LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc :

ALS Vvial : 20 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@19219.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.664 95 98 111 rWV 74135 119642 ©0.80% 0.099%
2 3.764 111 115 123 rVV2 53116 78788 0.53% 0.065%
3 6.311 539 548 558 rBvV2 41614 71754 0.48% 0.059%
4 6.469 570 575 582 rBV 125374 190830 1.28% 0.158%
5 6.981 650 662 676 rVB 557055 915775 6.14% 0.757%
6 7.099 676 682 684 rVW 59090 93443 0.63% 0.077%
7 7.140 684 689 699 rVB 458385 711930 4.78% 0.588%
8 7.334 714 722 732 rVB 558205 897737 6.02% 0.742%
9 7.687 778 782 790 rVB 49028 80483 0.54% 0.067%
10 7.799 794 801 809 rBV 681218 1061399 7.12% 0.877%
11 8.522 918 924 936 rVV 588044 938317 6.29% 0.775%
12 8.628 936 942 951 rVB 97224 156618 1.05% 0.129%
13 8.963 992 999 1011 rVB 516201 830582 5.57% 0.686%
14  9.546 1092 1098 1107 rVB 79605 130114 ©0.87% 0.108%
15 9.681 1113 1121 1128 rBV 431489 704751 4.73%  0©.582%
16 10.228 1206 1214 1232 rBV 639975 1147362 7.70% 0.948%
17 10.593 1268 1276 1284 rBV 838565 1377000 9.24% 1.138%
18 10.746 1296 1302 1313 rBV 105498 198975 1.33% 0.164%
19 10.975 1335 1341 1348 rBV3 69160 134111 0.90% 0.111%
20 12.169 1536 1544 1552 rBv4 174281 273710 1.84% 0.226%
21 12.798 1646 1651 1656 rBV 38909 61293 0.41% 0.051%
22 12.940 1668 1675 1681 rBV 143381 211587 1.42% 0.175%
23 13.222 1718 1723 1730 rVB 383452 560421 3.76% 0.463%
24 13.316 1735 1739 1741 rBV 67633 88945 0.60% 0.074%
25 13.446 1755 1761 1766 rBV 557405 783382 5.25% 0.647%

26 13.581 1777 1784 1787 rBV3 433064 797362 5.35%
27 13.616 1787 1790 1798 rVB4 274952 464584  3.12%
28 13.704 1798 1805 1810 rBV 5007918 7549444 50.64%
29 13.751 1810 1813 1824 rVB2 1040332 1527311 10.24%
30 13.857 1824 1831 1837 rBV 1306921 1958443 13.14%
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31 13.957 1843 1848 1859 rVB2 870674 1278581  8.58%
32 14.134 1867 1878 1888 rBV 1449652 2466999 16.55%
33 14.228 1888 1894 1895 rVv2 106059 194302 1.30%
34 14.257 1895 1899 1903 rVV 914840 1455426  9.76%
35 14.334 1907 1912 1917 rVV 1481773 2065028 13.85%
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36 14.445 1917 1931 1937 rVV 1308603 2577460 17.29% 2.130%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc :

ALS Vvial : 20 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 14.504 1937 1941 1948 rVV 352465 640994  4.30% 0.530%
38 14.557 1948 1950 1951 rVvv2 89413 88131 ©.59% 0.073%
39 14.593 1951 1956 1960 rVV2 326384 531015 3.56% 0.439%
40 14.634 1960 1963 1965 rVV2 66635 97530 0.65% 0.081%
41 14.687 1965 1972 1981 rVv4 687348 1590945 10.67% 1.315%
42 14.763 1981 1985 1988 rVv2 52053 84057 0.56% 0.069%
43 14.810 1988 1993 2000 rVV3 180316 310879 2.09% 0.257%
44 14.898 2000 2008 2010 rVV 331985 534567 3.59% 0.442%
45 14.928 2010 2013 2018 rVV 387344 504108 3.38% 0.417%
46 14.992 2018 2024 2030 rVB3 56468 110679 0.74% 0.091%
47 15.134 2042 2048 2052 rVW2 96762 170945 1.15% 0.141%
48 15.440 2093 2100 2106 rBV 1760134 2541344 17.05% 2.100%
49 15.569 2116 2122 2126 rBV 429228 609782 4.09% 0.504%
50 15.610 2126 2129 2133 rVB2 113868 142613 0.96% 0.118%
51 15.675 2135 2140 2144 rBV2 185620 288687 1.94% 0.239%
52 15.728 2144 2149 2159 rVB 3393337 4633475 31.08% 3.829%
53 15.857 2168 2171 2175 rVV3 109713 178774 1.20% 0.148%
54 15.898 2175 2178 2180 rVV 171864 223216 1.50% 0.184%
55 15.934 2180 2184 2193 rVB2 480702 735833 4.94% 0.608%
56 16.092 2202 2211 2218 rBV5 138098 294375 1.97% 0.243%
57 16.175 2218 2225 2232 rVWW6 115727 337466  2.26% 0.279%
58 16.228 2232 2234 2240 rVB3 56663 76224 0.51% 0.063%
59 16.469 2270 2275 2279 rBvV7 46708 90803 0.61% 0.075%
60 16.657 2303 2307 2312 rBV5 34724 74521 0.50% 0.062%
61 16.851 2334 2340 2351 rBV 1159382 1780692 11.94% 1.472%
62 16.957 2352 2358 2365 rvv4 120721 315761 2.12% 0.261%
63 17.104 2379 2383 2388 rBV 131483 188073 1.26% ©.155%
64 17.198 2390 2399 2405 rVV 1557113 2320226 15.56% 1.918%
65 17.298 2410 2416 2421 rBV 1862943 2677097 17.96%  2.213%
66 17.422 2430 2437 2444 rVB 352252 822720 5.52% 0.680%
67 17.698 2481 2484 2488 rVB 84790 97207 0.65% ©0.080%
68 17.981 2527 2532 2537 rBV2 139619 211384 1.42% 0.175%
69 18.039 2537 2542 2546 rBV 694911 933871 6.26% 0.772%
70 18.098 2547 2552 2566 rVB 1317434 2033704 13.64% 1.681%
71 18.381 2596 2600 2604 rBV3 169037 272895 1.83% 0.226%
72 18.504 2618 2621 2624 rBV3 89717 120528 0.81% 0.100%
73 18.992 2700 2704 2706 rBV2 106668 145098 0.97% 0.120%
74 19.022 2706 2709 2714 rVB 785451 882599 5.92% 0.729%
75 19.192 2735 2738 2740 rBV2 127061 165790 1.11% 0.137%

76 19.222 2740 2743 2744 rVWW2 247461 290008 1.95% 0.240%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc :

ALS Vvial : 20 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 19.245 2745 2747 2757 rVB2 288850 507089 3.40% 0.419%
78 19.333 2758 2762 2770 rBV 390206 554751 3.72% 0.458%
79 19.410 2771 2775 2781 rVB2 610414 755229 5.07% 0.624%
80 19.545 2792 2798 2804 rBV 2505424 3505473 23.51% 2.897%
81 19.710 2822 2826 2831 rBV 328913 461978 3.10% ©.382%
82 19.786 2837 2839 2845 rVB2 183603 227221 1.52% 0.188%
83 19.851 2847 2850 2855 rVB2 196532 238428 1.60% 0.197%
84 20.233 2911 2915 2925 rVB 1308678 1749281 11.73% 1.446%
85 20.322 2927 2930 2934 rBV3 160171 223008 1.50% 0.184%

86 20.404 2938 2944 2948 rVV 11819049 14908240 100.00% 12.321%

87 20.439 2948 2950 2961 rVB2 3359228 5158455 34.60% 4.263%
88 21.010 3044 3047 3052 rVB2 863337 1075552 7.21% ©0.889%
89 21.110 3060 3064 3070 rVB3 783692 1190974 7.99% 0.984%
90 21.245 3084 3087 3091 rVB 310905 328988 2.21% 0.272%
91 21.304 3092 3097 3101 rBV 2140804 2730150 18.31% 2.256%
92 21.869 3189 3193 3197 rVB 804393 1025410 6.88% 0.847%
93 21.922 3197 3202 3214 rBV 3245698 5186960 34.79% 4.287%
94 22.939 3371 3375 3379 rBV 404840 617542 4.14% 0.510%
95 22.992 3379 3384 3397 rVB 1534412 3072550 20.61% 2.539%
96 23.516 3466 3473 3491 rBV 1922755 4362586 29.26% 3.606%
97 23.669 3493 3499 3508 rVB 1454601 2933304 19.68% 2.424%
98 24.268 3596 3601 3609 rVB 916901 1864910 12.51% 1.541%
99 24.363 3611 3617 3631 rVB 1084740 2555182 17.14% 2.112%
100 27.015 4061 4068 4087 rVB4 963332 3461513 23.22% 2.861%

Sum of corrected areas: 120997279
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Jan 2024 21:27
: MA/JU
: 05918-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
BP919219.D

: 20 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BP019219.D\data.ms

7.799 2 10. zzgo 593
38664 6RO O %@9@‘334 885250 o § gol 10. 74975

Time-->

‘ T
350 400 450 500 550 6.00 6.50 7 00 7. 50 8. 00 850 9.00 o 50 10.00 10.50 11.00 11.50

Abundance
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP019219.D\data.ms
20.40

13.704

20(4:
19.545

20.233

8 18 098 19.0
12.169 433 693 ¢ im0 10 988 MJZ

Time-->

A A M
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\ \\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘

12.00 12,50 13.00 1350 14.00 14.50 15. 00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

Time-->

TIC: BP019219.D\data.ms

21.922

22.992 23:248:4

2242 27.015

WLM/\MWNLH

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 3-Isopropyl-6,8a-dimethyl-1... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.

13.222 4.35 ng/ul 560421  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isopropyl-6,8a-dimethyl-1,2,4,... 204 C15H24 016661-00-0 87
2 .beta.-GURJUNENE 204 C15H24 1000425-17-9 80
3 1H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 017334-55-3 64
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 017334-55-3 64
5 Bicyclosesquiphellandrene 204 C15H24 054324-03-7 58

Abundance Scan 1723 (13.222 min): BP019219.D\data.ms (-1718) (| | m/z 161.10 100.00%

161.1
5000
93.0
V H‘ 13.00 13.50
o“¢MMLMWNU‘wm%?%§3§%9§4%§ﬁ9?§?4ﬁ+?"?4%” m/z 121.10  53.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80283: 3-Isopropyl-6,8a-dimethyl-1,2,4,5,8,8a-hexahydr
161.0
5000 N AL
13.00 13.50
91.0 m/z 93.00 31.38%
29.OlJ‘1fIJLIT¥|J‘ \l\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80161: .beta.-GURJUNENE
161.0
A 4
13.00 13.50
5000 m/z 91.00 26.12%
41.0
JI 3 A
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80558: 1H-Cyclopropa[a]naphthalene, 1a,2,3,5,6,7,7a,7 T Ea
161.0 13.00 13.50
m/z 119.00 20.92%
5000
41.0
Ll Jl | NJ%H\ i ‘ \
e e B B AR

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 1,4-Methano-1H-indene, octa... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.445 6.08 ng/ul 783382  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 99
2 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 95
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 94
4 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 93
5 .gamma.-Muurolene 204 C15H24 030021-74-0 89

Abundance Scan 1761 (13.445 min): BP019219.D\data.ms (-1755) (- m/z 108.05 100.00%

108.1
5000
41.0 189.1

mim

AL ‘M‘M‘“u”%‘?‘?‘?ﬁ??‘l‘ﬂ??‘?‘4“?‘9‘9?2?‘3‘ m/z 91.0  72.95%

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
41.0
5000

204.0
m/z 161.05 64.28%

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

o

13.50
5000 m/z 105.05 61.70%
\HMHTL“A .
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
161.0 13.50

m/z 93.05 59.63%

\” m Ly \‘ M\J\J\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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Cycloisolongifolene, 9,10-d... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
13.581 6.19 ng/ul 797362  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 60
2 (1aS,4aS,8aR)-4a,8,8-Trimethyl-2... 282 C15H22 051446-91-4 46
3 4,4-Dimethyl-3-(3-methylbut-3-en... 202 C15H22 079718-83-5 46
4 1H-Indene, 5-hexyl-2,3-dihydro- 202 C15H22 054889-55-3 38
5 4-Methyl-2H-benzopyrane 146 C10H1e0 021776-94-3 30
Abundance Scan 1784 (13.581 min): BP019219.D\data.ms (-1777) (- | m/z 91.00 100.00%
91.0
187.1
5000
\ M H w HH \ | \ 264.9 326.9 388.9 457.9 527.7 13:50
O AL L) €959 5699 3002 Fof2 2455 m/z 131.e0  87.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
69.0
5000 o :
13.50
+ F m/z 187.85  78.35%
\h\Hﬂm\lu\lh\lJh‘“\ﬁﬂ\l\ll“‘\l\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
LN T
13.50
5000 m/z 105.00 67.73%
55. 202.0
'Jw\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78069: 4,4-Dimethyl-3-(3-methylbut-3-enylidene)-2-met
131.0 13.50
m/z 116.95 63.03%
5000 202.0
41.0 ‘
A ‘LJ“nMu.m.n.“I\.MIM‘ fM T T T T T T T T T T T
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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 (1R,4aR,8aR)-2,5,5,8a-Tetra... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.616 3.60 ng/ul 464584  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,8aR)-2,5,5,8a-Tetramethy... 204 C15H24 079562-96-2 90
2 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 60
3 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 58
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 53
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 50
Abundance Scan 1790 (13.616 min): BP019219.D\data.ms (-1787) (- m/z 119.10 100.00%
119.1
50001 55,
‘ w l 20141 268.9 355.9415.0 502.8 1359 14.99
LR L 2689 35594150 5028 n; 93,05  58.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80450: (1R,4aR,8aR)-2,5,5,8a-Tetramethyl-4,5,6,7,8,8a
119.0
5000
41.0 13.50 14.00
m/z 69.05 58.69%
204.0
“”\H\‘\\g‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80301: (R)-1-Methyl-4-(6-methylhept-5-en-2-yl)cyclohex
119.0
41.0 13.50 14.000
5000 ITI/Z 111.10 51.90%
h H 204.0
BT Ol e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80220: Di-epi-.alpha.-cedrene =t Ty
119.0 13.50 14.00
m/z 55.00 41.63%
5000
41.0
204.0
TV Y e —
m/z--> 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Longifolene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.704 58.58 ng/ul 7549440  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 1805 (13.704 min): BP019219.D\data.ms (-1798) (- m/z 91.00 100.00%

M

| J 1350  14.00
i ‘U'Hw\‘Nﬁ%%??%?%pﬁHf‘??“lﬂ??‘??ﬂ m/z 161.10  98.38%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80113: Longifolene
161.0
91.0
5000

13.50 14.00
m/z 105.00 76.08%

\HWJ‘H ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0

13.50 14.00
5000 m/z 93.10  69.22%

gl

BT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80114: Longifolene

94.0 161.0 13.50 14.00
m/z 107.05 64.53%

5000
\th‘w ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Cyclohexene, 3-(1,5-dimethy... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.751 11.85 ng/ul 1527310  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 89
2 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 89
3 Copaene 204 C15H24 003856-25-5 64
4 Cedrene 204 C15H24 011028-42-5 52
5 .beta.-Bisabolene 204 C15H24 000495-61-4 50

Abundance Scan 1813 (13.751 min): BP019219.D\data.ms (-1810) (- m/z 119.10 100.00%

119.1
41.0
5000
204.2

‘ H ’} 1 ‘ 13.50 14.00
LR ]| 280934204028 4764 548: . 93 95 o8.37%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80333: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0
5000

o

13.50 14.00
\ 161.0 m/z 69.10 91.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80339: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0
At 2
13.50 14.00
5000 m/Z 161.10 83.21%
161.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80079: Copaene
161.0 13.50 14.00

m/z 91.00 76.53%

93.0
5000
7.
\hMHMANWMﬂ ”\J”‘W“”\”“M‘”\‘”‘M‘”\‘”‘M

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

SFAM-EPA-BP122723.MA.M Wed Jan 03 18:57:24 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 cis-Thujopsene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.957 9.92 ng/ul 1278580  Acenaphthene-d10 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 99
3 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 87
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 86
5 cis-Thujopsene 204 C15H24 000470-40-6 83
Abundance Scan 1848 (13.957 min): BP019219.D\data.ms (-1843) (- m/z 119.10 100.00%
119.1
5000 A
41.0
204.2
11 e
ol mwm M|, || 28283409 4147 48905461 1/ 105 00  76.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80131: cis-Thujopsene
119.0
41.0
5000
14.00
l” 204.0 m/z 123.10  63.35%
\“ \‘ ”I\“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80141: cis-Thujopsene
119.0
14.00
5000 m/z 91.00 56.82%
410l ‘ 204.0
H\L‘“. i 'ﬂ\l,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80369: Tr|cyclo[5 4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetram
119. 14.00
m/z 93.05 56.82%
41.0
5000 204.0
WML
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00

SFAM-EPA-BP122723.MA.M Wed Jan 03 18:57:25 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.257 11.29 ng/ul 1455430  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 90
2 D-Limonene 136 C1leH16 005989-27-5 87
3 Camphene 136 C10H16 000079-92-5 60
4 Limonene 136 C10H16 000138-86-3 58
5 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 58

Abundance Scan 1899 (14.257 min): BP019219.D\data.ms (-1895) (- m/z 93.00 100.00%

93.0
5000

— A
M ﬁl 1 14.00 14.50
LI L (22112800 35714148 489.3549. /7 65 00 74.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0

5000 —— Py
14.00 14.50

m/z 121.10 71.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18005: D-Limonene
68.0

o

14.00 14.50
5000 m/z 67.00 49,96%
136.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18003: Camphene T —
93.0 14.00 14.50

m/z 94.00 40.47%

‘J M 1 } : S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

SFAM-EPA-BP122723.MA.M Wed Jan 03 18:57:26 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 (1R,4R,5S)-1,8-Dimethyl-4-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.334 16.02 ng/ul 2065030  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 98
2 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 76
3 (1R,4R,4asS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 74
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 72
5 1-Methyl-4-(6-methylhept-5-en-2-... 204 C15H24 000451-55-8 70

Abundance Scan 1912 (14.334 min): BP019219.D\data.ms (-1907) (- m/z 119.05 100.00%

119.1
5000
41.1
i\ H '\ ‘ ‘ ‘} l } 1891 581.0344.0400.9 476.7533.9 14.00 14.59
ob LT T 281.0344.04009 47675339 /7 93,05  80.68%
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
5000 N T
14.00 14.50
410 m/z 121.05  64.30%
1111
\H\l“l\l\u\" "I\‘ \‘Ii\l‘\‘\l\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\H‘H\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80319: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-meth
93.0
— ——
14.00 14.50
5000 ITI/Z 91.00 46.60%
) “ o0
B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80446: (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(prop-1-en-2-y — ——
119.0 14.00 14.50
m/z 105.00 46.25%
5000
204.0
55.0\ {
dln‘”w’*hh — S
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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
14.504 4.97 ng/ul 640994  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 99
2 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 96
3 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 96
4 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 96
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 96

Abundance Scan 1941 (14.504 min): BP019219.D\data.ms (-1937) (] ' m/z 161.05 100.00%
93.0 161.1
5000
T \
M x‘\ | e
‘ _”‘ )| 2189 28193417 4289489.0547¢  n 7 93,05  88.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80512: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
161.0
91.
5000 S :
14.50
‘ \ m/z 105.00  84.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80510: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di
41.0 161.0
T \
14.50
5000 m/Z 91.05 76.83%
} \mlﬂ‘\ }““““
m/z--> 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 14.50
91.0 m/z 79.00 76.13%
: Jj\[\ﬂ%wL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Naphthalene, decahydro-1,6-... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.592 4.12 ng/ul 531015 Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-1,6-bis(m... 204 C15H24 030021-46-6 83
2 Alloaromadendrene 204 C15H24 025246-27-9 64
3 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C1l5H24 150320-52-8 60
4 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 60
5 Spiro[5.5]undec-2-ene, 3,7,7-tri... 204 C15H24 018431-82-8 60

Abundance Scan 1956 (14.592 min): BP019219.D\data.ms (-1951) (- m/z 91.00 100.00%
91.0

161.1
5000

-

14.50
‘“\{|%Z3328193440ﬁ29148&954&i m/z 79.00  95.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80462: Naphthalene, decahydro-1,6-bis(methylene)-4-(1

161.0
91.0
5000 — i
14.50
} m/z 105.00  94.70%
\2\8“\.H”\H\‘\\\"“}J\“\“l\‘}‘ \‘\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80175: Alloaromadendrene
41.0
T [
1p5.0 14.50
5000 ITI/Z 93.05 91.79%
d 189.0
\\J \l

‘ J } i \‘I

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

Abundance #80296: Bicyclo[4.4.0]dec-1-ene, 2-isopropyl-5-methyl-9- T ‘
161.0 14.50
m/z 107.00 73.52%

N

5000

81.0

uLiMHm“dm

R e R B e aanaas o -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 (+)-Cycloisolongifol-5-o0l Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.898 4.15 ng/ul 534567  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-Cycloisolongifol-5-0l 220 C15H240 074841-81-9 53
2 1-(3-Hydroxy-2-quinoxalinyl)acetone 202 C11H1@N202 014003-37-3 35
3 13,5-Trimethyl-2-cyclohexylbenzene 202 C15H22 004516-10-3 32
4 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C10H18S2 107678-22-8 30
5 1H-Pyrrol-3-amine, 5-(3-pyridiny... 202 C11H14N4 1000509-37-9 27

Abundance Scan 2008 (14.898 min): BP019219.D\data.ms (-2000) (- m/z 105.00 100.00%

105.0
202.1
5000
41.0 L N
\ 1 ‘ “ ‘ 14.50 15.00
of kAl lbLL |1 282834094008 | 5019 /7 262.05  71.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99221: (+)-Cycloisolongifol-5-ol
105.0
202.0
5000 41.0

— T
14.50 15.00
m/z 131.00  48.85%

Ll ‘ |

‘HH‘\\H“HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH“H\‘\

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

Abundance #77497: 1-(3-Hydroxy-2-quinoxalinyl)acetone
202.0

=

131.0

— A
1450 1500

m/z 159.10  44.49%
50001 430

N

i A‘x lln L

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

Abundance #78045: 13,5-Trimethyl-2-cyclohexylbenzene o e
202.0 14.50 15.00
m/z 118.05 42.08%
133.0
5000
‘H‘w‘m«ﬁ‘WM‘ﬂu‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 trans-.alpha.-Bergamotene Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.928 3.91 ng/ul 504108 Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 89
2 .alpha.-Cuprenene 204 C15H24 029621-78-1 78
3 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C1l5H24 001461-03-6 74
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 72
5 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 68

Abundance Scan 2013 (14.928 min): BP019219.D\data.ms (-2010) (- m/z 119.10 100.00%

119.1
5000
55.1

204.1 LN
O‘ 15.00
L

HJWJM“" ‘-Hw}nh‘"LH‘u‘“‘2“‘3‘1‘-?‘“‘,?"57‘;9”“4‘7‘5‘-‘1“539‘-? m/z 93.00  47.24%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80234: trans-.alpha.-Bergamotene
119.0

5000 UL
41

o

m/z 91.00  38.44%

.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80170: .alpha.-Cuprenene
119.0

15.00
5000 204.0 m/z 55.10 22.34%
41.0 \
”th”ﬂ”wH‘ﬂm‘”\””\”‘W”‘W‘”W‘”‘M”‘M
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80367: 1H-Benzocycloheptene, 2,4a,5,6,7,8-hexahydro e
119.0 15.00

m/z 133.05 21.57%

50001 41.0 204.0 AAJ&/\}LJ\LﬁwﬂMVNV
hhmmm\m\ﬂ}\ |

m/z--> 50 100 150 200 250 300 350 400 450 500 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 Cedrol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.728 35.95 ng/ul 4633480  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrane, 8-propoxy- 264 C18H320 019870-75-8 87
3 Cedrol 222 C15H260 000077-53-2 87
4 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 87
5 Cedrol 222 C15H260 000077-53-2 86
Abundance Scan 2149 (15.728 min): BP019219.D\data.ms (-2144) (- | m/z 95.10 100.00%
g[:
ML
o280 *\w“\“w 2809 354.9 4376 5061 /7 151.00  63.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedro
95.0
5000 —— ——
15.50 16.00
m/z 150.05 53.73%
00 L, T
\‘JT.T““\\WIM\”\H\“\‘ IHM\“TT“L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153469: Cedrane, 8-propoxy-
150.0
—— —
43.0 15. 50 16.00
5000 m/z 38.52%
M i T;
"Mu‘\‘u\iw ! Jmﬂ‘ R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101903: Cedrol
95.0 15 50 16 00
m/z 38.35%
5000
\H 27
111 P
m/z--> 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 19 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.934 6.34 ng/ul 735833  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydroxy-3-methylbenzaldehyde 136 C8H802 015174-69-3 49
2 Benzoic acid, 4-pentyl- 192 C12H1602 026311-45-5 45
3 Benzoic acid, 4-pentyl- 192 C12H1602 026311-45-5 43
4 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 43
5 2,3-Dimethyl-5-ethylpyrazine 136 C8H12N2 015707-34-3 43

Abundance Scan 2184 (15.934 min): BP019219.D\data.ms (-2180) (- m/z 135.05 100.00%

135.1
5000
41.0

”ﬂmw“MMhWXukeﬂl321040124891549‘ 16.00

m/z 136.05 53.22%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18755: 4-Hydroxy-3-methylbenzaldehyde
135.0

o

5000 T
16.00
77.0 m/z 91.00 51.86%
189““!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66588: Benzoic acid, 4-pentyl-
136.0
1&00
5000 ITI/Z 192.05 32.94%
77.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #66584: Benzoic acid, 4-pentyl- 7 \*A“f“v
136.0 16.00

5000
77.0

15 M 1Ll 1980

m/z--> 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 (DEL) Alkane: Straight-Chai... Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
16.957 2.72 ng/ul 315761  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 55
2 Nonadecane, 1-chloro- 302 C19H39C1 062016-76-6 49
3 Nonadecane 268 C19H40 000629-92-5 49
4 Eicosane 282 C20H42 000112-95-8 49
5 Tridecane 184 C13H28 000629-50-5 49

Abundance Scan 2358 (16.957 min): BP019219.D\data.ms (-2352) (- m/z 57.10 100.00%
57.1

aouo| |||, 170 MMJ\/WW
17.00
Mm,.“ LoD 2810 357.14169474.95348 43 00 79.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 T
17.00
m/z 71.05 62.13%
126.0183.0
\\‘\11|!A‘\J\|\1‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202271: Nonadecane, 1-chloro-
57.0
——
17.00
5000 m/z 85.05 50.18%

\‘ }l ”\M% 2030 3020

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

Abundance #158598: Nonadecane
57.0 17.00

m/z 109.00  49.55%

:

5000

L2270 1970 2680

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

_
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS vial : 20

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 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 unknown-02 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
'17.422 7.0 ng/ul 822720 Phenanthreme-dio 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dihydrocuparene 204 Clst2a 1000414-98-7 47

2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 47

3 2-Ethyl-1-pyrroline 97 C6H11N 1000422-81-4 38
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24 062951-96-6 30
5 Cyclohexane, 2-(1-decylundecyl)-... 406 C29H58 055429-27-1 27

Abundance Scan 2437 (17.422 min): BP019219.D\data.ms (-2430) (- m/z 69.00 100.00%

69.0
5000

'1MJﬁ$R 2081 3020  400.8461.2 548.

MRy D 400.8401.2 oK m/z 111.10  79.75%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80196: 1,2-Dihydrocuparene
69.0

5000 T

o

m/z 55.00 45.60%

mhut‘\ﬁho 204.0

‘\\\f‘l\!f‘!\!\‘!\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0

5000 m/z 97.00 40.81%

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

Abundance #3357: 2-Ethyl-1-pyrroline T
69.0 17.50

m/z 43.00  38.46%

Il Mol

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 (E)-Hexadec-9-enoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.039 8.05 ng/ul 933871  Phenanthrene-d1e 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 99
2 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 99
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 97
4 Palmitoleic acid 254 C16H3002 000373-49-9 96
5 Palmitoleic acid 254 C16H3002 000373-49-9 96

Abundance Scan 2542 (18.039 min): BP019219.D\data.ms (-2537) (- m/z 55.00 100.00%
55.0

%

5000
L ” 236.2 18.00
ob L mm'w ok 9901 362.5 429.1489.95470 /7 69.05  56.90%
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 41.05 50.65%
3.0
ILJ’IM'thhA‘W‘fzseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194397: cis-10-Nonadecenoic acid
55.0
U \
18.00
5000 \ ITI/Z 83.10 38.01%
278.0
1
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 31.71%
5000

\‘ } J‘ h nkh A 3\6 0

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\BP010224\

Data File : BP©19219.D

Acqg On : 02 Jan 2024 21:27

Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.098 17.53 ng/ul 2033700  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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97

Abundance Scan 2552 (18.098 min): BP019219.D\data.ms (-2547) (- m/z 73.00 100.00%

73.0
5000
213.2 : ‘

[ T
e
0y HHMW 4hL, 2863 355.0417.1475.1833.1 ./, 60 06  81.68%
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 vl
18.00 18.50

m/z 43.05 70.82%

“ 213.0
w“W &hhwhk‘W‘”WL”‘W‘”W‘”\””\”‘W‘”W‘ AJLMWAﬂA\«NWANA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0

T
18.00 18.50
5000 m/z 57.10  65.23%

129.0
M e )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143511: n-Hexadecanoic acid T —
73.0 18.00 18.50

m/z 55.00 62.61%

Mm.‘“ﬁhx?ﬂi\ ~ka~«AAA\“”VA“J\~

B — o -

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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 27 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.022 7.61 ng/ul 882599  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 99
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 96
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 95
4 Phenylphosphonic acid, 2,4,4-tri... 340 C19H3303P 1000393-22-1 35
5 2-Thioxo-imidazolidin-4-one-5-ac... 173 C5H7N302S 1010146-03-1 25
Abundance Scan 2709 (19.022 min): BP019219.D\data.ms (-2706) (| m/z 255.20 100.00%
255.2
159.1
5000 691 AJ\J\
— =
L Sl
ob ALl M‘HW fdd L), B57.0416.1476.15870 /7 159 19 78.62%
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-1
255.0
5000 159.0 — = :
69.0 19.00
m/z 173.10  76.90%
\\\"‘l\\J\J‘\‘“\H\‘\h\““‘ln\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 \
150.0 19.00
5000 69.0 ' m/z 185.10 56.21%
H‘w J“HMHWH
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #161417: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢ == ‘
159.0 255.0 19.00
m/z 69.10 37.97%
5000
69.0
"““JLmu“J”\* —r—
m/z--> 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 29 unknown-@3 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
19.245 4.37 ng/ul 507089  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Camphorene 272 C20H32 020016-72-2 43
2 3,7,11-Trimethyl-(2,6Z,10Z)-dode... 264 C17H2802 1000432-49-8 38
3 2-Methyl-2-docosene 322 C23H46 1000131-16-9 38
4 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 35
5 Cyclopentanecarboxylic acid, 4-c... 215 C13H13NO2 1000307-57-8 35
Abundance Scan 2747 (19.245 min): BP019219.D\data.ms (-2745) (- | m/z 55.00 100.00%
55.0
5000 ‘/\/UWNA
—— —
‘ \ h‘ 4005  490.4549. 19.00 19.50
Al : P m/z 69.00  82.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163949: p-Camphorene
69.0
5000 —r ——
19.00 19.50
m/z 41.10 57.69%
‘ N133.0 229.0
\\“‘J‘\“‘MI!“‘TJTIHL\‘H%\\\ll‘d\\L\“\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153396: 3,7,11-Trimethyl-(2,6Z,10Z)-dodecatriene-1-ca
69.0
—— —
19.00 19.50
5000 m/z 105.00  54.48%
149.0
} 264.0
BE N E
m/z--> 50 100 150 200 250 300 350 400 450 500 550 J
Abundance #227239: 2-Methyl-2-docosene T e
69.0 19.00 19.50
m/z 136.05 44.96%
5000
322.0
i || 2990350 2080 et e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\
Data File : BP@

Acqg On : 02
Operator : MA/
Sample : 059

Misc
ALS vial : 20

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP010224\
19219.D

Jan 2024 21:27

Ju

18-20

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 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 30 Octadecanoic acid Concentration Rank 32

R.T. EstConc Area Relative to ISTD R.T.
19.333 4.06 ng/ul 554751  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 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2762 (19.333 min): BP019219.D\data.ms (-2758) (-

3

m/z 73.00 100.00%

5

5000
241.2
‘ H “ 171 \ . 19.00 19.50
Ol AR MH\HW 130 4171 480.1548)  n/z 43.65  83.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — s
185.0 19.00 19.50
H m/z 60.00 79.58%
J \’\MM\“\\\“\\\\\“\l\l\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
— B
19.00 19.50
5000 129.0 ITI/Z 57.00 72.10%

284.0

\‘h “‘WMM \m. ‘

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

3

Abundance #179090: Octadecanoic acid — —
43.0 19.00 19.50
m/z 55.00 67.55%
5000
12
“ 20 284.0
_“‘ \.HHIW\P\\ - S
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
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
BP919219.D

: 02 Jan 2024 21:27
: MA/JU
: 05918-20

. 20

hod
le

ry

Sample Multiplier: 1

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

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

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 31

unknown-04

Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
19.410 5.53 ng/ul 755229  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexene-1-methanol, 2,6-di... 222 C15H260 038142-34-6 43
2 2,6,10-Dodecatriene-1,12-diol, 6... 364 C22H3604 1083197-50-5 38
3 6-Methyl-3-nitro-6,7-dihydro-9H-... 222 C10H1ON204 134076-63-4 27
4 Cycloheptane, 4-methylene-1-meth... 204 C15H24 1010159-38-5 18
51,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 16

Abundance Scan 2775 (19.410 min): BP019219.D\data.ms (-2771) (-
69.1

69.

5000
255.2
‘ 162.1
o n.” ‘_l‘ \‘“ﬂ”\ JL .HJ }I s, |1 34204022 4751 500
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #102031: 2-Cyclohexene-1-methanol, 2,6-dimethyl-6-(4-r

0

69.

5000 161.0
2220
”\l
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273672: 2,6,10-Dodecatriene-1,12-diol, 6-(hydroxymeth

0

5000

m/z-->

5000
m\ WW. L o o
m/z--> lOO 150 200 250 300 350 400 450 500 550
Abundance #100741: 6-Methyl-3-nitro-6,7-dihydro-9H-5-oxa-9-azabe

m/z 69.10 100.00%

?

T
19.50

m/z 91.00 81.12%

%

T
19.50

m/z 41.00 71.37%

>

T
19.50

m/z 79.00 59.73%

-

69.0 19.50
m/z 105.00 57.13%
222.0 PmAMfL
T el e
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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 33 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.233 12.81 ng/ul 1749280  Chrysene-d12 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 92
2 Pisiferol 302 C20H3002 024035-36-7 90
3 (4Br,8As)-(+)-4B,5,6,7,8,8A,9,10... 346 C22H3403 1000426-72-2 72
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 64
5 13-Isopropylpodocarpen-12-0l1-20-al 300 C20H2802 024035-37-8 53
Abundance Scan 2915 (20.233 min): BP019219.D\data.ms (-2911) (- m/z 271.15 100.00%
271.1
5000 175.1
69.1 R— }‘h‘ ‘
‘ l ‘ 20.00 20.50
oLl “‘u“‘W“h‘“\“ijﬁj‘ LLbe ] 355.14130476.0536.1 /7 175,10  38.59%
miz--> 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 37.81%
\‘\M\ ‘\“ i‘\ ‘[Ufu\\ IM‘M.MIJJ“\J \f\\ T \‘ l\ \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202315: Pisifero
271.0
— .
20.00 20.50
5000 m/z 189.10 28.07%
189.0
69.0 J
128.0
etpeb
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #255888: (4Br,8As)-(+)-4B,5,6,7,8,8A,9,10-octahydro-2-i —r— A
271.0 20.00 20.50
45.0 m/z 69.10  23.72%
5000
175.0
‘ o n 346.0
A L L
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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 34 unknown-05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.404 109.21 ng/ul 14908200  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 93
3 acetonitrile, 2-(2,6-diphenyl-4H... 271 C19H13NO 1010397-00-1 30
4 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 27

5 Silane, dimethyl(2-chlorophenoxy... 286 C14H23C102Si  1000347-07-3 27

Abundance Scan 2944 (20.404 min): BP019219.D\data.ms (-2938) (-] ' m/z 271.10 100.00%
1751 2711

5000

-

69.1 ‘
’ l | 20.50
Db bl 11 L] 955.00133475.253.0 1/, 175,16 o1.48%

m/z--> 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

L

5000 ‘
20.50

m/z 201.10  68.58%

69 0
N h N WmJ Lilii

\H\‘HH H\\‘\H\]\\H‘\ H‘\\H‘H\\‘\H\‘\\H‘\\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 20.50
5000 m/z 189.10  37.69%

69 0
. \“ ‘I Lt ol \hmit | \J \ Ll "

bl S A e
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #162424: acetonitrile, 2-(2,6-diphenyl-4H-pyran-4-ylidene :
271.0 20.50

m/z 286.15 32.29%

—

5000
77.0

02020

1L 1l

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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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
Peak Number 35 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.439  37.79 ng/ul 5158460 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 91
2 [1,2,5]-0Oxadiazolo[3,4-a]cinnoli... 202 C10H10N40 1000260-59-4 20
3 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 20
4 8-Hydroxy-naphthoic acid, methyl... 202 C12H1003 005991-56-0 18
5 2-Trifluoromethylbenzylamine, N-... 329 C19H30F3N 1000310-42-9 14

Abundance Scan 2950 (20.439 min): BP019219.D\data.ms (-2948) (- m/z 202.10 100.00%

202.1
—r—
41.0 141i \ ‘ ‘ 20.50
ol sl Ll d Ly ] 3561 4283 800.2 /5 199,10 69.40%
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 R
113.0 20.50
’ m/z 213.10 58.31%
\ ”mewk
‘\\\ \\\1‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 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

-

T

30.0 20.50

5000 m/z 284.15  48.00%
M ‘L u ‘m‘\‘\ g A‘ o “

‘“ ‘L\
b Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #77536: 5-Hydroxy-3-methyl-1-phenylpyrazole-4-carbald P
202.0 20.50

m/z 185.10  44.57%

117.0

S

77.0
5000

-

lS\PJI\ ‘h m Ay Il Ap'.a\E’\o |

=
m/z--> 0 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

Library Search Compound Report

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\

BP919219.D

: 02 Jan 2024 21:27
: MA/JU

. 05918-20

: 20 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ 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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.010 7.88 ng/ul 1075550  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3047 (21.010 min): BP019219.D\data.ms (-3044) (- m/z 57.10 100.00%
7.1

%

5000
2151 300.1 21.00
O‘H‘HH\‘LJHV ot L ST31 4460 8491 Tns 5500 87.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 ——
21.00
m/z 83.10 84.77%

ﬂh . 196.0 2800

'{ ‘1\\1‘\1!\‘1\H‘\\r\‘\H\‘\\H‘\\H‘\\H‘\\H‘\

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

—

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester

Abundance #138523: 5-Octadecene, (E)-
55.0
21.00
5000 m/z 43.10 81.90%
5.0
ULz aseo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T 1 \

57.0 21.00
m/z 69.10 79.03%
210.0
MW\%GO -
m/z--> 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\BP010224\
Data File : BP©19219.D

Acqg On : 02 Jan 2024 21:27

Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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

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 37 2,4-Cycloheptadien-1-one, 2... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
21.110 8.72 ng/ul 1190976  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual

4-Cycloheptadien-1-one, 2-(die... 269 C18H23NO 133436-07-4 86
drosta-5,7-diene, 4,4-dimethyl- 284 (C21H32 1000194-15-2 38
-(6-Hydroxy-1,2-dihydro-5-acena... 284 C17H2002Si 1000477-24-3 38
imesityl(methyl)phosphane 284 C19H25P 1435747-73-1 35
,5-cyclohexadiene-1,4-dione, mo... 269 C14H11N30S 1000396-97-2 30

uih wNnPE
NORrRI>N
=Y

Abundance Scan 3064 (21.110 min): BP019219.D\data.ms (-3060) (- m/z 269.10 100.00%

260.1
199.1
5000
= —
VL EE A 02005 _sosases 55.10 55,76
o“u‘ﬁ‘w“‘wuw“‘mﬂu“ S e Y m/z 199.1@0  53.76%

m/z--> 0 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

”MJM‘ML“MMH“\J\

\\\1\\\\\\\\‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179342: Androsta-5,7-diene, 4,4-dimethyl-

199.0

%

5000
21.00 21.50

m/z 157.00  35.57%

—

269.0

21.00 21.50
5000 m/z 227.10 33.54%

410 105.0
hT mmbmm mim L

m/z--> 0 5’0 100 léO 200 ZéO 360 35‘0 460 4;30 560 5%0
Abundance #178934: 1-(6-Hydroxy-1,2-dihydro-5-acenaphthylenyl)et

269.0 21.00 21.50
m/z 173.05 23.79%

—

5000

730 1650

m/z-->

|-50 ‘J JHA L L J i

0 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 39 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.869 7.51 ng/ul 1025410  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 94
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
4 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 90
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 87

Abundance Scan 3193 (21.869 min): BP019219.D\data.ms (-3189) (- m/z 285.10 100.00%

285.1
217.1
5000
41.0 1150 | }‘ 21'50 22.00
owh,m\nuJ'M“g'\““ﬂ dhbl L 3882 5082 n/z 3e.10  57.40%

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

o

5000 ‘
21.50 22.00

m/z 217.10  53.43%

217.0

MMHH\ mwwMWNJ L

‘\H\’\\\1‘1\H‘\\H[\\H‘\H\‘\H\‘\H\‘\H\‘\\\\‘\\\\‘\

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

43.0

=

21.50 22.00
5000 215.0 m/z 203.10 46.28%

15.0

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 215.10  44.94%

.

5000 217.0
69.0

1 ‘m Hﬁh vl bl \

m/z--> 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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 40 unknown-06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.922  38.00 ng/ul 5186960  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,3,4-Tetrahydro-7-methoxy-3-m... 229 C14H15N0O2 032550-51-9 43
2 Glutaric acid, 2,2,3,3-tetrafluo... 374 C14H12C1F504 1000391-57-6 43
3 Naphthalene, 6,7-diethyl-1,2,3,4... 244 C18H28 055741-10-1 38
4 naphtho[1,2-d]thiazole, 7-methox... 229 C13H11NOS 1000400-98-4 30
5 1-Piperazinepropanenitrile, .bet... 229 C13H15N30 014761-40-1 30
Abundance Scan 3202 (21.922 min): BP019219.D\data.ms (-3197) (- m/z 229.10 100.00%
229.1
5000
159.1
43.0 } 314.2 22100
obr ki 039k L 1L L | 389.2 459.3 527.3 /7 57110 53.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110426: 1,2,3,4-Tetrahydro-7-methoxy-3-methyl-1-0x0-¢
229.0
5000 1
159.0 22 00
m/z 243. 32.02%
89.0 } }
‘\\\\[\\\l\l\‘\"\\\I‘J\\N\\J‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #282434: Glutaric acid, 2,2,3,3-tetrafluoropropyl 2-chloro
229.0
159.0
22 00
m/z 159. 30.60%
5000 55.0
J\,“'l P ‘L‘wWH_m_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128643: Naphthalene, 6,7-diethyl-1,2,3,4-tetrahydro-1,1
229.0 22 00
m/z 201. 21.97%
5000
290 41 0 155.0 |
Bt O N
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\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
22.939 4.21 ng/ul 617542  Perylene-di2 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Tetracosane 338 (C24H50 000646-31-1 91
Abundance Scan 3375 (22.939 min): BP019219.D\data.ms (-3371) (- m/z 57.10 100.00%
57.1
5000 VNJ\/V\¥MN
23.00
7.1 :
252.1
o WU 022 aurasres amsssssa Ly gde 736
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262016: 2-Methyltetracosane
57.0
5000 1
23.00
0 309.0 m/z 85.05 54.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
23.00
5000 m/z 43.00 52.42%
7.0 239.0
RS P see
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T
57.0 23.00
m/z 55.00 22.17%
5000
‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.992  20.95 ng/ul 3072550  Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 99
2 Cyclotetracosane 336 C24H48 000297-03-0 96
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3384 (22.992 min): BP019219.D\data.ms (-3379) (- m/z 83.05 100.00%
5000 xA(MJJ\\VVAN
——
‘1 30 23.00
ol AMALLITI 2051 2801 389.2 4893 5351 ./, 57,10 99.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 T
23.00
125.0 m/z 97.10  94.56%
\ 336.0
\\\\\"\ “\H“\J\‘\ﬂi\‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
——
23.00
5000 336.0 m/z 55.05 87.46%
153.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate T
57.0 23.00
m/z 69.05 85.13%
5000
5.0
L1, 000240
AR o AR RARSREEE s o P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP122723.MA.M Wed Jan ©3 18:57:53 2024 Page: 36



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
24.269 12.72 ng/ul 1864910  Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 2-Methylhentriacontane 451 C32H66 001720-12-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 3601 (24.268 min): BP019219.D\data.ms (-3596) (- m/z 57.10 100.00%

57.1
5000

—
H\F 197.1 267.0 2400 2450
ol L0 2L 2670 9832 47395384 .., 71,10 73.36%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 —— =
24.00 24.50

m/z 85.10 55.70%

‘\\\\‘\.\J\iﬁﬁl\\1‘1\‘\]-\83\‘(\)\\2‘6\\7\0\‘?3\?‘\0\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #325760: 2-Methylhentriacontane
57.0

T
24.00 24.50

5000 m/z 43.10 54.45%
407.0
‘\l\lmmg”@ﬁ?oss?o [
b L e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane 7 —
57.0 24.00 24.50

m/z 55.00  22.12%

l‘ HF 197.0  296.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 44 Nonacosan-10-o0l Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.363 17.42 ng/ul 2555180  Perylene-d12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-o0l 424 C29H600 000504-55-2 90
2 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 46
3 Octacosyl pentafluoropropionate 556 C31H57F502 1000351-88-9 45
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 45
5 Triacontan-15-o0l1 438 C30H620 031849-26-0 45
Abundance Scan 3617 (24.363 min): BP019219.D\data.ms (-3611) (- m/z 83.05 100.00%
83.0
- JL
157.1 = —
\ | ‘ 297.3 24.00 24.50
0 H‘MHJum_mz‘?‘l“l_H“_‘H‘Hf“?‘??w?‘oﬁgw m/z 97.10  71.45%
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-0
83.0
5000 = —
157.0 297.0 24.00 24.50
’ m/z 57.05 68.33%
406.0
\‘\J‘\\\’\“\I\‘\‘\“\\\\%\Z\Z\\O‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320429: Tricosyl trifluoroacetate
57.0
= —
24.00 24.50
5000 m/z 69.10 56.83%
125.0
L, ‘ ‘ | ‘1820 294.0 367.0
“W‘H“H“ : R ARARAREEEEES B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344255: Octacosyl pentafluoropropionate — ——
57.0 24.00 24.50
m/z 55.05 49.58%
5000
125.0
‘ ‘ ‘ ‘ | 182.0 250.0308.0 392.0 538.0
H“‘H“‘H“H“‘H“_“‘_“‘_“w“‘w“‘w“u“ P e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc

ALS Vvial : 20 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 45 .gamma.-Sitosterol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
27.015 23.60 ng/ul 3461510 Perylene-di12 23.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 5-Cholestene-3-0l, 24-methyl- 400 C28H480 290299-12-6 62
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 35
4 .beta.-Sitosterol 414 C29H500 000083-46-5 35
5 .gamma.-Sitosterol 414 C29H500 000083-47-6 30
Abundance Scan 4068 (27.015 min): BP019219.D\data.ms (-4061) (- m/z 43.05 100.00%
43.0
107.1 213.1
5000
NN T
H” | 4733 T
A L 25390 m/z 107.05  71.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— :
414.0 27.00
’ } 2130 3030 m/z 105.00  66.20%
\J‘\ J ‘ H”H‘“““l"““l‘ﬂ“\ \‘l\L\“l‘ L \ T ‘ T \ T ‘ TT \}\M‘ T \ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #302707: 5-Cholestene-3-ol, 24-methyl-
43.0
NN T
27.00
5000 m/z 213.10 65.37%
400.0
107.0
252,28
— \‘\‘ ‘\‘h‘ ‘“IJnﬁn‘m”‘Imﬂhm ‘I A‘Jn‘ ‘J‘ ‘\‘ L ‘ N ‘ i ‘“‘ ‘\‘ R AARAE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — ‘
43.0 27.00
m/z 55.05 64.20%
5000 382.0
H \ } Al
OL 11 o .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019219.D

Acqg On : 02 Jan 2024 21:27
Operator : MA/JU

Sample : 05918-20

Misc :

ALS Vvial : 20 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|
3-Isopropyl-6,8... 13.222 4.3 ng/ul 560421 3 14.440 2577460 20.0
1,4-Methano-1H-... 13.445 6.1 ng/ul 783382 3 14.440 2577460 20.0
Cycloisolongifo... 13.581 6.2 ng/ul 797362 3 14.440 2577460 20.0
(1R,4aR,8aR)-2,... 13.616 3.6 ng/ul 464584 3 14.440 2577460 20.0
Longifolene 13.704 58.6 ng/ul 7549440 3 14.440 2577460 20.0
Cyclohexene, 3-... 13.751 11.9 ng/ul 1527310 3 14.440 2577460 20.0
cis-Thujopsene 13.957 9.9 ng/ul 1278580 3 14.440 2577460 20.0
Cyclohexene, 1-... 14.257 11.3 ng/ul 1455430 3 14.440 2577460 20.0
(1R,4R,5S)-1,8-... 14.334 16.0 ng/ul 2065030 3 14.440 2577460 20.0
Naphthalene, 1,... 14.504 5.0 ng/ul 640994 3 14.440 2577460 20.0
Naphthalene, de... 14.592 4.1 ng/ul 531015 3 14.440 2577460 20.0
(+)-Cycloisolon... 14.898 4.2 ng/ul 534567 3 14.440 2577460 20.0
trans-.alpha.-B... 14.928 3.9 ng/ul 504108 3 14.440 2577460 20.0
Cedrol 15.728 36.0 ng/ul 4633480 3 14.440 2577460 20.0
unknown-01 15.934 6.3 ng/ul 735833 4 17.198 2320230 20.0
(DEL) Alkane: S... 16.957 2.7 ng/ul 315761 4 17.198 2320230 20.0
unknown-02 17.422 7.1 ng/ul 822720 4 17.198 2320230 20.0
(E)-Hexadec-9-e... 18.039 8.1 ng/ul 933871 4 17.198 2320230 20.0
n-Hexadecanoic ... 18.098 17.5 ng/ul 2033700 4 17.198 2320230 20.0
Phenanthrene, 1... 19.022 7.6 ng/ul 882599 4 17.198 2320230 20.0
unknown-03 19.245 4.4 ng/ul 507089 4 17.198 2320230 20.0
Octadecanoic acid  19.333 4.1 ng/ul 554751 5 21.304 2730150 20.0
unknown-04 19.410 5.5 ng/ul 755229 5 21.304 2730150 20.0
2-Phenanthrenol... 20.233 12.8 ng/ul 1749280 5 21.304 2730150 20.0
unknown-05 20.404 109.2 ng/ul 14908200 5 21.304 2730150 20.0
4,4'-Bis(tetrah... 20.439 37.8 ng/ul 5158460 5 21.304 2730150 20.0
(DEL) Alkane: S... 21.e010 7.9 ng/ul 1075550 5 21.304 2730150 20.0
2,4-Cycloheptad... 21.110 8.7 ng/ul 1190970 5 21.304 2730150 20.0
9(1H)-Phenanthr... 21.869 7.5 ng/ul 1025410 5 21.304 2730150 20.0
unknown-06 21.922 38.0 ng/ul 5186960 5 21.304 2730150 20.0
(DEL) Alkane: S... 22.939 4.2 ng/ul 617542 6 23.669 2933300 20.0
(DEL) Alkane: S... 22.992 20.9 ng/ul 3072550 6 23.669 2933300 20.0
(DEL) Alkane: S... 24.269 12.7 ng/ul 1864910 6 23.669 2933300 20.0
Nonacosan-10-ol 24.363 17.4 ng/ul 2555180 6 23.669 2933300 20.0
.gamma.-Sitosterol 27.015 23.6 ng/ul 3461510 6 23.669 2933300 20.0
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