘
o‘HJ'\ﬁm‘“‘u“""*“‘"nu"uu*%H_"_‘H_m‘w‘w‘w_ — 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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 unknown-01 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.398 67.75 ng/ul 6673670  Chrysene-d12 21.298
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 96
3 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 27
4 Silane, methylvinyl(3-methylbuto... 286 C16H3402Si 1000416-31-4 27
5 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO 069751-55-9 22

Abundance Scan 2943 (20.398 min): BP019293.D\data.ms (-2937) (- m/z 271.15 100.00%
175.1 271.1

5000

%
=

690 - ‘
| | \ | 20.00 20.50

_ml,‘hw bl L L) L] 3409 416.2475.0587.1 1/ 175 95 86.65%

miz—> 0 50 100 150 200 250 300 350 400 450 500 550

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 201.10  66.07%

69.0

0 ‘\”\u‘l\h\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
271.0

|

— ‘
175.0 20.00 20.50
5000 m/z 189.10  36.93%

69.0
| \u | ‘mh Lu il wJ ” \Jw L

——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162211: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-0x0-2 — :
201.0 271.0 20.00 20.50

m/z 286.10  31.12%

O

-

5000

115.0

-

0 Mxnh IHhA.nJu“\

— ‘
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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.433  38.07 ng/ul 3750150  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 90
2 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C1@H10N40 1000260-59-4 20
3 (4-Methoxyphenyl) (5-methyl-2-fur... 202 C13H1402 1000440-64-7 20
4 8-Hydroxy-naphthoic acid, methyl... 202 C12H1003 005991-56-0 18
5 2-(2-Methoxynaphthalen-1-yl)-2-m... 228 C15H1602 032454-20-9 15

Abundance Scan 2949 (20.433 min): BP019293.D\data.ms (-2946) (- m/z 202.10 100.00%
2021
5000 Aﬂﬂ\
4“1 14 20.50
0! 356.1 430.0 503.1 m/z 199.10  72.50%
m/z--> 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 60.09%
0 \H‘l\“w“‘\‘\"\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8
202.0
=
0.0 20.50
5000 m/z 185.10  49.03%
} ’ G
0 HMwwam¢mme S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77897: (4-Methoxyphenyl)(5-methyl-2-furyl)methane —
202.0 20.50
m/z 284.15  48.37%
5000
144.
43.0 l
Qb bbb -
miz--> 50 100 150 200 250 300 350 400 450 500 550 20.50
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Data Path :

Data File

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
: BP@19293.D

Library Search Compound Report

: 05 Jan 2024 22:10
: MA/JU
: 05953-09

. 16

Quant Title

TIC Library

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

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

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 19 1-Heneicosyl formate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.004 9.54 ng/ul 939876  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 97
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 1-Nonadecene 266 C19H38 018435-45-5 95
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3046 (21.004 min): BP019293.D\data.ms (-3043) (- ' m/z 57.10 100.00%
57.1
- WJ\QM
LN \
( | l 2151 2810 355.1415.1477.3 549, 2190
O MLy L7 2810 355.14151477.3 54 m/z 55.05 84.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — |
21.00
1 5.0 m/z 83.05 75.79%
‘\\\ ’\!f\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155961: 1-Nonadecene
97.0
LN \
21.00
5000 m/z 43.05 74.96%
29.0
0 \‘ Iy \J\ ‘\ ‘|16.80 266.0
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155959: 1-Nonadecene —
57.0 21.00
m/z 69.05 69.41%
5000
125.0
‘ 2660
mlz--> 0 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\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 2,4-Cycloheptadien-1-one, 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.104 5.77 ng/ul 568370  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Cycloheptadien-1-one, 2-(die... 269 C18H23NO 133436-07-4 80
2 4-Cumylphenol, TMS derivative 284 (C18H240Si 261502-93-6 46
3 1,3-Dimethyl-5-(3-methyl-1H-indo... 269 C15H15N302 066723-75-9 38
4 2,3-Diphenylindole 269 C20H15N 003469-20-3 30
5 1,2-Diphenyl-1H-indole 269 C20H15N 018434-12-3 27

Abundance Scan 3063 (21.104 min): BP019293.D\data.ms (-3059) (- m/z 269.10 100.00%

269.1
5000 199.1
41.0 ‘ ‘

[
115.0 21.00 21.50

0 343.0  430.0_503.3 m/z 199.16  51.69%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159751: 2,4-Cycloheptadien-1-one, 2-(diethylamino)-7-r
269.0
136.0

5000 Sl e
9.0 21.00 21.50

m/z 157.00 37.61%

“f T” JLM}‘ H”\‘h \‘Im‘\‘l“\ ‘l\“ \“l‘ J‘ l\ ’ “\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179073: 4-Cumylphenol, TMS derivative
269.0

—
21.00 21.50

o

5000 m/z 227.05  33.84%
73.0
207.0
0 ‘HM‘NJJ‘R‘VHA“‘H“"M‘H“_“‘_“‘_“w“‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159363: 1,3-Dimethyl-5-(3-methyl-1H-indol-2-yl)-1,3-dih T T
269.0 21.00 21.50

m/z 173.10  22.68%

5000
115.0 183.0
‘\ 1 1 1 \\

L RS - -
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.863 5.98 ng/ul 589114  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 95
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 91
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 72
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 015340-83-7 60

Abundance Scan 3192 (21.863 min): BP019293.D\data.ms (-3188) (- m/z 285.10 100.00%

285.1
5000 217.1

410 1150

i

TRy i i \ 355.1415.9477.0535.1 2150 2200
0 bbbl g bl ol 1o 1L 2501 415.9477.0539.1 m/z 300.10  57.97%
miz--> 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
5000 s
217.0 21150 22.00
H m/z 217.10  46.28%
0 \‘\ h\ \“‘L\“\ hfd 1‘ ‘IJW “{‘ \‘“‘“\J‘ \‘“‘\.“\l l\ \‘; \“I\ ?l\‘\ “\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

=

21.50 22.00

m/z 215.85 45.57%
5000 217.0 /

69.0
‘ \h ‘ w’ Ik u‘flm \M‘ A ”\ l L L |

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

O

.

285.0 21.50 22.00
43.0 m/z 203.05  40.58%
5000 215.0
115.0
0l = e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 Tetralin, 6-acetyl-8-isopro... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.916 32.35 ng/ul 3187080 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetralin, 6-acetyl-8-isopropyl-2... 244 C17H240 1000155-43-5 64
2 2-Chloro-4-nitroaniline, N-trime... 244 C9H13CIN202Si 1000461-74-7 38
3 Glutaric acid, 2,2,3,3-tetrafluo... 372 C17H28F404 1000391-51-7 38
4 6-Methyl-2-(methylthio)-4-pyrimi... 244 C9H16N2S2Si 1000479-10-2 30
5 2,8-Disilatricyclo[7.3.0.0(3,7)]... 244 C14H20Si2 1000163-56-4 30
Abundance Scan 3201 (21.916 min): BP019293.D\data.ms (-3196) (- | m/z 229.10 100.00%
2291
5000
159.1
55.0
HH‘ ‘ } 314.2 22.00
0 } Lddddtd L LT 4010 47708347 0500 10 53.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #128608: Tetralin, 6-acetyl-8-isopropyl-2,5-dimethyl-
229.0
5000 430 U
22.00
m/z 243.15 30.20%
0‘\\H\‘\\‘\\\\O‘JQWl““J\\\I\‘l\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128835: 2-Chloro-4-nitroaniline, N-trimethylsilyl-
73.0 229.0
e
22.00
5000 m/z 159.18  29.94%
16?
o' wdmhmm H“{_“HL . ‘\"H‘_‘H_m_m‘mwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #280767: Glutaric acid, 2,2,3,3-tetrafluoropropyl nonyl es —=
229.0 22.00
115.0 m/z 55.05 21.61%
5000
55.0 ‘ \
0"m"W'ul““""‘mm_w” L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc

ALS vial : 16 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 23 9-Octadecenamide, (Z)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.386 3.41 ng/ul 336291 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 92
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
4 9-Octadecenamide 281 C18H35NO 003322-62-1 90
5 Palmitoleamide 253 C16H31NO 106010-22-4 90
Abundance Scan 3281 (22.386 min): BP019293.D\data.ms (-3277) (- | m/z 59.00 100.00%
59.0
5000 ﬁVAMNvu‘MWJ\w«NAWWWMWN
‘ 128.0 2256 éﬁSd
281.0 : :
ok, Hlﬂ“‘m}w“w”mmun N0 TN, BT3B as6 s T o 00 71.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
5000 == —
22.00 22.50
m/z 55.05 53.26%
281.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174775: 9-Octadecenamide, (2)-
59.0
— —
22.00 22.50
5000 m/z 43.05 40.65%
R T A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174774: 9-Octadecenamide, (Z)- — —
59.0 22.00 22.50
m/z 57.10 36.43%
5000
281.0
0 HH‘*"W‘}M:,um‘HH_ujmw‘mwmmm_m_ - —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019293.D

Acqg On : 05 Jan 2024 22:10
Operator : MA/JU

Sample : 05953-09

Misc :

ALS Vvial : 16 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|
Naphthalene, 1,... 13.434 3.9 ng/ul 227408 3 14.440 1168960 20.0
Cycloisolongifo... 13.575 4.3 ng/ul 254192 3 14.440 1168960 20.0
Longifolene 13.698 35.8 ng/ul 2092520 3 14.440 1168960 20.0
Naphthalene, 1,... 13.746 14.9 ng/ul 868879 3 14.440 1168960 20.0
cis-Thujopsene 13.951 4.9 ng/ul 284339 3 14.440 1168960 20.0
(S)-4',5,5-trim... 14.252 2.1 ng/ul 121490 3 14.440 1168960 20.0
Bicyclo[2.2.1]h... 14.322 3.4 ng/ul 198453 3 14.440 1168960 20.0
Cedrol 15.722 38.3 ng/ul 2237300 3 14.440 1168960 20.0
Tricyclo[6.3.0.... 15.928 4.1 ng/ul 266536 4 17.192 1301730 20.0
Palmitoleic acid 18.034 2.5 ng/ul 164901 4 17.192 1301730 20.0
n-Hexadecanoic ... 18.092 18.6 ng/ul 1213850 4 17.192 1301730 20.0
Phenanthrene, 1... 19.016 4.1 ng/ul 267461 4 17.192 1301730 20.0
9,12-Octadecadi... 19.186 2.1 ng/ul 134126 4 17.192 1301730 20.0
trans-13-Octade... 19.210 2.3 ng/ul 150450 4 17.192 1301730 20.0
Octadecanoic acid 19.328 6.0 ng/ul 587482 5 21.298 1970120 20.0
2-Phenanthrenol... 20.228 14.4 ng/ul 1417100 5 21.298 1970120 20.0
unknown-01 20.398 67.8 ng/ul 6673670 5 21.298 1970120 20.0
4,4'-Bis(tetrah... 20.433 38.1 ng/ul 3750150 5 21.298 1970120 20.0
1-Heneicosyl fo... 21.004 9.5 ng/ul 939876 5 21.298 1970120 20.0
2,4-Cycloheptad... 21.104 5.8 ng/ul 568370 5 21.298 1970120 20.0
9(1H)-Phenanthr... 21.863 6.0 ng/ul 589114 5 21.298 1970120 20.0
Tetralin, 6-ace... 21.916 32.4 ng/ul 3187080 5 21.298 1970120 20.0
9-Octadecenamid... 22.386 3.4 ng/ul 336291 5 21.298 1970120 20.0
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