LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BM@43748.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.375 29 32 46 rVB 82701 144893 1.74% 0.111%
2 3.675 80 83 92 rVB 46031 80193 0.96% 0.062%
3 3.805 101 105 118 rBV 701833 1177165 14.14% 0.903%
4 5.311 356 361 370 rBV 128650 236870 2.85% 0.182%
5 6.452 548 555 563 rBV 118914 194464 2.34% 0.149%
6 6.616 574 583 591 rBV 173579 295900 3.56% 0.227%
7 7.140 662 672 682 rBV 1155713 2002151 24.06% 1.536%
8 7.246 682 690 695 rVV 3850095 5927101 71.22% 4.547%
9 7.299 695 699 708 rvv 895731 1413649 16.99% 1.084%
106 7.410 709 718 725 rVB 284833 436557 5.25% ©.335%
11 7.493 725 732 739 rBV 1155734 1843550 22.15% 1.414%
12 7.957 800 811 819 rBV 1175570 1904169 22.88% 1.461%
13 8.163 838 846 852 rBV 156855 268728 3.23% 0.206%
14 8.463 892 897 903 rVB4 20629 35588 0.43% 0.027%
15 8.616 918 923 928 rVB4 35326 54539 0.66% 0.042%
16 8.687 928 935 946 rBV 1211117 2042635 24.54% 1.567%
17 8.846 959 962 972 rVB8 20426 37928 0.46% 0.029%
18 9.134 1005 1011 1024 rVV 1004917 1786930 21.47% 1.371%
19 9.857 1124 1134 1147 rBV 856678 1566385 18.82% 1.202%
20 10.398 1219 1226 1247 rBV 1185682 2299262 27.63% 1.764%
21 10.769 1277 1289 1299 rVV 1533343 2618206 31.46% 2.008%
22 10.928 1309 1316 1334 rBV 308869 737178 8.86% 0.566%
23 11.528 1413 1418 1422 rBV2 28693 52338 0.63% 0.040%
24 11.581 1422 1427 1433 rVB3 52806 94648 1.14% 0.073%
25 12.416 1566 1569 1578 rBV2 19715 45770 0.55% 0.035%
26 12.516 1580 1586 1594 rBV3 51201 102084 1.23% 0.078%
27 12.792 1625 1633 1640 rBV3 15325 36796 0.44% 0.028%
28 13.492 1744 1752 1757 rVV3 51583 119302 1.43% 0.092%
29 13.545 1757 1761 1766 rVVé6 29026 56646 0.68% 0.043%
30 13.592 1766 1769 1774 rVB2 38846 55963 0.67% 0.043%
31 13.734 1789 1793 1798 rBV5 45104 72051 ©.87% ©0.055%
32 13.857 1808 1814 1818 rBV 165325 271384 3.26% 0.208%
33 13.904 1818 1822 1832 rVB 236944 369804 4.44% 0.284%
34 14.016 1832 1841 1850 rBV 2128179 3195960 38.40% 2.452%
35 14.292 1882 1888 1905 rBV 2578202 4154325 49.92%  3.187%
36 14.410 1905 1908 1914 rVB7 24156 40901 0.49% 0.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
37 14.481 1914 1920 1924 rBV5 55218 92672 1.11% 0.071%
38 14.545 1924 1931 1934 rBV3 103400 149325 1.79% 0.115%
39 14.598 1934 1940 1947 rVV 2197081 3295792 39.60% 2.528%
40 14.751 1961 1966 1970 rBV5 26387 50581 0.61% 0.039%
41 14.798 1970 1974 1975 rBV2 49624 63570 0.76% 0.049%
42 14.863 1976 1985 1998 rVV2 1476002 3438761 41.32% 2.638%
43 14.986 2002 2006 2009 rBV 63682 87377 1.05% 0.067%
44 15.151 2030 2034 2038 rVB5 56880 85362 1.03% 0.065%
45 15.475 2084 2089 2096 rVB 423374 610560 7.34% 0.468%
46 15.592 2102 2109 2118 rBV 3422931 5079089 61.03% 3.896%
47 15.728 2126 2132 2143 rBV 627946 928948 11.16% 0.713%
48 15.875 2153 2157 2162 rVB 133204 180976 2.17% 0.139%
49 16.075 2188 2191 2195 rVB5 44382 59135 0.71% 0.045%
50 16.239 2216 2219 2224 rVB 51361 71142 0.85% 0.055%
51 16.310 2226 2231 2239 rBV 104773 191261 2.30% 0.147%
52 16.463 2249 2257 2261 rBV5 75910 161799 1.94% 0.124%
53 16.522 2264 2267 2276 rVB3 47488 84107 1.01% 0.065%
54 16.745 2301 2305 2314 rBV3 122698 225321 2.71% 0.173%
55 16.845 2318 2322 2327 rVB2 154294 214249 2.57% 0.164%
56 16.998 2344 2348 2356 rBV 155707 259774 3.12% 0.199%
57 17.239 2385 2389 2392 rBV3 128497 184356  2.22% 0.141%
58 17.304 2397 2400 2402 rBV2 62424 69804 0.84% 0.054%
59 17.345 2402 2407 2412 rBV 2530284 3852153 46.29% 2.955%
60 17.445 2418 2424 2433 rVB 3268610 4915731 59.07% 3.771%
61 17.557 2440 2443 2445 rBV4 52620 71175 0.86% 0.055%
62 17.586 2446 2448 2453 rVB2 91283 107450 1.29% 0.082%
63 17.704 2464 2468 2471 rBV 124629 169943 2.04% 0.130%
64 17.874 2494 2497 2502 rVB2 66807 79896 0.96% 0.061%
65 17.933 2505 2507 2511 rVB3 60212 61618 0.74% 0.047%
66 18.127 2537 2540 2546 rVB3 64150 89325 1.07% 0.069%
67 18.186 2547 2550 2555 rBV3 75896 144719 1.74% 0.111%
68 18.245 2555 2560 2570 rBV 1183879 1725309 20.73% 1.324%
69 18.357 2576 2579 2585 rVB2 148672 231161 2.78% 0.177%
70 18.539 2607 2610 2614 rBv4 86607 146432 1.76% 0.112%
71 18.586 2614 2618 2624 rVB4 107802 179199 2.15% 0.137%
72 19.033 2690 2694 2698 rBV3 120435 153109 1.84% 0.117%
73 19.204 2719 2723 2728 rVB2 205644 255106 3.07% 0.196%
74 19.257 2728 2732 2736 rBV 330899 430776  5.18% ©.330%
75 19.374 2747 2752 2754 rBV3 124671 211980 2.55% 0.163%

76 19.404 2754 2757 2759 rVV2 199039 276582 3.32% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 19.439 2759 2763 2771 rVB2 641931 940704 11.30% 0.722%
78 19.521 2774 2777 2785 rVW 163480 282430 3.39% 0.217%
79 19.598 2787 2790 2797 rVB3 163387 233808 2.81% 0.179%
80 19.739 2808 2814 2820 rBV 4170583 5698900 68.48% 4.372%
81 20.251 2897 2901 2903 rBV3 353083 494562 5.94% 0.379%
82 20.286 2903 2907 2911 rVB 587181 806808 9.69% 0.619%
83 20.445 2930 2934 2942 rVB3 421934 734005 8.82% 0.563%
84 20.615 2958 2963 2967 rBV2 3530083 5850025 70.29% 4.488%
85 20.657 2967 2970 2977 rVB2 1233149 2065314 24.82% 1.584%
86 20.880 3006 3008 3012 rVB3 242152 272307 3.27%  0.209%
87 20.980 3021 3025 3030 rVB 1287659 1561584 18.76%  1.198%
88 21.115 3044 3048 3053 rBV 2566276 3374924 40.55% 2.589%
89 21.239 3065 3069 3073 rBV 2129019 2553332 30.68% 1.959%
90 21.339 3082 3086 3088 rBV3 639480 948114 11.39% 0.727%
91 21.533 3114 3119 3128 rBV 2939627 3975301 47.77% 3.050%
92 22.109 3214 3217 3221 rBV 634372 773608 9.30% 0.593%
93 22.174 3223 3228 3239 rVB 2643382 4049888 48.66% 3.107%
94 22.662 3307 3311 3326 rVB 984282 1794034 21.56% 1.376%
95 23.227 3402 3407 3411 rBV 2213025 3528603 42.40% 2.707%
96 23.274 3411 3415 3428 rVB 2654494 4584937 55.09% 3.517%
97 23.798 3498 3504 3510 rBV2 2729333 5389768 64.76% 4.135%
98 23.956 3525 3531 3542 rVB 2036003 4323714 51.95% 3.317%
99 24.603 3635 3641 3650 rVB 3925626 8322537 100.00% 6.384%
100 24.698 3652 3657 3670 rVB 1495179 3340935 40.14% 2.563%

Sum of corrected areas: 130357780
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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: BM043748.D\data.ms
5000000
4000000 7.246
3000000
2000000
10.769
7.1407.493 7.957
1000000 3.805 7299
3.37%.67 5311 6.45516 410 8.163
0 \\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM043748.D\data.ms
5000000 19739
20.6
4000000
15.592 17.445
3000000 14.292 17345
14.016 20\
2000000
2200 45
1000000 )
oL 132040702 G ! T
T T T e T T T T T T T T
Time--> 12.00 1250 13.00 1350 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: BM043748.D\data.ms
24.603
5000000
21533 22.174 23.274 23.198
23.227
4000000
21.115 3.956
24.698
3000000 22 662
22.1109
2000000 M
1000000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 2750 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 2-Butanone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
5.311 2.49 ng/ul 236870 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone 72 C4H80 000078-93-3 64
2 2-Butanone 72 C4H80 000078-93-3 64
3 2-Butanone 72 CAH80 000078-93-3 64
4 2-Butanone 72 C4H80 000078-93-3 64
5 Propanal, 2-methyl- 72 C4H80 000078-84-2 50
Abundance Scan 361 (5.311 min): BM043748.D\data.ms (-356) (-) m/z 43.10 100.00%
3.1
- ux/A\J\\MN$
e A EEREAREES
85.0 ‘ 5.00 5.20 5.40 5.60
b d 820 1150146.9178.1208.0  28L. .., 73 19  25.51%
miz-> 50 100 150 200 250
Abundance #741: 2-Butanone
43.0
5000 L B B R B R
5.00 5.20 5.40 5.60
m/z 57.05 10.53%
13‘.0‘\‘ | 173.0
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #742: 2-Butanone
43.0
R e
5.00 5.20 5.40 5.60
5000 m/z 58.10 5.98%
130, | |73.0
R am e T T
miz--> 50 100 150 200 250
Abundance #744: 2-Butanone ‘W““‘H““H‘,“‘ﬂ
43.0 5.00 5.20 5.40 5.60
m/z 42.05 5.97%
- WWWJ\"N\W
mi/z--> 50 100 150 200 250 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 2 Bicyclo[3.1.0]hex-2-ene, 2-... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
6.452 2.04 ng/ul 194464 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1@H16 002867-05-2 91
2 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1OH16 002867-05-2 91
3 .alpha.-Phellandrene 136 C1@H16 000099-83-2 80
4 .alpha.-Phellandrene 136 C1OH16 000099-83-2 78
5 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C1@H16 002867-05-2 78
Abundance Scan 555 (6.452 min): BM043748.D\data.ms (-548) (-) m/z 93.05 100.00%
93.0
T T
4ﬁ-0 ‘ 1361 15 02070 6.20 6.40 6.60 6.80
s .0207. 281.( o
rrrprrretbbp e e b e e m/z 0 91,18 57.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18247: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylett
93.0
5000 L B I L LI LA B
6.20 6.40 6.60 6.80
m/z 77.05 42.14%
41.0
‘ 136.0
\H‘\‘\‘\\‘i‘\\h“\’\‘\\\“i\\ ‘\‘\‘\\\“HH‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18241: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylet
93.0
AR Emae na LR
6.20 6.40 6.60 6.80
5000 m/z 92.10 35.36%
41.0 136.0
me‘whwwﬁumuM‘huw‘uw‘uwu‘wu‘wuw‘uw‘HWH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18061: .alpha.-Phellandrene R R R T
93.0 6.20 6.40 6.60 6.80
m/z 79.00 12.34%
5000
39.0 136.0
m/z--> 20 40 60 80 100120140160180200220240260280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 .alpha.-Pinene Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
6.616 3.11 ng/ul 295900 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-70-8 94
3 (1S5)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 91
4 3-Carene 136 C1OH16 013466-78-9 91
5 (+)-3-Carene 136 C1oH16 000498-15-7 91
Abundance Scan 583 (6.616 min): BM043748.D\data.ms (-574) (-) m/z 93.10 100.00%
3.1
411 T T
H ‘ 36.1 6.20 6.40 6.60 6.80 7.00
i ““ Il 1909 2580 AL 0 91 05 44.04%
miz--> 100 150 200 250 300
Abundance #18027: .alpha.-Pinene
93.0
5000 I L L B
39.0 6.20 6.40 6.60 6.80 7.00
m/z 92.10  37.38%
36.0
T \ \‘ ‘M‘ ‘H‘ “ \ ?‘\ T ‘ T T T T ‘ L ‘ L ‘ L
miz--> 100 150 200 250 300
Abundance #18190. (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.05 35.32%
41.0 H 36.0
‘ Mm 1
miz-> 100 150 200 250 300
Abundance #18189: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene AL Wt & R
93.0 6.20 6.40 6.60 6.80 7.00
m/z 79.05 26.25%
5000
41.0
m/z--> 50 100 150 200 250 300 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 Bicyclo[3.1.0]hexane, 4-met... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.246  62.25 ng/ul 5927100 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 97
2 Bicyclo[3.1.8]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 91
3 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H1l6 003387-41-5 91
4 .beta.-Phellandrene 136 C1OH16 000555-10-2 90
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 87
Abundance Scan 690 (7.246 min): BM043748.D\data.ms (-682) (-) m/z 93.10 100.00%
93.1
5000 K

41.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\

“ 136.1 7.00 7.20 7.40 7.60
ot L L | 1769 2218 267.1 384 .., 91 10  46.33%

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

Abundance #18240: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle

93.0
5000 L B B I LA L
7.00 7.20 7.40 7.60
41.0 ‘ 136.0 m/Z 77.10 40.80%
\‘\‘\“‘M‘\‘M\‘! “H\ \‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #18246: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methylet
93.0
AT e
7.00 7.20 7.40 7.60
5000 m/z 79.10  29.05%
41.0 ‘ 136.0
R I O
m/z--> 50 100 150 200 250 300 350
Abundance #18244: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle A REEEE e R
93.0 7.00 7.20 7.40 7.60
m/z 41.10 24.28%
5000
41.0
L
T SEBSNILG A WNAV, W_—
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #37058: Ethanone, 1-cyclopropyl-2-(4-pyridinyl)- T T T
93.0 7.00 7.20 7.40 7.60 7.80

m/z 91.05 20.95%

Peak Number 5 .beta.-Myrcene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.410 4.59 ng/ul 436557 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Myrcene 136 C10H16 000123-35-3 90
2 .beta.-Myrcene 136 C1oH16 000123-35-3 83
3 Ethanone, 1-cyclopropyl-2-(4-pyr... 161 C1OH11NO 006580-95-6 59
4 .beta.-Pinene 136 C1eH16 000127-91-3 52
5 .beta.-Myrcene 136 C10H16 000123-35-3 50
Abundance Scan 718 (7.410 min): BM043748.D\data.ms (-709) (-) m/z 41.10 100.00%
41.1 93.1
5000
‘ 7.00 7.20 7.40 7.60 7.80
1211 : : : : :
,‘MM‘«_“‘M HJ “UWMMWHwHH_H?R?:F’W_W??}:‘ m/z 93.10  90.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18031: .beta.-Myrcene
93.0
41.0
5000 DL B LN B W
7.00 7.20 7.40 7.60 7.80
m/z 69.05 73.58%
L ALy, 2o
’\‘\‘Hi”\\““\‘M‘H“‘\\U\‘\”H\“HH“\H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18030: .beta.-Myrcene
41.0 93.0
RN R
7.00 7.20 7.40 7.60 7.80
5000 m/z 39.10 24.47%
‘” L) 1360 JL

5000 41.0

—

| | 13201610

m/z--> 20 40 60 80 100120140160180200220240260280 7.00 7.20 7.40 7.60 7.80

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:06 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 D-Limonene Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
8.163 2.82 ng/ul 268728 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 94
3 Limonene 136 C1@H16 000138-86-3 90
4 Cyclohexene, 1-methyl-5-(1-methy... 136 C1@H16 013898-73-2 90
5 Limonene 136 C1OH16 000138-86-3 87
Abundance Scan 846 (8.163 min): BM043748.D\data.ms (-838) (-) m/z 68.05 100.00%
68.0

—

5000
39.1
121.1 NS SRS,
H‘ ‘ 2070 -y 7.80 8.00 8.20 8.40
’HH“H‘\“\‘ “H \H‘\‘\‘H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘H m/z 67.19 78.3500
m/fz--> 20 40 60 80 100120140160 180200 220240260280
Abundance #18009: D-Limonene
68.0
5000 L L LN B B I
7.80 8.00 8.20 8.40
121.0

‘ m/z 93.05 66.34%

4q “ A H M J ‘

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0

%

7.80 8.00 8.20 8.40
5000 m/z 79.05 37.73%

39.0
i) 71360

m/z--> 20 40 60 80 100120140160 180200220240260280

-

Abundance #17995: Limonene A= man SRR
68.0 7.80 8.00 8.20 8.40
m/z 39.10 34.62%
5000
39.0
,MwM\uwl\mm”\_m_m_m_HW_HWW
m/z--> 20 40 60 80 100120140160180200220240260280 7.80 8.00 8.20 8.40

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:07 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 Caryophyllene Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
13.984  2.24 ng/ul 369804 Acenaphtheme-dio 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 caryophyllene 204 Clst2a 000087-44-5 99

2 Caryophyllene

204 C15H24

3 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24
4 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24
5 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24

000087-44-5 93
242794-76-9 91
013877-93-5 91
000118-65-0 64

41.1

5000
m/z-->

Abundance Scan 1822 (13 904 min): BM043748.D\data.ms (-1818) (-

33.0

189.1
N |, 2819  341.
R e e B B o

93.0

L
150 200 250 300

Abundance

5000

#80121: Caryophyllene
3.0 133.0

189.0

mi/z--> 150 200 250 300
Abundance #80126: Caryophyllene

93.0

41.0 133.0
5000
2040
— }\‘ “ H“ h\ ‘ ‘\ ‘\‘ Cn I A

m/z--> 50 1 150 200 250 300

Abundance #80294: Bicyc

lo[5.2.0]nonane, 2-methylene-4,8,8-trimeth

m/z 93.05 100.00%

%

14.00

m/z 41.10 96.79%

u

14.00

m/z 91.10  81.54%

o

14.00

m/z 69.10 78.17%

.

93.0 14.00
133.0 m/z 119.05 70.22%
) M/\MM
— H‘ ‘ “u ‘L\ I \H “‘ H\ “\ “\‘ I \ T L
m/z--> 100 150 200 250 300 14.00

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:08 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (2E,4S,7E)-4-Isopropyl-1,7-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.475 3.71 ng/ul 610560  Acenaphthene-di10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2E,4S,7E)-4-Isopropyl-1,7-dimet... 222 C15H260 198991-79-6 91
2 (2E,4S,7E)-4-Isopropyl-1,7-dimet... 222 C15H260 198991-79-6 91
3 2-n-Heptylfuran 166 C11H180 003777-71-7 50
4 16-Heptadecyn-4-one, 1,2-dihydroxy- 282 C17H3003 1379770-10-1 50
5 Fenchone 152 C10H160 001195-79-5 49

Abundance Scan 2089 (15.475 min): BM043748.D\data.ms (-2084) (- | m/z 81.05 100.00%

81.0
5000{ 43.1
123.1 L
\ I ° 11 2071 o830 3854 1550
0 A b 2830 3950 Tnyz 43.10  46.13%
m/z--> 50 100 150 200 250 300 350
Abundance #102014: (2E,4S,7E)-4-Isopropyl-1,7-dimethylcyclodeca-
81.0
5000 1
43.0 15.50

123.0 m/z 41.10 26.53%

161.0
207.0
\”\‘\““\H\““M“‘\‘\‘L\H‘\“\\\\ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #102018: (2E,4S,7E)-4-Isopropyl-1,7-dimethylcyclodeca-
81.0
\

43.0 ‘ ‘
15.50
5000 ITI/Z 123.05 17.37%
12301610
‘ 207.0

m H‘*“”“! by ‘H‘ P —

m/z--> 50 100 150 200 250 300 350
Abundance #41381: 2-n-Heptylfuran =
81.0 15.50

m/z 55.10 17.15%

- /L\/\—/\\AJ/\J\\/\\
41. 0 123.0 166.0
[

m/z--> 50 100 150 200 250 300 350 15.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:09 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.245 8.96 ng/ul 1725310  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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2560 (18.245 min): BM043748.D\data.ms (-2555) (- | m/z 73.05 100.00%

.0
129.0

T
H‘ ‘ ‘ . 18.00 18.50
omH www\m\mMn“%1‘3‘-1‘3%%‘149‘1; n/z 43.10  91.67%

73
mi/z--> 100 150 200 250 300 350 400
Abundance Mﬂ #143510: n-Hexadecanoic acid

5000

5000 129.0 1 UL
18.00 18.50

m/z 60.05 87.65%

‘ 171.0213.0256.0
“M‘\‘m | “ “ “‘ \‘ “‘\‘ . “‘ G
100 150 200 250 300 350 400
#143508: n-Hexadecanoic acid
256.0
—7T—

18.00 18.50
5000 m/z 57.10  72.04%

129.0
.0 213.0
T 171.0
\“ hh“u‘ﬂ‘\wu \ ‘ ““u\‘ ‘\H“‘HH‘HH’HH“
m/z--> 50 100 150 200 250 300 350 400

m/z--> 5
Abundance

Abundance #143509: n-Hexadecanoic acid T —
43.0 18.00 18.50
m/z 41.10 71.51%
5000 256.0
1290
213.0

HmEds
A A —_
m/z--> 5 100 150 200 250 300 350 400 18.00 18.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:10 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\

Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09

Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 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 10 Phytol Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
19.257 2.24 ng/ul 430776  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 93
2 Phytol 296 C20H400 000150-86-7 91
3 Phytol 296 C20H400 000150-86-7 91
4 Phytol 296 C20H400 000150-86-7 83

5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 53

Abundance Scan 2732 (19.257 min): BM043748.D\data.ms (-2728) ({ | m/z 71.10 100.00%

71.1
5000

123.1 = -

\ “\ 189.1 3132 19.00 19.50
A Muwm,""‘“2‘4‘?9“““‘,“499‘9”““7‘5‘ m/z 43.10  39.01%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194549: Phytol
71.0

5000 — e
19.00 19.50

123.0 m/z 57.10 32.67%
17'0\\ \h m‘\ Mu I‘\ L\ 196 0 296 0

71.0 ' MM

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194550: Phytol

T T
19.00 19.50

5000 m/z 55.10  28.38%

‘ 123.0
“MM‘u‘,"1‘9‘?-9”‘2‘76-‘0_m,w_ww
0 100 150 200 250 300 350 400 450

#194552: Phytol T —
71.0 19.00 19.50

m/z 41.10 27.86%

5000
123.0

\\ | ‘\h ). 1960 2780

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

m/z-->
Abundance

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:11 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (4aS,4bR,10aS)-7-Isopropyl-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
19.439 4.88 ng/ul 940704  Phenanthrene-d1e 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (4aS,4bR,10aS)-7-Isopropyl-1,1,4... 272 C20H32 035241-40-8 99
2 (4aS,4bS,10aS)-7-Isopropyl-1,1,4... 272 C20H32 122712-77-0 78
3 Kaur-16-ene, (8.beta.,13.beta.)- 272 C20H32 020070-61-5 55
4 Androst-5-en-4-one 272 C19H280 013583-72-7 41
5 Benzocyclododecene, 2,3-diethyl-... 272 C20H32 061141-65-9 30

Abundance Scan 2763 (19.439 min): BM043748.D\data.ms (-2759) (- | m/z 105.10 100.00%

105.1
272.3
5000; 41.1
187.1 ———

L] ‘ 358.2 431, 1950
el L L ss82 431 136.05  79.26%

m/z--> 50 100 150 200 250 300 350 400
Abundance #163998: (4aS,4bR,10aS)-7-Isopropyl-1,1,4a-trimethyl-1,
272.0
136.0
5000 U
81.0 19.50
ﬁ{? 187.0 m/z 272.30  67.29%
9 ‘\ \H Nm\ L ‘ .
L ‘ T ‘ i \ T ‘ T ‘ L ‘ L ‘ TTTT ‘ L

13

3
~
N

m/z--> 100 150 200 250 300 350 400
Abundance #163997. (4aS,4bS,10aS)-7-Isopropyl-1,1,4a-trimethyl-1,
91.0
137.0 A - L
19.50
272.0 o
m/z 229.15 66.67%
5000 41.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #163955: Kaur-16-ene, (8.beta.,13.beta.)- e
272.0 19.50
m/z 91.10 60.52%
5000
0 187.0
‘—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r T T T
m/z--> 50 100 150 200 250 300 350 400 19.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:12 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
20.251 2.49 ng/ul 494562  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Octadecanol 270 C18H380 000112-92-5 94
4 cis-1-Chloro-9-octadecene 286 C18H35C1 016507-61-2 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 2901 (20.251 min): BM043748.D\data.ms (-2897) (- | m/z 43.10 100.00%

43.1
97.1
5000

—
49.1 207.0 20.00 20.50

0 H‘Mpwdﬁh WM“W*W"\uﬂﬂw“ﬁﬁégwf47?“4§% m/z 55.10  93.06%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.0
97.0
20.00 20.50

m/z 57.10 87.01%

\\‘\"\\\\‘h‘\\“a}s‘ﬁ\o\\‘\\\\‘\\\\‘3\2\2\\0‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcohol
83.0

5000 —— —

— —
20.00 20.50
5000 ITI/Z 83.10 85.76%
29.0 139.0
\h I | ‘ h h ‘196 0 280.0
e e R S RN SRR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161350: 1-Octadecanol T ——
43.0 20.00 20.50
97.0 m/z 69.10 78.20%
5000 J
o a0
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:14 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (1R,4aR,4bS,10aR)-7-Isoprop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.286 4.06 ng/ul 806808  Chrysene-di2 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,4bS,10aR)-7-Isopropyl-1,... 286 C20H300 103654-28-0 91
2 Benzene, (ethoxymethyl)- 136 C9H120 000539-30-0 27
3 Benzenepropanal 134 C9H10e0 000104-53-0 27
4 4-Thujen-2-.alpha.-yl acetate 194 C12H1802 095875-05-1 27
5 cis-Pinen-3-o0l 152 C10H160 1010292-85-2 27
Abundance Scan 2907 (20.286 min): BM043748.D\data.ms (-2903) (- | m/z 91.10 100.00%
91.1
" M
1 T T T T T T
il
LA L ik | 358 43105032 gy 10 g5 asy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181953: (1R,4aR,4bS,10aR)-7-Isopropyl-1,4a-dimethyl-
91.0
5000 e e
20.00 20.50
‘ } 187.0 286.0 m/Z 43.10 68.07%
WWJI lIWIhWWWl“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18855: Benzene, (ethoxymethyl)-
91.0
—— —
20.00 20.50
5000 m/z 133.05 62.17%
29.0 ’ ‘
HW‘N‘L“‘W"H"H"_‘H“H‘,H“_“w“u,‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17531: Benzenepropanal T —
91.0 20.00 20.50
m/z 105.10  45.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:15 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 20
R.T. EstConc Area Relative to ISTD R.T.

20.445 3.69 ng/ul 734005  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 91
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 58
3 (4Br,8As)-(+)-4B,5,6,7,8,8A,9,10... 346 C22H3403 1000426-72-2 46
4 Silane, methylvinyl(2,4,4-trimet... 400 C21H4403Si2 1000416-59-2 43
5 Podocarpa-8,11,13-trien-17-o0ic a... 344 C22H3203 024067-43-4 43

Abundance Scan 2934 (20.445 min): BM043748.D\data.ms (-2930) (+ | m/z 271.15 100.00%
2711

-

5000 175.1
69.1
“ \\ \hth.“ | \M T 3331 4321  536.3 2050
0! H‘wuwﬂnwuwmu“mhl"W‘H‘q‘u“u‘q“u‘u‘q‘ m/z 175.10  43.29%
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
5000 T
20.50
69.0 m/Z 201.10 41.62%

] \“ i\ \‘ Wi bl L“ nJM“ \J \ Ll

‘\H\’\\H HH‘HH[HH R R R R R R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

S

271.0
175.0 20.50
5000 m/z 69.10 34.96%
43.0
T
m/z--> 0 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
2

71.0 20.50
45.0 m/z 189.10 29.15%
5000
175.0
‘ 346.0
B s Y 0 O .
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

SFAM-EPA-BM121523.MA.M Thu Jan 04 16:01:16 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 Cycloisolongifolene, 9,10-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.616  29.43 ng/ul 5850030 Chrysene-d12 21.533
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... 328 C22H3202 015340-82-6 68
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 68
4 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 53
5 Pisiferol 302 C20H3002 024035-36-7 38

Abundance Scan 2963 (20.615 min): BM043748.D\data.ms (-2958) (- | m/z 175.10 100.00%

175.1 271.1
50001 411
‘ 20.50 21.00
0 AL || 3551 430.24893 /7 271,19 89.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000
2050 2100
69.0 m/z 201.10  64.61%
“\“!‘\J!‘\J\f“\ \\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
175.0 2050 2100
5000 m/z 131.00 64.21%
43.0
328.0

‘ 115.0 \
| le "M“M\*v“‘“‘\‘“‘“J“‘Ml N
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro S ==
271.0 20.50 21.00

m/z 187.10  55.93%

175.0

5000

690

Ll \“ ‘i Ll n I hhui\h“ \J‘ \ | J | 4 /L./

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.657 10.39 ng/ul 2065310  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Podocarpa-6,8,11,13-tetraen-12-o0... 326 C22H3002 022160-86-7 43
2 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C1@H10N40 1000260-59-4 25
3 4,4'-Bis(tetrahydrothiopyran) 202 C1eH18S2 116196-83-9 25
4 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 22
5 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 22

Abundance Scan 2970 (20.657 min): BM043748.D\data.ms (-2967) (- m/z 202.10 100.00%
202.1

5000 284.1

_

A
55.1 14% \ 20.50 21.00
bl ] 843.1399.0 4640 /s 199 10 64.46%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232306: Podocarpa-6,8,11,13-tetraen-12-ol, 13-isopropy
202.0 284.0
43.0

5000 =
20.50 21.00
m/z 213.10 51.09%
| \

141. ‘ ‘
“ ‘!‘l‘\“lT!“““h\1‘\\’!\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8
202.0

o

T
30.0 20.50 21.00
5000 ITI/Z 284.15 46.59%
" 117.0
— “l“u'%“":""““""‘u w‘u"w'w’:‘u“‘ R R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran) T .
45.0 202.0 20.50 21.00
99.0 m/z 159.10 46.03%
h MM
111 NN
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\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (1R,4aR,4bS,10aR)-1,4a-Dime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.980 7.86 ng/ul 1561580  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,4bS,10aR)-1,4a-Dimethyl-... 286 C20H300 019898-57-8 98
2 (1R,4aR,4bS,10aR)-1,4a-Dimethyl-... 286 C20H300 ©19898-57-8 95
3 Benzenemethanol, .alpha.-ethyl-.... 242 C17H220 074685-43-1 60
4 Chloroacetic acid, 1-adamantylme... 242 C13H19C102 083813-49-4 53
5 6-Fluoroindole 135 C8H6FN 000399-51-9 52
Abundance Scan 3025 (20.980 min): BM043748.D\data.ms (-3021) (- | m/z 135.05 100.00%
135.1
- /vjv\~vAMAAAA/fJ\
ai 286.1 100
Okl M“«‘”ﬂw PINCCI o | 356.1413.4 477.2535.  m/z 91.10  21.00%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #181959: (1R,4aR,4bS,10aR)-1,4a-Dimethyl-7-(propan-2
135.0
5000 T
21.00
m/z 286.15 14.28%
41.0 286.0
4 ‘l““‘\‘h\w \h‘\h‘r‘uw\‘J[‘\'\J\_S\‘g\.(\)\ T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181958: (1R,4aR,4bS,10aR)-1,4a-Dimethyl-7-(propan-2
135.0
=
21.00
m/z 105.10 14.06%
5000 286.0
77.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126411: Benzenemethanol, .alpha.-ethyl-.alpha.-2,5,7-0 e
135.0 21.00
m/z 136.05 13.12%
57.0
5000
EPRTERETY) =
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 ((1R,4aR,4bR,10aR)-7-Isopro... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.115 16.98 ng/ul 3374920  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 ((1R,4aR,4bR,10aR)-7-Isopropyl-1... 288 C20H320 000666-84-2 99
2 ((1R,4aR,4bS,10aR)-7-Isopropyl-1... 288 C20H320 097640-46-5 38
3 ((1R,4aS,10aR)-7-isopropyl-1,4a-... 288 C20H320 1000439-86-6 35
4 3-Hydroxy-10,13-dimethyl-1,2,3,6... 288 C19H2802 1000496-48-2 15
5 4'-Bromo-o-acetotoluidide 227 C9H10BrNO 024106-05-6 11

Abundance Scan 3048 (21.115 min): BM043748.D\data.ms (-3044) (- | m/z 105.10 100.00%
105.1
41.1 288.3
5000 185.1
—— —
I
oL MMM L L LL | 356.1 4281 5040y 911 81.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184354: ((1R,4aR,4bR,10aR)-7-Isopropyl-1,4a-dimethyl
288.0
105.0
5000 —— ——
41.0 185.0 21.00 21.50
1 ‘ m/z 133.00  71.77%
\“\‘ &[“JLJ‘ WJ‘J‘T “m“\m\ ‘\ ‘\ IL\‘\\ J“‘t\ U\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184353: ((1R,4aR,4bS,10aR)-7-Isopropyl-1,4a-dimethyl
91.0
—r —
21.00 21.50
5000 m/z 288.25  61.65%
288.0
& ‘ F.o
29.‘ ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 L
Abundance #184351: ((1R,4aS,10aR)-7-isopropyl-1,4a-dimethyl-1,2, = =
288.0 21.00 21.50
133.0 m/z 131.05 61.32%
5000
43.0 227.0
TY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FY_Y_Y_Y—FV T ‘ T T ‘ T
m/z--> 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_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.239 12.85 ng/ul 2553330  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 96
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Cyclotetracosane 336 C24H48 000297-03-0 94

Abundance Scan 3069 (21.239 min): BM043748.D\data.ms (-3065) (- | m/z 57.10 100.00%
7.1

5
5000

11971 300.1
ol wfa“mwm_wwwft?’?-‘q‘H_‘Sﬂ?chww m/z 43.10 91.77%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #155961: 1-Nonadecene
97.0
5000 —r —
21.00 21.50
m/z 55.10 82.17%

Al
‘\3‘\)“\\‘\‘H\}“??\.\()‘H\z\ﬁ?\.\o‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

5000 m/z 83.10 71.15%
I HF;F." 2529 3600 648,
e e e e e e e e
m/z--> 0 50 100150200 250 300 350400 450 500 550 600 650
Abundance #275085: Octadecyl! trifluoroacetate T
57.0 21.00 21.50

m/z 69.10 68.59%

B U\/\\J\/\’\d
.0
1l F 224.0297.0

|y
‘\

T P T T T T T T T T T T T T T

T \
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM010224\

BM043748.D

: 04 Jan 2024 00:09
: MA/JU
: 05951-04

: 16 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 20 unknown-02 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
21.339 4.77 ng/ul 948114  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 89
2 Friedelan-3-one 426 C30H500 000559-74-0 53
3 Adipic acid, .beta.-citronellyl ... 312 C18H3204 1000353-76-4 27
4 Phenol, 4,4'-(1-methylethylidene... 284 C19H2402 005613-46-7 25
5 Friedelan-3-one 426 C30H500 000559-74-0 25

Abundance Scan 3086 (21.339 min): BM043748.D\data.ms (-3082) (- | m/z 69.10 100.00%
69.1 269.1
199.1
5000
P e
H ” ” \ H‘ 3411 426.4 489.0 21.00 2150
ol ddhid il Al m/Z 269.10  94.52%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316501: Friedelan-3-one
69.0
5000 125.0 — —
21.00 21.50
‘ ‘ 205.0 273.0 m/z 55.10 77.01%
426.0
e ‘\“ M\‘ ‘ : ’ “\JH‘ML“\‘ML u“ ‘.I}‘Ah \H* 4 \‘M ‘l“g"“ﬂl 9‘ ot ‘L‘ e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316504: Friedelan-3-one
69.0
125.0 — ——
21.00 21.50
5000 m/z 95.10 75.39%
205.0
‘ 213.0 426.0
341.0
b
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #214488: Adipic acid, .beta.-citronellyl ethyl ester — —
81.0 21.00 21.50
m/z 81.10 72.84%
h Il AA/A\JMWA//M\vNNWMWN
29:4{4\wHM,Hwm?“?79‘mww,w_ww‘ - —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.110 3.89 ng/ul 773608  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 98
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 96
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 89
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 50

Abundance Scan 3217 (22.109 min): BM043748.D\data.ms (-3214) (- m/z 285.15 100.00%
285.1

217.1
5000

-

41.1
1151

22.00 22.50
0 Lo L] 357.14171479.2536. 0 309,15 62.73%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #200032: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
5000 e P
217.0 22.00 22.50

69.0 m/z 217.10  51.84%

’H ‘m Hﬁn m.ul | \

‘\\\\ et b e T \11\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘

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

Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

E

22.00 22.50
5000 m/z 203.10  48.53%

217.0
. M ‘\‘lelsmgu.‘ul il ” ‘ | \ oy

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #200031: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah

-

285.0 22.00 22,50
43.0 m/z 215.10  45.14%
5000 215.0
15.0
— —
m/z—> 0 50 100 150 200 250 300 350 400 450 500 22.00 22,50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 Octacosyl acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.174 20.38 ng/ul 4049890  Chrysene-di12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosyl acetate 452 C30H6002 018206-97-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3228 (22.174 min): BM043748.D\data.ms (-3223) ({ | m/z 55.10 100.00%
1

55.

1p5.1 —r— ——
2071 y71 4 22.00 22.50
o AL o 2r ] 3811 46385221 m/z 83.16  98.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326466: Octacosyl acetate
43.0
5000 111.0 — —
22.00 22.50
m/z 57.10 95.91%
I

LD | 1810 250.0 320.0 392.0452.0
‘\\1’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09

Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 23 9-Octadecenamide, (Z)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.662 9.03 ng/ul 1794030  Chrysene-d12 21.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 94
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 91
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 76
4 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 68
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 60

Abundance Scan 3311 (22.662 min): BM043748.D\data.ms (-3307) (- | m/z 59.10 100.00%

59.1
5000

— —
Mmlzel 207.1 22.50 23.00
il

Ay 1 29433561 425.7489.1549. 1/, 7310 67.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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o
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22.50 23.00
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' H}A“f“\]\!“!h\q]ﬂ_?fﬁ\\‘1‘2\“8!‘]-\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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—— —
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Abundance #174776: 9-Octadecenamide, (2)- —— —
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5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.227 16.32 ng/ul 3528600  Perylene-d12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 86

Abundance Scan 3407 (23.227 min): BM043748.D\data.ms (-3402) (+ | m/z 57.10 100.00%
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T
23.00 23.50

1
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
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T
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane T —
57.0 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09

Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 25 1-Heneicosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.274  21.21 ng/ul 4584940  Perylene-di12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Heptacos-1-ene 378 C27H54 015306-27-1 94
5 Octacosanol 410 C28H580 000557-61-9 93

Abundance Scan 3415 (23.274 min): BM043748.D\data.ms (-3411) (- | m/z 57.10 100.00%
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Data Path :
Data File :
: 04 Jan 2024 00:09
: MA/JU

: 05951-04

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM010224\

BM043748.D

TIC Library

: 16 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM121523.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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.604  38.50 ng/ul 8322540  Perylene-d12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3641 (24.603 min): BM043748.D\data.ms (-3635) (- | m/z 57.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc

ALS vial : 16 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 27 Triacontyl acetate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24.698 15.45 ng/ul 3340940  Perylene-di12 23.956
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Octacosyl acetate 452 C30H6002 018206-97-8 91
4 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 90
5 1-Triacontanol 438 C30H620 000593-50-0 86

Abundance Scan 3657 (24.698 min): BM043748.D\data.ms (-3652) (- | m/z 83.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43748.D

Acqg On : 04 Jan 2024 00:09
Operator : MA/JU

Sample : 05951-04

Misc :

ALS Vvial : 16 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|
2-Butanone 5.311 2.5 ng/ul 236870 1 7.957 1904170 20.0
Bicyclo[3.1.0]h... 6.452 2.0 ng/ul 194464 1 7.957 1904170 20.0
.alpha.-Pinene 6.616 3.1 ng/ul 295900 1 7.957 1904170 20.0
Bicyclo[3.1.0]h... 7.246 62.3 ng/ul 5927100 1 7.957 1904170 20.0
.beta.-Myrcene 7.410 4.6 ng/ul 436557 1 7.957 1904170 20.0
D-Limonene 8.163 2.8 ng/ul 268728 1 7.957 1904170 20.0
Caryophyllene 13.904 2.2 ng/ul 369804 3 14.598 3295790 20.0
(2E,4S,7E)-4-Is... 15.475 3.7 ng/ul 610560 3 14.598 3295790 20.0
n-Hexadecanoic ... 18.245 9.0 ng/ul 1725310 4 17.345 3852150 20.0
Phytol 19.257 2.2 ng/ul 430776 4 17.345 3852150 20.0
(4aS,4bR,10aS)-... 19.439 4.9 ng/ul 940704 4 17.345 3852150 20.0
(DEL) Alkane: S... 20.251 2.5 ng/ul 494562 5 21.533 3975300 20.0
(1R,4aR,4bS,10a... 20.286 4.1 ng/ul 806808 5 21.533 3975300 20.0
2-Phenanthrenol... 20.445 3.7 ng/ul 734005 5 21.533 3975300 20.0
Cycloisolongifo... 20.616 29.4 ng/ul 5850030 5 21.533 3975300 20.0
unknown-01 20.657 10.4 ng/ul 2065316 5 21.533 3975300 20.0
(1R,4aR,4bS,10a... 20.980 7.9 ng/ul 1561580 5 21.533 3975300 20.0
((1R,4aR,4bR,10... 21.115 17.0 ng/ul 3374920 5 21.533 3975300 20.0
(DEL) Alkane: S... 21.239 12.9 ng/ul 2553330 5 21.533 3975300 20.0
unknown-02 21.339 4.8 ng/ul 948114 5 21.533 3975300 20.0
9(1H)-Phenanthr... 22.110 3.9 ng/ul 773608 5 21.533 3975300 20.0
Octacosyl acetate 22.174 20.4 ng/ul 4049890 5 21.533 3975300 20.0
9-Octadecenamid... 22.662 9.0 ng/ul 1794030 5 21.533 3975300 20.0
(DEL) Alkane: S... 23.227 16.3 ng/ul 3528600 6 23.956 4323710 20.0
1-Heneicosanol 23.274 21.2 ng/ul 4584940 6 23.956 4323710 20.0
(DEL) Alkane: S... 24.604 38.5 ng/ul 8322540 6 23.956 4323710 20.0
Triacontyl acetate 24.698 15.4 ng/ul 3340940 6 23.956 4323710 20.0
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