LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@43681.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 27 31 40 rVB 34723 53377 0.72% 0.067%
2 3.904 118 122 128 rVB 42632 56993 0.77% 0.072%
3 4.022 137 142 145 rVB2 17576 29453 0.40% 0.037%
4 4.340 192 196 204 rVB 57778 83488 1.12% ©.105%
5 4.757 261 267 271 rBV 41779 60454 0.81% 0.076%
6 5.040 311 315 324 rBV2 32914 59722 0.80% 0.075%
7 5.304 356 360 369 rBV 53264 89582 1.21% 0.113%
8 5.940 463 468 473 rBV 24319 43259 0.58% 0.054%
9 6.457 548 556 561 rBvV 28324 51867 0.70% 0.065%
10 7.122 661 669 685 rBv2 429079 953483 12.83% 1.200%
11 7.245 685 690 694 rVW 40511 62143 0.84% 0.078%
12 7.298 694 699 709 rvV 477053 749418 10.09% 0.943%
13 7.487 723 731 739 rBV 562110 890685 11.99% 1.121%
14 7.957 798 811 818 rBV 722876 1160284 15.62% 1.460%
15 8.463 893 897 904 rVB2 30215 53813 0.72% 0.068%
16 8.622 919 924 927 rBv4 19423 29801 0.40% 0.038%
17 8.675 927 933 943 rVWW 500318 821800 11.06% 1.034%
18 8.792 946 953 969 rVB 708122 1224432 16.48% 1.541%
19 8.916 969 974 980 rBV 30930 52231 0.70% 0.066%
20 9.133 1004 1011 1021 rBvV 562625 950868 12.80% 1.197%
21  9.234 1021 1028 1033 rVV4 12408 27598 ©0.37% 0.035%
22 9.722 1100 1111 1124 rBVi1e 21609 74326 1.00% 0.094%
23 9.851 1126 1133 1140 rBvV 464789 771481 10.38% 0.971%
24 10.022 1152 1162 1169 rBV 193798 426426 5.74% ©.537%
25 10.216 1189 1195 1204 rVB 76409 136391 1.84% 0.172%
26 10.386 1218 1224 1233 rW 535999 938735 12.64% 1.181%
27 10.769 1282 1289 1296 rVB 955792 1656015 22.29% 2.084%
28 10.922 1310 1315 1326 rBV3 32836 73591 0.99% 0.093%
29 11.316 1377 1382 1392 rVV2 58109 112101 1.51% 0.141%
30 11.522 1411 1417 1420 rBV 17331 30636 0.41% 0.039%
31 11.569 1420 1425 1433 rVB 50971 103432 1.39% 0.130%
32 11.810 1459 1466 1471 rVVv3 17033 31996 0.43% 0.040%
33 12.145 1517 1523 1527 rBV 29674 60578 0.82% 0.076%
34 12.351 1549 1558 1565 rVB6 22753 61049 0.82% 0.077%
35 12.827 1634 1639 1646 rBV 55329 103071 1.39% 0.130%
36 12.951 1653 1660 1664 rBV8 21804 35204 0.47% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 13.098 1681 1685 1695 rVvB4 35277 60875 0.82% 0.077%
38 13.469 1744 1748 1750 rVV4 24870 34636 0.47% 0.044%
39 13.492 1750 1752 1757 rVB2 35167 47657 0.64% 0.060%
40 13.598 1765 17760 1775 rVB 117375 166500 2.24% 0.210%
41 13.727 1785 1792 1796 rBV6 47540 79914 1.08% 0.101%
42 13.786 1796 1802 1808 rVBS8 26873 53823 0.72% 0.068%
43 13.857 1808 1814 1819 rBV 1406379 2110206 28.41% 2.656%
44 13.904 1819 1822 1831 rVB2 135984 211021 2.84% 0.266%
45 14.016 1833 1841 1847 rBV 1128392 1599751 21.53% 2.013%
46 14.110 1854 1857 1864 rVB8 30744 50550 0.68% 0.064%
47 14.292 1875 1888 1898 rBV 1023313 1625191 21.88% 2.045%
48 14.410 1903 1908 1914 rVV2 189255 279650 3.76%  0.352%
49 14.486 1915 1921 1926 rVB2 273199 409362 5.51% 0.515%
50 14.598 1933 1940 1947 rBV 1334231 2056985 27.69% 2.589%
51 14.745 1961 1965 1968 rBV5 24203 34695 0.47% 0.044%
52 14.810 1969 1976 1990 rBV 384047 800829 10.78% 1.008%
53 14.963 1997 2002 2008 rBV 108432 180811 2.43% 0.228%
54 15.015 2008 2011 2013 rvv4 29243 43876 ©.59% 0.055%
55 15.051 2013 2017 2024 rVV2 81438 131906 1.78% 0.166%
56 15.139 2028 2032 2036 rVW4 50097 74012 1.00% 0©.093%
57 15.186 2036 2040 2042 rVW4 34160 55784 ©.75% 0.070%
58 15.221 2042 2046 2051 rVvV2 105397 170586 2.30% 0.215%
59 15.280 2053 2056 2060 rVB5 25234 34374 0.46% 0.043%
60 15.433 2077 2082 2086 rBV7 14302 31404 0.42% 0.040%
61 15.527 2094 2098 2102 rVV6 21958 32932 0.44% 0.041%
62 15.586 2102 2108 2119 rVV 1664911 2401751 32.33% 3.023%
63 15.710 2124 2129 2135 rBV 396117 557536 7.51% 0.702%
64 15.821 2144 2148 2151 rBV5 23630 39593 0.53% 0.050%
65 15.874 2152 2157 2163 rVB 429428 624402 8.41% 0.786%
66 16.310 2227 2231 2239 rVB6 34406 73661 0.99% 0.093%
67 16.533 2266 2269 2275 rBV7 23747 44529 0.60% 0.056%
68 16.745 2302 2305 2310 rBV3 38193 49923 0.67% 0.063%
69 16.986 2340 2346 2356 rBV 5205079 7428815 100.00% 9.349%
70 17.115 2363 2368 2372 rBV2 135380 199936 2.69% 0.252%
71 17.239 2386 2389 2393 rVB 90114 101013 1.36% 0.127%
72 17.304 2397 2400 2402 rVV3 79908 104841 1.41% 0.132%
73 17.345 2402 2407 2411 rVV 1637581 2373509 31.95% 2.987%
74 17.386 2411 2414 2418 rVV 202306 255561 3.44% 0.322%
75 17.439 2418 2423 2433 rVB 1275477 1915895 25.79%  2.411%
76 17.562 2441 2444 2452 rVB3 92346 157644 2.12% 0.198%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 14 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_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 17.727 2465 2472 2480 rBV3 193020 452131 6.09% 0.569%
78 18.121 2535 2539 2544 rBV2 162011 273188 3.68% 0.344%
79 18.186 2546 2550 2554 rVvV 247710 350770 4.72% 0.441%
80 18.245 2555 2560 2574 rVV 1376716 1989400 26.78%  2.504%
81 18.668 2629 2632 2637 rBV 228030 277920 3.74%  0.350%
82 18.815 2654 2657 2664 rVB 237468 327803 4.41% 0.413%
83 19.045 2693 2696 2700 rVB 162099 202299 2.72% 0.255%
84 19.203 2720 2723 2726 rBV4 134284 175578 2.36% 0.221%
85 19.521 2773 2777 2785 rBV 464908 659722 8.88% 0.830%
86 19.727 2809 2812 2818 rVB 459570 633426 8.53% 0.797%
87 20.609 2958 2962 2966 rBV2 1075248 1344053 18.09% 1.691%
88 20.650 2966 2969 2976 rVB 522778 715806 9.64% 0.901%
89 21.239 3065 3069 3075 rBV 866731 1052476 14.17% 1.325%
90 21.521 3112 3117 3127 rVB 1847468 2582556 34.76% 3.250%
91 22.168 3222 3227 3238 rVB2 458346 1130651 15.22% 1.423%
92 23.227 3402 3407 3412 rBV 2027550 3294182 44.34% 4.146%
93 23.274 3412 3415 3426 rVB 1171839 1951480 26.27% 2.456%
94 23.933 3522 3527 3540 rVB 1153584 2398961 32.29% 3.019%
95 24.609 3635 3642 3651 rVB 2588578 5578719 75.10% 7.021%
96 24.697 3652 3657 3667 rVB 694781 1604639 21.60% @ 2.019%
97 25.638 3811 3817 3828 rVB2 812161 2056344 27.68% 2.588%
98 26.662 3982 3991 4010 rVB4 984025 4436622 59.72% 5.583%
99 27.403 4109 4117 4129 rBV2 1242191 4013766 54.03% 5.051%
100 29.126 4401 4410 4418 rBV5 851617 3132467 42.17% 3.942%

Sum of corrected areas: 79460681
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM043681.D\data.ms
5000000

4000000
3000000
2000000

1000000 8702 10.769

712298 9.133 9851 10.386
3.369  3.4M024.340 4755.046.304 5940 6.457 245 }\ f\ 8. @g@gi 234 J 7 q3221 9221131653608 1
‘ T T T T

0\\\\\\‘\\\mm\\\\‘\\\\‘\\\\’\\\\‘\\\T‘\\\\‘\\\\\\\\ [ B R R R R R A I R R B R

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM043681.D\data.ms

16.986
5000000

4000000
3000000

2000000 15.586 17.345 18.245 20.6/
13.857 14.598
4,

1000000

12.195351 12192%09813

e A i "
L e B e B B B e e e e e s s e s s e s L e e e s s e s s B s
T I T T T T I T T T T T T T T T T T

Time--> 12.00 1250 13.00 13,50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance TIC: BM043681.D\data.ms
5000000
4000000
24.609
3000000 23.227
21.521
27.403
2000000 23274 23.933 26.662 20.126
24 697 25.638
22. 168
1000000
NI
0\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\
Time--> 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_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Benzoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.022 5.15 ng/ul 426426  Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 94
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
Abundance Scan 1162 (10.022 min): BM043681.D\data.ms (-1152) (- | m/z 105.00 100.00%
105.0
5000 51.0 /\\~J¥M/va
— T \
10.00
ol Ml 1] 1569 2080 2810 ;0 77,05  80.65%
m/z--> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
5000 = ‘
51.0 10.00
m/z 121.95 78.64%
0 T T T \M!‘ \“\“‘H\ \“‘\ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #11264: Benzoic acid
105.0
T T
10.00
5000 m/z 51.05 42.96%
51.0
) O A S
miz--> 50 100 150 200 250
Abundance #11261: Benzoic acid o -
105.0 10.00
m/z 50.05 23.83%
5000
51.0
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29

Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 2 Longifolene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.857 20.52 ng/ul 2110210  Acenaphthene-d10 14.598
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 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24
5 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24

004630-07-3 96
024741-64-8 96

Abundance Scan 1814 (13.857 min): BM043681.D\data.ms (-1808) (- m/z 91.05 100.00%
91.0
411 1611
5000
04.2 — P
% ‘ 13.50 14.00
0 ““‘ ! L L2808 3851 n/7 161.16  80.65%
miz--> 50 100 150 200 250 300 350
Abundance #80100: Longifolene
91.0
41.0 161.0
5000 — AN
13.50 14.00
T040 m/z 41.10 73.67%
0' “‘ “ “\ 1 “‘\ LI ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #80114.Longﬁobne
410 94.0 161.0
= ==
13.50 14.00
5000 04.0 m/z 105.05  72.36%
0 M1“””_”‘_”‘_
m/z--> 50 100 150 200 250 300 350
Abundance #80113: Longifolene = =
161.0 13.50 14.00
m/z 93.05 68.70%
41.0
5000
04.0
|
m/z--> 50 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Cedrene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.05 ng/ul 211021  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrene 204 C15H24 011028-42-5 62
2 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 53
3 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000546-28-1 50
4 cis-.beta.-Farnesene 204 C15H24 028973-97-9 46
5 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 45

Abundance Scan 1822 (13.904 min): BM043681.D\data.ms (-1819) (- | m/z 119.10 100.00%

691 119.1
411
161.1
5000
ALY =
o"HwﬂﬂwwmuwMuqNMWuhhmth‘mw‘H‘M‘¢H‘W‘H?§§§ m/z 69.10  98.28%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #80076: Cedrene
410
119.0
161.0
91.0
5000 =T
204.0 14.00
‘ m/z 93.10 80.79%
0‘\\\\“‘\\‘}!“‘\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #80340: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0

-

14.00

5000 161.0 m/z 41.10  79.45%

41.0 133.0
05.0 204.0
Ll “M L‘\ \‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #80501: 1H-3a,7-Methanoazulene, octahydro-3,8,8-trime —=
161.0 14.00

69.0 m/z 161.10  66.20%

o

N

5000 ' 120.0 204.0

N
-
o

O, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.72 ng/ul 279650  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 74
2 Camphene 136 C1oH16 000079-92-5 55
3 Bicyclo[2.2.1]heptane, 2,2-dimet... 136 C10H16 005794-03-6 55
4 Limonene 136 C10H16 000138-86-3 49
5 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 49
Abundance Scan 1908 (14.410 min): BM043681.D\data.ms (-1903) (- | m/z 93.05 100.00%
93.0
136.1 e
‘ | 189.1 14.50
Obrreprrrdldhll 2810 m/z 68.05  79.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
5000 T
14.50
m/z 121.10  71.53%
107.0
LA L eo
0' \‘H\‘H‘U\\H‘M\\“H\M\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18003: Camphene
93.0
=
14.50
5000 m/z 67.05 52.09%
41.0
[T
0! "M"M_m,‘m,‘m_ww_ww,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18255: Bicyclo[2.2.1]heptane, 2,2-dimethyl-3-methylene ——
93.0 14.50
m/z 107.05  43.94%
5000 41.0
Ll L) e
L s
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (1R,4R,5S)-1,8-Dimethyl-4-(... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.486 3.98 ng/ul 409362  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 74
2 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 72
3 cis-.alpha.-Bergamotene 204 C15H24 018252-46-5 64
4 (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 64
5 1-Methyl-4-(6-methylhept-5-en-2-... 204 C15H24 000451-55-8 60

Abundance Scan 1921 (14.486 min): BM043681.D\data.ms (-1915) (- | m/z 119.05 100.00%

119.1
50001 41.0 9110
147.0 Vo
14.50
189.2
0 2810 sz 93.05  75.50%

m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0

N

5000 54‘56
a0 90 ' 0
m/z 121.05 59.58%
‘ ‘ 161.0  204.0
01 ‘H\H‘\“\‘U\‘\M‘H‘\hh‘\h‘u“‘\H‘\‘H‘H‘!‘\H‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #80238: trans-.alpha.-Bergamotene
41.0 93.0
—=
14.50
5000 m/z 91.05 50.16%
121.
L o
0! “1‘\‘””‘\”‘\“\‘1‘\‘\“””\‘“uwm“\m‘mmm‘\m‘\m‘\m‘u
m/z--> 20 40 60 80 100120140160 180200220240260280
Abundance #80227: cis-.alpha.-Bergamotene —
119.0 14.50
m/z 79.10  49.34%
5000
41.0 69.0
L, a0
O,wh\““\m‘\‘“\“;‘u‘}“m“\‘u‘l‘u“”uJ‘Mwm‘\m‘mwm‘\m‘\m‘\m‘u ——
miz--> 20 40 60 80 100120140160 180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Cedrol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.874 6.07 ng/ul 624402  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrol 222 C15H260 000077-53-2 90
3 Cedrol 222 C15H260 000077-53-2 87
4 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 80
5 Cedrol 222 C15H260 000077-53-2 64
Abundance Scan 2157 (15.874 min): BM043681.D\data.ms (-2152) ( | m/z 95.85 100.00%
95.0
43.1 151.1
5000
= =
H‘ H ‘ ‘ 207.1 15.50 16.00
0. ML bW oy ) 2820 3410 74396 56.21%
miz--> 50 100 150 200 250 300
Abundance #101905: Cedrol
95.0
150.0
5000 — —
43.0 15.50 16.00
m/z 151.05 54.25%
0! “‘ \“ L}\ 1” ‘M“ ‘\“‘ “u“\‘ Iy \‘\ ““‘ - e
miz—-> 50 100 150 200 250 300
Abundance #101904: Cedro
95.0
150.0 - =
41.0 15.50 16.00
5000 m/z 150.05  51.69%
204.0
0,
m/z--> 50 100 150 200 250 300
Abundance #101901: Cedrol i =
95.0 15.50 16.00
150.0 m/z 41.10  45.42%
5000 41.0
207.0
o RS 1 I A Sl
m/z--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1-Hexadecanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.727 3.81 ng/ul 452131  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cyclotetradecane 196 C14H28 000295-17-0 94
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 n-Tridecan-1-o0l 200 C13H280 000112-70-9 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 2472 (17.727 min): BM043681.D\data.ms (-2465) (- | m/z 43.10 100.00%

43.1
83.1
5000

1260 1750 18.00
198.0 : :
I W X ”L‘ | “ poboap e 2981 388 ;5510 97.71%
m/z--> 50 100 150 200 250 300 350
Abundance #126374: 1-Hexadecanol
43.0
83.0

5000 — ——
17.50 18.00

m/z 57.10  79.64%

w 196.0
0\\“‘\\ “‘\\\\’\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350
Abundance #71733: Cyclotetradecane
t:

55.0
— —
17.50 18.00
5000 97.0 m/z 83.10  77.65%
LLLEL 0o eno
0“”_ pse
m/z--> 50 100 150 200 250 300 350
Abundance #92360: 1-Tetradecanol — —
69.0 17.50 18.00

5000

29.

168.0
i H‘ Ly

— —
m/z--> 50 100 150 200 250 300 350 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (E)-Hexadec-9-enoic acid Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.121 2.30 ng/ul 273188  Phenanthrene-di10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 90
2 Palmitoleic acid 254 C16H3002 000373-49-9 90
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 90
4 cis-Vaccenic acid 282 (C18H3402 000506-17-2 89
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89
Abundance Scan 2539 (18.121 min): BM043681.D\data.ms (-2535) (- | m/z 105.00 100.00%
105.0
55.1
5000
1800 1850
ol w‘mp (loalfin S 23622758 3854 55 10 57.87%
m/z--> 50 100 150 200 250 300 350
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 —— ——
70 18.00 18.50
m/z 77.05 46.83%
AL LRSS 1e20 2360
04 \‘\ | H “\M‘\“““\”“h\‘“H‘\‘\ T o LA B e e
m/z--> 50 100 150 200 250 300 350
Abundance #140796: Palmitoleic acid
55.0
—— —
18.00 18.50
5000 m/z 69.10 44.15%
7.0
37.0 236.0
olsd WLAAIEY roe0 P
m/z--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid — —
55.0 18.00 18.50
m/z 41.10 41.96%
5000
7.0
37.0
mlz--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BM121523.MA.M Mon Jan 01 03:20:31 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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-Vaccenic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.186 2.96 ng/ul 350770  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 93
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
3 Palmitoleic acid 254 C16H3002 000373-49-9 91
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
5 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 87

Abundance Scan 2550 (18.186 min): BM043681.D\data.ms (-2546) (- | m/z 55.10 100.00%

55.1
5000

1 - ‘

18.00 18.50
1371 194.1 236.2
ol ‘h“ by, 9B EO02277.1 3268 47 41,10 56.64%

m/z--> 50 100 150 200 250 300 350
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0

5000 — —
0 18.00 18.50

m/z 69.10 49.61%

I W370 1920 2360
T ‘\ i“ T “W‘ ‘\“““\”‘“‘\‘ “H‘ LA e by LA B e e
miz--> 50 100 150 200 250 300 350
Abundance #176209: cis-Vaccenic acid

55.0

— —
18.00 18.50

=1

g .\l;

o

5000 70 m/z 83.10 31.54%
37.0 264.0
olsd L ILRLAITS 002220 00
m/z--> 50 100 150 200 250 300 350
Abundance #140796: Palmitoleic acid T T
55.0 18.00 18.50
m/z 43.10  30.39%
B [ ML
37.0 236.0
0 ‘5-9“ H‘ ‘ u! Al u‘”‘\‘\ \&Nh‘ uly H‘H‘ o 1‘9‘;‘.‘9 — \‘ e e — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.245 16.76 ng/ul 1989400  Phenanthrene-d10 17.345
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 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94
Abundance Scan 2560 (18.245 min): BM043681.D\data.ms (-2555) (- | m/z 43.10 100.00%
43.1
5000
129.0
3.1 T ‘ T T ‘ T
L 21‘3'2 256.1 18.00 18.50
0 Lo Ll L L T 3018 356, 73,10 98.66%
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 —r= =
213.0 18.00 18.50
m/z 60.00 87.43%
29.0 ‘ T?LO
0 \“\ H‘““ ”}“H\‘M ‘\““ T \“ \‘\““ \‘\‘\ T “\ LA I e
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0 N
—r— —
18.00 18.50
5000 m/z 41.10 77.78%
129.0
3.0 213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid — —
60.0 18.00 18.50
m/z 57.10 72.47%
5000 129.0
171.0 213.0 256.0
- uﬂh“‘w‘“‘w \“‘w Hm‘ “‘,‘ - ——
m/z--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BM121523.MA.M Mon Jan 01 ©3:20:33 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Isopropyl palmitate Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.668 2.34 ng/ul 277920  Phenanthrene-di10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 97
2 Isopropyl palmitate 298 C19H3802 000142-91-6 91
3 Isopropyl palmitate 298 C19H3802 000142-91-6 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 58

Abundance Scan 2632 (18.668 min): BM043681.D\data.ms (-2629) (- | m/z 43.10 100.00%

43.1
5000 1021

256.3 T T

%

157.0 2132 18.50 19.00
0 e T h‘ - 3021 355 /7 60.00  55.27%
m/z--> 50 100 150 200 250 300 350
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 = ‘A‘ T
256.0 18.50 19.00
m/z 41.10 44.25%
157.0 213.0
0 \\h‘\““‘ ‘\H‘\\\‘ ‘\ \‘\‘\“\\‘\1“‘\\\2\9?.\0\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #197283: Isopropyl palmitate
43.0
102.0 — —
18.50 19.00
5000 m/z 57.10 43.26%

? '

256.0
* 185.0 ‘
ok LA T L L] om0
m/z--> 50 100 150 200 250 300 350

Abundance #197284: Isopropyl palmitate T —

43.0 18.50 19.00
102.0 m/z 102.05  39.68%
256.0
5000
157.0 213.0 ‘ 298.0

(I 0 30 5 VA PR S i == sike
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29

Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.MA.M
: 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 12 2-Propen-1-one, 1,2-diphenyl- Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
18.815 2.76 ng/ul 327803  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 76
2 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 68
3 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 50
4 .beta.-Phenylpropiophenone 210 C15H140 001083-30-3 50
5 Ethanone, 2-(2-ethenylphenyl)-1-... 222 C16H140 066657-90-7 49

Abundance Scan 2657 (18.815 min): BM043681.D\data.ms (-2654) (- | m/z 105.00 100.00%
105.0
- m
1. ‘ T T ‘ T
° | 0 1651 20?-1 18.50 19.00
bkl 1051, Ly 26403039 355 .., 7719 58.89%
m/z--> 50 100 150 200 250 300 350
Abundance #85340: 2-Propen-1-one, 1,2-diphenyl-
105.0
5000 208.0 — ——
18.50 19.00
510 m/z 51.00 16.93%
\ | 1650
0\\\\i\\M\\“\\\\‘\‘\w\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #85337: 2-Propen-1-one, 1,2-diphenyl-
105.0
— ——
18.50 19.00
5000 m/z 208.10 14.08%
208.0
51.0
Lo 1850 |
ottt
m/z--> 50 100 150 200 250 300 350
Abundance #87599: .beta.-Phenylpropiophenone “ 7
105.0 18.50 19.00
m/z 103.00 10.71%
5000 210.0
51.0
obrrford 4 1880 -
mlz--> 50 100 150 200 250 300 350 18.50 19.00

SFAM-EPA-BM121523.MA.M Mon Jan 01 03:20:34 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.521 5.11 ng/ul 659722  Chrysene-di2 21.521
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2777 (19.521 min): BM043681.D\data.ms (-2773) (- ' m/z 43.10 100.00%

| ANW\JJL\,\N
5000 129.1
185.1 T \
m ‘\ 24\1 i 206.1 3551 429 19:50
0“‘NM 1l ”M”‘J@uu‘\‘H‘uu“gf“‘w‘n““‘m m/z 73.05 90.30%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
‘ 185 0 284.0 m/z 60.00  79.30%
0‘ T \“\‘ ‘ }l \“‘\ \‘ T \“ \‘13%\‘0\ T \‘\ ‘ L ‘ TTTT ‘ L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
T [
19.50
5000 129.0 m/z 55.10 77 .12%
185.0 284.0
2749
0L
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid T ‘
43.0 19.50
m/z 57.10 76.21%
5000
1290
185.0 284.0
AT 1T o -
m/z--> 0 5 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.609 10.41 ng/ul 1344050 Chrysene-di12 21.521
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 83
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 74
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 50

Abundance Scan 2962 (20.609 min): BM043681.D\data.ms (-2958) (- | m/z 175.10 100.00%

175.1
271.1
5000 69.1
IS ——
il | ‘ 20.50 21.00
0, W Lol L 3419 4180 47800 971015 73.75%

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

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

-

5000 1
20.50 21.00

m/z 201.05 59.98%

69.0

015. “\u\l“\\\J\\“\‘\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

B

o

271.0
175.0 20.50 21.00
5000 m/z 69.10 41.01%
69.0 ‘
1?\ ?H i l‘ wh n u‘.‘u\mhh | \‘w \\ L J \ el

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

Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro P b
271.0 20.50 21.00
m/z 41.10 36.00%

175.0
5000
43.0

%

‘ ‘ 328.0
0 | ‘m\ L MW ‘n\“nh\hu I ‘

\\\\‘\\\\‘\\\\\\\\\\\\‘\\\‘\l\‘\\’\\\\‘\\\\‘\\\\

— —
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

20.650 5.54 ng/ul 715806  Chrysene-di2 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Borabicyclo[3.3.1]nonane, 9-br... 200 C8H14BBr 022086-45-9 86
2 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 38
3 1-Methyl-7,11-dithiaspiro[5,5] u... 202 C10H18S2 107678-22-8 35
4 (4-Methoxyphenyl)(5-methyl-2-fur... 202 C13H1402 1000440-64-7 35
5 4-Carbamoyl-3-methoxyquinoline 202 C11H1eN202 020844-05-7 30

Abundance Scan 2969 (20.650 min): BM043681.D\data.ms (-2966) (- | m/z 202.10 100.00%

202.1
5000 ¥

——
‘ 20.50 21.00
0! 4300 n/z 199.10  67.60%

m/z--> 50 100 150 200 250 300 350 400
Abundance #76330: 9-Borabicyclo[3.3.1]nonane, 9-bromo-
67.0 159.0

5000 U
20.50 21.00
m/z 213.10  55.30%

: H 208.0
- ‘\‘\‘H“ \‘\‘M\\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #77699: 3-Methoxy-5-naphthoic acid
202.0

—T
20.50 21.00
5000 m/z 159.10  52.37%

103.0 157.0
0HA'?;Q“*H,MMw‘m“_”wmw”‘_m_m
miz--> 50 100 150 200 250 300 350 400

Abundance #77412: 1-Methyl-7,11-dithiaspiro[5,5] undecane —
145.0 202.0 20.50 21.00

95.0 m/z 185.10  49.32%

5000 46.0 wh
| |

— ‘
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

21.239 8.15 ng/ul 1052480  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 3069 (21.239 min): BM043681.D\data.ms (-3065) (- | m/z 57.10 100.00%

57.1
5000
111.1

21.00 21.50
207.0 267 1

ol { kS0 20T 3854 4174 475 4310 o1.42%

miz—-> 50 100 150 200 250 300 350 400 450

Abundance #273800: 1-Hexacosene

57.0
5000 111.0 e —

21.00 21.50

m/z 55.10 80.40%

oLLL] d\ || |1670 23802920 364.0

T \\\\‘\\\1‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\

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

Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0

T
21.00 21.50

5000 1110 m/Z 83.19 71.4600
oLl b T T 4480
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326112: Heptadecyl heptafluorobutyrate T T
57.0 21.00 21.50

m/z 69.10 68.83%

111.0
|

169 0
Lil, 238.0 434.0

ow_HWm_‘H_‘H‘HH_MWH_MWH — —
miz--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Pentadecafluorooctanoic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.168 8.76 ng/ul 1130650  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
2 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 90
3 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 87
4 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 87
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 87

Abundance Scan 3227 (22.168 min): BM043681.D\data.ms (-3222) (- | m/z 57.10 100.00%

57.1
5000

‘ {ZSJ 229.2 ‘22.‘00‘ ‘22.‘50‘
ol [ (314138704610835.1 s 10 82 o0y
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester M/WLJ
57.0
5000 — —
22.00 22.50

m/z 55.10 66.14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride

57.0
— —
22.00 22.50
5000 m/z 83.10 63.24%
5.0
224.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #323626: Eicosyl pentafluoropropionate T T
57.0 22.00 22.50

m/z 69.10 57.28%

h MJLJ
I

0ok Al¢ﬂ960 280.0 426.0

— —
m/z--> 50100150200250300350400450500550600650 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.227  27.46 ng/ul 3294180  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3407 (23.227 min): BM043681.D\data.ms (-3402) (- | m/z 57.10 100.00%

57.1
5000

T
23.00 23.50

owﬂﬂmﬂﬁVﬁ%ﬂﬁﬂﬂﬁMfﬁ&‘ w2 71.16  68.61%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 == =
23.00 23.50

m/z 43.10 65.34%

oL 11130 160.0 225.0 2810 337.0 304.0
\1\‘\\\\’\\\f‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #307033: Octacosane, 2-methyl-

57.0

—
23.00 23.50

5000 m/z 85.10 48.39%
oL L[ tee0zm0mmo S0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane == =
57.0 23.00 23.50

m/z 55.10  23.86%

5000 JL
\‘ 113.0 169.0 225.0 281.0 338.0

0 H““Hiﬂﬁw‘uuu,“u““w“‘w““_“‘_“‘_‘

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 1-Heneicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.274 16.27 ng/ul 1951480  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Tetracosene 336 C24H48 010192-32-2 95
3 1-Tricosene 322 C23H46 018835-32-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Heptacos-1-ene 378 C27H54 015306-27-1 94
Abundance Scan 3415 (23.274 min): BM043681.D\data.ms (-3412) (- | m/z 57.10 100.00%
57.1
125.1 = =
23.00 23.50
207.0
ow,uu‘_w‘u!‘mH_‘“2‘97“9_“Sﬁ?ﬂf‘ﬂ?‘?w?pﬁ?‘_ m/z 43.10  96.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 — ——
23.00 23.50
125.0 m/z 83.10 95.36%
0‘\\\’\“\"\\ \‘l\l\‘\\‘!‘h\l\1\9\6‘\0\\\2‘6\6\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
—— —
23.00 23.50
5000 m/z 55.10 94.66%
125.0
i 336.0
YSNAEE 1 1 S N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227234: 1-Tricosene — —
43.0 23.00 23.50
m/z 97.10 84.24%
- I¥ \%va/jJ\-M~N\w\«
o M pee a0 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.609 46.51 ng/ul 5578720  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexadecane 226 C16H34 000544-76-3 87

Abundance Scan 3642 (24.609 min): BM043681.D\data.ms (-3635) (- | m/z 57.10 100.00%

57.1
5000
— =
H \1?7_1 207.0 281.1 ‘ 24.50 25.00
b bd A i}, 2070 2811 3832 4618 549. ./, 7110  68.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
5000 = —

24.50 25.00
m/z 43.10 64.34%

ol L1270 197.0 2810 3940
\\1\‘\T\\‘\1\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-

57.0

T
24.50 25.00

5000 m/z 85.10 47.51%

o LT pm0 200 3370 w0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- — =T
57.0 24.50 25.00

m/z 55.10  22.83%

5000 J/\%
‘ 1270 1970 2670  365.0

oH«‘_"‘_"W‘m_Hw"‘W‘H_m‘wwww — —
miz--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Behenic alcohol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.697 13.38 ng/ul 1604640  Perylene-d12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Octacosanol 410 C28H580 000557-61-9 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Octacosanol 410 C28H580 000557-61-9 90
5 Triacontan-15-o0l 438 C30H620 031849-26-0 87

Abundance Scan 3657 (24.697 min): BM043681.D\data.ms (-3652) (- | m/z 57.10 100.00%

57.1
5000

‘15.1 L LN

L1l . 2070 28113410 , 24.50 25.00
‘\"J"""H‘n“\"H‘u‘\‘\\\\‘\\\\‘\\\\‘\\39‘9\?\4?9\\8\"\5‘%5“‘ m/z 83.10 89.34%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0

5000 - -
24.50 25.00

m/z 43.10 83.02%

sl 100 2100
‘\\1 \1\\1‘\11\‘1\\1[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosano

83.0

o

2450 25b0
5000 m/z 97.10  76.35%
oh il u‘ﬁ...??zozgw?"” JM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol — —
57.0 24.50 25.00

m/z 55,10  73.09%

5000
125.0
{ HHuMﬂSZO 25003080 378.0

TR ERA EEE R cani ool s sh LS o — e e
miz> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Octachlorodibenzo-p-dioxin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
25.638 17.14 ng/ul 2056340  Perylene-d12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 58
2 2,3,6-Tribromophenanthrene-9-car... 456 C15H7Br302 056988-60-4 25
31,1':4',1"':4"",1""":4""",1" " ... 458 C36H26 004499-83-6 10
4 Cholest-8(14)-en-3-0l, (3.beta.,... 458 C30H540Si 055282-50-3 9
5 Cholest-7-en-3-0l, (3.beta.,5.al... 458 C30H540Si 002665-03-4 9

Abundance Scan 3817 (25.638 min): BM043681.D\data.ms (-3811) (- | m/z 459.80 100.00%

459.8
141.9
5000

l [N
25.50 26.00

01 m/z 457.75 90.55%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0

5000 — —
25.50 26.00

141.90 74.19%

142.0 2300  3320395.0
ol 83
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid
458.0

2550 26.00
m/z 461.80  63.41%
5000 174.0 /
45.0
‘ H| l 254.0

Y20 I oY IR S

miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #328517: 1,1:4'1":4" 1":4"™ 1™:4"™ 1""_Sexiphenyl — e
458.0 25.50 26.00

143.90  48.92%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2550 2600
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM122923\

Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 23 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.662  36.99 ng/ul 4436620  Perylene-di2 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 95
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Triacontan-15-o0l 438 C30H620 031849-26-0 91

Abundance Scan 3991 (26.662 min): BM043681.D\data.ms (-3982) (- | m/z 57.10 100.00%

57.1
5000

1%5.1 U
2650  27.00
207.0
ol ik lHJ\”H‘MMH 211 36134124 5041 4/z 55.10  85.21%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene

14)]
~l
o

5000 T —
26.50 27.00
125.0 m/z 43.10 84.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
— —
26.50 27.00
5000 m/z 83.10 77 .95%

125.0
0 ‘\‘ ‘ M (1820 2920 3640
“ R
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #308225: Octacosanol — —
57.0 26.50 27.00

m/z 97.10 75.61%

5000
125.0
\M{ ‘A.J%O 2920 3920

o‘H_""w_m_m_ww_m_mwww — —
miz—-> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.403  33.46 ng/ul 4013770  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 95
3 .beta.-Sitosterol 414 C29H500 000083-46-5 94
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
5 Campesterol 400 C28H480 000474-62-4 76

Abundance Scan 4117 (27.403 min): BM043681.D\data.ms (-4109) (- | m/z 43.10 100.00%

43.1 '
5000 107.1
2132 _ _——
W m 3033 4144 27.00 27.50
ol Hit 489.1549. /7 s55.10  58.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 107.0 r L
414.0 27.00 27.50
m ‘ 213.0 3030 m/z 57.10  53.00%
0 ‘\\J‘f Jl ““”“‘hf‘!\Jl“ﬂ"nlIJ.,‘h ‘\\\\ \\\‘M‘L\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0
— ——
27.00 27.50
5000 m/z 107.10  45.34%
107.0 414.0
3.0
0l H\ I L ‘W“"‘; ‘”‘ bl w bk »\u 0 WS P R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol — —
43.0 27.00 27.50

m/z 41.10 44.81%

5000 105.0
414.0
H‘ 213.0 329.0
h

Ll 2710
o‘m_mu — e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 Glutinol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
29.126  26.12 ng/ul 3132470  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glutinol 426 C30H500 000545-24-4 90
2 D-Homoandrostane, (5.alpha.,13.a... 274 C20H34 054482-31-4 62
3 D:B-Friedo-B':A'-neogammacer-5-e... 426 C30H500 001615-94-7 58
4 2-(Pentadec-14-yn-1-yl)furan 274 C19H300 1000465-05-2 42
5 2(1H)-Phenanthrenone, 3,4,4a,4b,... 274 C19H300 007715-44-8 35
Abundance Scan 4410 (29.126 min): BM043681.D\data.ms (-4401) (1 [ m/z 259.15 100.00%
95.1 259.1
5000
150.1
R
39 H” M | { 2421 4264 28.80 29.00 29.20
oL UL ““ bl 1L, 3421 4264 5041 .95 10 g8.5e%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316486: Glutino
259.0
134.0
5000 L B B B
69.0 28.80 29.00 29.20
M‘ m/z 69.10 76.55%
0 \‘\\“H“}J\J Wlf”“lﬂfh“!llf‘i %lf\ \\\‘3%5\.\0‘\\\\ﬁ‘fz\ﬁ.\?\\\\’\\\\’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #166420: D-Homoandrostane, (5.alpha.,13.alpha.)-
=
950 259.0
AR
28.80 29.00 29.20
5000 m/z 55.18 69.57%
1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316541: D:B-Friedo-B"A'-neogammacer-5-en-3-ol, (3.be N e e
55.0 274.0 28.80 29.00 29.20
m/z 43.10 65.68%
134.0
5000
205.0
il
oLl mMw‘mmmwHH_Hwh_m,w,
m/z--> 50 100 150 200 250 300 350 400 450 500 28.80 29.00 29.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122923\
Data File : BM@43681.D

Acqg On : 29 Dec 2023 21:29
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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|
Benzoic acid 10.022 5.2 ng/ul 426426 2 10.769 1656020 20.0
Longifolene 13.857 20.5 ng/ul 2110210 3 14.598 2056990 20.0
Cedrene 13.904 2.0 ng/ul 211021 3 14.598 2056990 20.0
Cyclohexene, 1-... 14.410 2.7 ng/ul 279650 3 14.598 2056990 20.90
(1R,4R,5S)-1,8-... 14.486 4.0 ng/ul 409362 3 14.598 2056990 20.0
Cedrol 15.874 6.1 ng/ul 624402 3 14.598 2056990 20.0
1-Hexadecanol 17.727 3.8 ng/ul 452131 4 17.345 2373510 20.0
(E)-Hexadec-9-e... 18.121 2.3 ng/ul 273188 4 17.345 2373510 20.90
cis-Vaccenic acid 18.186 3.0 ng/ul 350770 4 17.345 2373510 20.0
n-Hexadecanoic ... 18.245 16.8 ng/ul 1989400 4 17.345 2373510 20.0
Isopropyl palmi... 18.668 2.3 ng/ul 277920 4 17.345 2373510 20.0
2-Propen-1-one,... 18.815 2.8 ng/ul 327803 4 17.345 2373510 20.90
Octadecanoic acid 19.521 5.1 ng/ul 659722 5 21.521 2582560 20.0
2-Phenanthrenol... 20.609 10.4 ng/ul 1344050 5 21.521 2582560 20.0
9-Borabicyclo[3... 20.650 5.5 ng/ul 715806 5 21.521 2582560 20.0
(DEL) Alkane: S... 21.239 8.2 ng/ul 1052480 5 21.521 2582560 20.0
Pentadecafluoro... 22.168 8.8 ng/ul 1130650 5 21.521 2582560 20.0
(DEL) Alkane: S... 23.227 27.5 ng/ul 3294180 6 23.938 2398960 20.0
1-Heneicosanol 23.274 16.3 ng/ul 1951480 6 23.938 2398960 20.0
(DEL) Alkane: S... 24.609 46.5 ng/ul 5578720 6 23.938 2398960 20.0
Behenic alcohol 24.697 13.4 ng/ul 1604640 6 23.938 2398960 20.0
Octachlorodiben... 25.638 17.1 ng/ul 2056340 6 23.938 2398960 20.0
(DEL) Alkane: S... 26.662 37.0 ng/ul 4436620 6 23.938 2398960 20.0
.gamma.-Sitosterol 27.403 33.5 ng/ul 4013770 6 23.938 2398960 20.0
Glutinol 29.126 26.1 ng/ul 3132470 6 23.938 2398960 20.0
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