LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc :

ALS Vvial : 28 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@43715.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.651 76 79 92 rBV 302415 469338 1.31% 0.243%
2 3.799 100 104 116 rBV 388709 612107 1.71% 0.317%
3 6.457 550 556 564 rVB 100119 161181 ©.45% ©0.084%
4 6.616 577 583 593 rvB 188984 303786 ©.85% 0.157%
5 7.134 664 671 682 rVB 807379 1291474 3.60% 0.669%
6 7.245 684 690 695 rBV 623528 960086 2.68%  0.498%
7 7.298 695 699 709 rVB 574735 893313  2.49% 0.463%
8 7.492 725 732 740 rVW 741415 1196553 3.33% 0.620%
9 7.957 801 811 819 rBV 617649 1024111 2.85% 0.531%
106 8.169 838 847 852 rBV 97794 163898 0.46% 0.085%
11 8.681 928 934 943 rVW 802673 1309543 3.65% 0.679%
12 9.133 1004 1011 1021 rBV 720359 1199849 3.34% 0.622%
13 9.722 1100 1111 1119 rBV3 116887 262472 0.73% 0.136%
14  9.851 1127 1133 1141 rBV 603056 1034148 2.88% 0.536%
15 10.398 1215 1226 1233 rBV 874183 1563450 4.36% 0.810%
16 10.769 1279 1289 1297 rVB 846357 1487268 4.14% 0.771%
17 10.922 1307 1315 1330 rBV 311138 666852 1.86% 0.346%
18 11.333 1377 1385 1392 rBV 88051 225529 0.63% 0.117%
19 11.522 1410 1417 1423 rBV 144919 255145 0.71% 0.132%
20 12.233 1532 1538 1546 rBV 86308 142996 0.40% 0.074%
21 13.098 1676 1685 1694 rBV 232203 389421 1.09% 0.202%
22 13.374 1727 1732 1740 rVV2 197192 390633 1.09% 0.203%
23 13.498 1740 1753 1757 rW 423269 902636 2.52% 0.468%
24 13.598 1764 1770 1776 rVB 919745 1310263 3.65% 0.679%
25 13.733 1787 1793 1797 rBV3 699790 1255070 3.50% 0.651%
26 13.774 1797 1800 1807 rVB3 323764 528426 1.47% 0.274%
27 13.863 1807 1815 1819 rBV 9031863 13704800 38.19% 7.105%
28 13.904 1819 1822 1832 rVB2 1838012 2752241 7.67% 1.427%
29 14.015 1832 1841 1846 rBV 1795655 2624927 7.31% 1.361%
30 14.110 1851 1857 1865 rVB 1247462 1911283 5.33% 0.991%
31 14.292 1882 1888 1896 rVV 1831812 2985521 8.32% 1.548%
32 14.374 1896 1902 1904 rVvV2 177279 332775 0.93% 0.173%
33 14.410 1904 1908 1914 rVV 952187 1550288 4.32% 0.804%
34 14.480 1915 1920 1926 rVV 1763193 2577993 7.18% 1.336%
35 14.598 1926 1940 1946 rVV 1526385 3037513 8.46% 1.575%

36 14.657 1946 1950 1955 rVV 500659 765367 2.13% ©.397%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc :

ALS Vvial : 28 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 14.704 1955 1958 1961 rVvVv3 100437 155019 ©0.43% ©0.080%
38 14.745 1961 1965 1969 rvv2 430053 621493 1.73% 0.322%
39 14.845 1969 1982 1992 rVV3 1586885 4249409 11.84% 2.203%
40 14.962 1996 2002 2008 rVV2 272918 598828 1.67% 0.310%
41 15.015 2008 2011 2013 rVv2 91728 139423 0.39% 0.972%
42 15.051 2013 2017 2019 rVvV 340758 543540 1.51% 0.282%
43 15.074 2019 2021 2026 rVV 355261 463704 1.29% 0.240%
44 15.145 2026 2033 2039 rVB3 312536 509715 1.42% 0.264%
45 15.268 2050 2054 2059 rVB4 79592 144512 ©0.40% 0.975%
46 15.480 2085 2090 2095 rBV2 133541 213187 ©.59% 0.111%
47 15.592 2103 2109 2116 rBV 2316550 3363899 9.37% 1.744%
48 15.715 2125 2130 2135 rBV 654056 1002963 2.79% 0.520%
49 15.762 2135 2138 2143 rVV2 219720 327833 0.91% 0.170%
50 15.827 2144 2149 2153 rVWV 420896 663607 1.85% 0.344%
51 15.880 2153 2158 2166 rVB 7582495 10417004 29.03% 5.400%
52 16.009 2176 2180 2183 rBV3 130695 179018 0.50% 0.093%
53 16.045 2183 2186 2188 rVV 153784 179500 0.50% 0.093%
54 16.080 2188 2192 2198 rVB 912976 1271504 3.54% 0.659%
55 16.215 2211 2215 2217 rBV2 130393 196452 ©.55% 0.102%
56 16.239 2217 2219 2225 rVB2 240837 331552 0.92% 0.172%
57 16.309 2225 2231 2239 rBV6 172330 533010 1.49% 0.276%
58 16.374 2239 2242 2247 rVB3 125146 177606 ©.49% 0.092%
59 16.615 2277 2283 2287 rBV 298931 473920 1.32% 0.246%
60 16.745 2299 2305 2310 rBv4 283657 476134 1.33% 0.247%
61 16.827 2315 2319 2320 rVV2 183767 249104 ©0.69% 0.129%
62 16.851 2320 2323 2327 rVB 310461 409967 1.14% 0.213%
63 16.992 2343 2347 2355 rVB 289696 466101 1.30% 0.242%
64 17.086 2358 2363 2373 rBV2 1115451 1715250 4.78%  0.889%
65 17.345 2402 2407 2411 rBV 1610970 2224574 6.20% 1.153%
66 17.386 2411 2414 2418 rVB2 139021 177957 0.50% 0.092%
67 17.445 2418 2424 2433 rBV 2473361 3566007 9.94%  1.849%
68 17.551 2438 2442 2453 rVB7 229371 707936 1.97% 0.367%
69 17.733 2470 2473 2478 rVB4 120903 166392 0.46% 0.086%
70 18.192 2546 2551 2554 rBV3 285348 544863 1.52% 0.282%
71 18.251 2556 2561 2574 rVV 1489188 2493558 6.95% 1.293%
72 18.362 2576 2580 2585 rVB 159738 256884 0.72% 0.133%
73 19.203 2718 2723 2728 rVB 1307182 1678325 4.68% 0.870%
74 19.356 2746 2749 2754 rBV3 158788 307641 0.86% 0.159%
75 19.403 2754 2757 2760 rVV 156061 185069 ©.52% 0.096%

76 19.521 2773 2777 2785 rBV 863644 1328906 3.70% ©.689%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc :

ALS Vvial : 28 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 19.597 2786 2790 2796 rVB 737550 949686  2.65%  0.492%
78 19.733 2808 2813 2820 rBV 3025346 3979379 11.09% 2.063%
79 19.903 2838 2842 2848 rBV 552623 729811 2.03% 0.378%
80 19.986 2853 2856 2861 rVV 399149 570238 1.59% 0.296%
81 20.050 2864 2867 2871 rVB3 376554 474022  1.32%  0.246%
82 20.250 2897 2901 2904 rBV 630052 830995 2.32% 0.431%
83 20.386 2920 2924 2928 rBV 483950 641934 1.79% 0.333%
84 20.444 2929 2934 2942 rVB2 3372868 4905704 13.67%  2.543%
85 20.527 2945 2948 2953 rVB3 259377 361254 1.01% 0.187%

86 20.621 2958 2964 2967 rVV 27116663 35885677 100.00% 18.603%
87 20.656 2967 2970 2982 rVB2 6250336 9350687 26.06% 4.847%

88 21.115 3045 3048 3056 rVB4 531938 752001 2.10% ©.390%
89 21.239 3065 3069 3074 rBV 2818455 3267365 9.10% 1.694%
90 21.333 3081 3085 3092 rVB3 1343072 1940166 5.41% 1.006%
91 21.527 3114 3118 3123 rBV 1961228 2669099 7.44%  1.384%
92 21.886 3177 3179 3184 rVB 348037 387107 1.08% 0.201%
93 22.115 3213 3218 3221 rBV 1189789 1723205 4.80% ©0.893%
94 22.168 3221 3227 3239 rVB2 7089712 12425716 34.63% 6.441%
95 23.227 3404 3407 3411 rVV 630222 877227  2.44%  0.455%
96 23.274 3412 3415 3423 rVB 808654 1308987 3.65% 0.679%
97 23.791 3497 3503 3510 rVB 1905510 3762419 10.48% 1.950%
98 23.944 3524 3529 3536 rVB 1332911 2688206 7.49% 1.394%
99 24.609 3637 3642 3649 rVB 1189129 2478833 6.91% 1.285%
100 24.697 3652 3657 3670 rVB 1879264 3988600 11.11% 2.068%

Sum of corrected areas: 192901940
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: @3 Jan 2024 03:42
: MA/JU
: 05919-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
BM043715.D

: 28  Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM043715.D\data.ms

3.65799 6.45816 7.%%“92 7'9%7.169 8.?81 9.133 992%51 10. 39&0;\&@2211 13522

0
Time-->
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2.5e+07

2e+07

1.5e+07

1e+07

5000000

TIC: BM043715.D\data.ms
20.6

13.863
15.880 20l

E 18.251 19.2 \ .
: M& é 3631733 18 %@222;_#3@% e

12.233 13.098% i
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‘ =
Time--> 12.00 1250 13.00 13.50 14. 00 14. 50 15. 00 15. 50 16 00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

TIC: BM043715.D\data.ms

22.168

21239
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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\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 (S)-(+)-1,2-Propanediol Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
3.651 9.17 ng/ul 469338 1,4-Dichlorobenzene-d4 7.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Isopropyl Alcohol 60 C3H80 P00067-63-0 56
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 79 (3.651 min): BM043715.D\data.ms (-76) (-) m/z 45.05 100.00%
45.0
5000 K\
A RAREREERRENY
3.40 3.60 3.80 4.00
ol 241 1431 1919 2830 384 n/z 43.10  18.62%
m/z--> 50 100 150 200 250 300 350
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000 LI L L L L L B
3.40 3.60 3.80 4.00
m/z 61.10 5.82%
0\\‘U\“‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #342: Isopropyl Alcoho
45.0
A REESNEEEAE SR
3.40 3.60 3.80 4.00
5000 m/z 44.05 5.42%
O—M‘um_‘H_MWH,HH_HW V¢
m/z--> 50 100 150 200 250 300 350
Abundance #1083: Propylene Glycol R EmaE R
45.0 3.40 3.60 3.80 4.00
m/z 42.05 3.02%
h ’v\/kJ\/V\/\
0 m‘UMuM""‘H_HWHH,HH‘HH_ T
m/z--> 50 100 150 200 250 300 350 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 10
R.T. EstConc Area Relative to ISTD R.T.
7.245 18.75 ng/ul 960086  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 95
2 Bicyclo[3.1.0]hexane, 4-methylen... 136 C1@H16 003387-41-5 91
3 .beta.-Phellandrene 136 C10H16 000555-10-2 90
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 87
5 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 86
Abundance Scan 690 (7.245 min): BM043715.D\data.ms (-684) (-) m/z 93.05 100.00%
93.0

5000

>

41.1

136.1 7.00 7.20 7.40 7.60

‘ 207.9 282 ,
‘M‘HMAMNWﬂ‘wwm‘¢Hﬂ‘uu_‘u_u‘_uw‘HWH‘WHH‘H‘ m/z 91.10  45.34%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #18240: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle
93.0

o

——

5000 A
7.00 7.20 7.40 7.60

136.0 m/z 77.05 40.74%

41.0

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18244: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methyle

o

»

93.0
e N RARE
7.00 7.20 7.40 7.60
5000 ITI/Z 79.10 28.48%
41.0
L
N —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18053: .beta.-Phellandrene R RARRER RN
93.0 7.00 7.20 7.40 7.60
m/z 41.10  24.20%
5000
41.0 ‘ ‘ 1350
o‘,Jm““umH‘J‘}"1“"""M"u"""""""‘_Wwwwww s
m/z--> 20 40 60 80 100120140160180200220240260280 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@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
13.498 5.94 ng/ul 902636  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 87
2 2,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 80
3 Acetaminophen 151 C8HINO2 000103-90-2 49
4 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 49
5 Metacetamol 151 C8HO9NO2 000621-42-1 49
Abundance Scan 1753 (13.498 min): BM043715.D\data.ms (-1740) (- | m/z 43.10 100.00%
43.1
109.1
5000 151.1
==
oL bl l b, 2042 2809 841l ;169 05  67.22%
miz--> 50 100 150 200 250 300
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 1 7
13.50
m/z 151.05 41.19%
0 T \“\ ‘\““‘MM\‘\H\ “\‘\]\-9\2-‘0\ LI ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #106947: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
109.0 151.0
—
430 13.50
5000 m/z 41.05 25.24%
oL— \““‘w\‘\‘\h‘“\ HM ‘\H“Mh ‘\“H‘ “ . “ ]"9‘3‘0‘ P
m/iz--> 50 100 150 200 250 300
Abundance #28727: Acetaminophen —
109.0 13.50
m/z 119.05 17.34%
5000 151.0
43.0
owm‘p‘”!‘w S
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 1,4-Methano-1H-indene, octa... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.598 8.63 ng/ul 1310260  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 99
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 94
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 93
4 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 92
5 Tricyclo[4.1.0.0(2,4)]heptane, 3... 204 C15H24 056348-21-1 91

Abundance Scan 1770 (13.598 min): BM043715.D\data.ms (-1764) (- | m/z 108.05 100.00%

108.1
161.1
50001 411 790

189.2 1 T
‘ ‘ 13.50 14.00

, “m‘“WwwwwW??H m/z 91.10  71.41%

m/z--> 20 40 60 80 100120 140 160180200220240260280
Abundance #80554: 1,4-Methano-1H-indene, octahydro-4-methyl-8-n
108.0
41.0 161.0

o

2000 780 1350  14.00
204.0 : :
m/z 105.10  61.34%
O \M\H}‘\h\\“\H‘\‘H‘H‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
161.0
105.0 —— m—
41.0 1350 14.00
5000 770 ITI/Z 93.05 58.50%
' 133.0
204.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80521: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met —5=4 m—
161.0 13.50 14.00
m/z 161.10  57.85%
5000
105.0 204.0
410 70 H ‘ 133.0 ‘
0,wahﬂwﬁuwuﬁwmuﬂumwhwyHW‘HWH‘WHH‘HHM‘HM‘ —A A
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 1-Hexen-3-o0l, 5-nitro-1-phe... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.733 8.26 ng/ul 1255070  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexen-3-0l, 5-nitro-1-phenyl-,... 221 C12H15NO3 103077-72-1 50
2 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 49
3 Biphenylene, 1,2,3,6,7,8,8a,8b-0... 188 C14H20 106988-87-8 49
4 (1aS,4aS,8aR)-4a,8,8-Trimethyl-2... 202 C15H22 051446-91-4 38
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 38
Abundance Scan 1793 (13.733 min): BM043715.D\data.ms (-1787) (- | m/z 91.05 100.00%
91.0
131.0
5000 '
N T ‘ T T ‘ T
13.50 14.00
o 2210 2670 m/z 131.00  80.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #100079: 1-Hexen-3-ol, 5-nitro-1-phenyl-, (R*,R*)-
131.0
91.0
5000 A, B
43.0 13.50 14.00
m/z 105.10 71.80%
‘173 .0 221.0
0 ‘\ H\‘H\‘\Hm\‘\\‘\\‘\\H“HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
131.0
— r—
69.0 13.50 14.00
5000 m/z 41.10 60.99%
41.0
159.0
o! 2 ‘thkuw‘wﬁmu‘uuwuw‘uwu
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #62995: Biphenylene, 1,2,3,6,7,8,8a,8b-octahydro-4,5-di —= —r=
131.0 13.50 14.00
91.0 173.0 m/z 117.05 60.03%
5000
41.0
m/z--> 20 40 60 80 100120140 160 180200220240260280 13.50 14.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:28 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 15 Longifolene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.863 90.24 ng/ul 13704800  Acenaphthene-di1e 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 Longifolene 204 C15H24 000475-20-7 98
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 97

Abundance Scan 1815 (13.863 min): BM043715.D\data.ms (-1807) (-

911 1611
41.0
5000
04.2 — A
‘ | ‘ 13.50 14.00
0 L2670 3410 y/; 161.10 92.27%
miz> 50 150 200 250 300 350

Abundance

41.0

5000

é

91

#80100.Longﬁomne
.0

161.0

JHML 1"

0,

g

04.0
m‘h

O' UL
miz--> 50 0 200 250 300 350
Abundance #80113: Longifolene
161.0
2 A
410 910 13.50 14.00
5000 ' m/z 93.05 69.36%

5000

m/z--> 50

og

m/z--> 50 150 200 250 300 350
Abundance #80114:L0ngﬁobne ‘
410 94.0 161.0 13.50 14.00

m/z 91.10 100.00%

=
;:>

13.50 14.00

m/z 105.05 76.60%

-

m/z 94.05 67.39%

04.0
\“\‘1 \
I \ \

150 200 250 300 350

o

\ f
13.50 14.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:30 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 (3R,3aR,7R,8aS)-3,8,8-Trime... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.904 18.12 ng/ul 2752240  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 95
2 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 86
3 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 86
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000546-28-1 70
5 Cedrene 204 C15H24 011028-42-5 62

Abundance Scan 1822 (13.904 min): BM043715.D\data.ms (-1819) (- | m/z 69.10 100.00%

69.1  119.1
411 161.1
5000
204.2 A
U1 IO A 1400
0 ,ww Al B W Bl Ao | m/z 119,10 98.21%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80386: (3R,3aR,7R,8aS)-3,8,8-Trimethyl-6-methyleneoc

69.0 161.0
119.0
5000, 410
14.00
‘ 204.0 m/z 93.10  88.22%
O ’\‘\‘\\‘i‘\\‘f‘\‘\“}

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80339: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth
69.0

=

41.0 14.00

5000 m/z 161.10 77.72%

13301610
‘ ‘ ‘Oﬂ 204.0
il Bk |

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80333: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth P
69.0 14.00

m/z 41.10 74.33%

o

F

41.0

5000

133 0161 0
‘ ‘ ‘ oi 204.0
\\ N \‘\‘ m I L

o,w_wwwwwwwwwww‘_mwww
miz—> 20 40 60 80 100120140160 180200220 240260280 14.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 cis-Thujopsene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.110  12.58 ng/ul 1911280  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Thujopsene 204 C15H24 000470-40-6 99
2 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 86
3 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 83
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 83
5 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 78
Abundance Scan 1857 (14.110 min): BM043715.D\data.ms (-1851) (- | m/z 119.10 100.00%
119.1
11
5000/ 411 9
1 204.2 14.00 14.50
o 4751 | 267.1 ;
(o} Wl e e e e m/z 105.10  71.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80141: cis-Thujopsene
119.0
5000 P ﬂJ‘L
91,0 14.00 14.50
41.0 204.0 m/z 123.05 61.82%
147.0
| L7359
O M\‘MH‘\\H‘HH‘\‘H\‘HH‘\H\‘HH‘H

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #80370: Tricyclo[5.4.0.0(2,8)]undec-9-ene, 2,6,6,9-tetram
119.0

14.00 14.50
50001 41.0 m/z 121.10 56.55%
91,0
161 0 204.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80371: Tricyclo[5.4.0.0(2,8)Jundec-9-ene, 2,6,6,9-tetram e e
119.0 14.00 14.50

m/z 93.10 54.76%

5000

41.0 910

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

o

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:32 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 Cyclohexene, 4-ethenyl-1,4-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.410 10.21 ng/ul 1550290  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 91
2 Limonene 136 C1@H16 000138-86-3 81
3 Bicyclo[4.1.0]heptane, 7-(1-meth... 136 C1@H16 053282-47-6 60
4 Camphene 136 C1eH16 000079-92-5 60
5 Limonene 136 C1OH16 000138-86-3 53
Abundance Scan 1908 (14.410 min): BM043715.D\data.ms (-1904) (- | m/z 93.10 100.00%
93.1
5000
T m
—
LT =2
ol LR ‘M Mo b 355 7 68.10 78.36%
miz--> 50 100 150 200 250 300 350
Abundance #18136: Cyclohexene, 4-ethenyl-1,4-dimethyl-
68.0
5000 1
14.50
28.0 121.0 m/z 121.10 61.50%
0+ \H‘\ Mm‘h“\”\ Lh“ \M‘“L\ \“ \‘\ L L B B I B
miz--> 50 100 150 200 250 300 350
Abundance #17991: Limonene
68.0
1
14.50
5000 m/z 67.10 52.64%
107.0
18.0 ‘ ‘ ‘ ‘
LD W ' O
m/z--> 50 100 150 200 250 300 350
Abundance #18207: Bicyclo[4.1.0]heptane, 7-(1-methylethylidene)- T
93.0 14.50
41.0 m/z 94.10 41.75%
5000
36.0
0
m/z--> 50 100 150 200 250 300 350 14.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:34 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 cis-.alpha.-Bergamotene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.480 16.97 ng/ul 2577990  Acenaphthene-d10 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-.alpha.-Bergamotene 204 C15H24 018252-46-5 72
2 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 72
3 (1R,4R,5S5)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 64
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 58
5 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 53

Abundance Scan 1920 (14.480 min): BM043715.D\data.ms (-1915) (- | m/z 119.10 100.00%

Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0 14.50
m/z 105.10 47.93%

119.1
79.0
5000 1.1
‘ 147.1 o
14.50
189.1 .
0 h_!W‘m“‘w‘u‘“wwwmwwHw‘_?ﬁ?:: m/z 93.10  79.11%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80227: cis-.alpha.-Bergamotene
119.0
5000 L
410 890 14.50
m/z 121.10 61.66%
Lib b, serowso
0 ’\\\\“\\\\“\‘\‘\\“f\f‘f‘\w\\‘\\\m‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80238: trans-.alpha.-Bergamotene
41.0 93.0
e
14.50
5000 ITI/Z 79.05 48.76%
m/z--> 20 40 60 80 100120140160180200220240260280
—

5000

79.
41.0 9.0

161.0 204.0

g

0,
m/z--> 20 40 60 80 100120140160180200220240260280 14.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:35 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 28 Cedrol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.880 68.59 ng/ul 10417000  Acenaphthene-di1e 14.598
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrane, 8-propoxy- 264 C18H320 019870-75-8 91
3 (3R,3as,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 90
4 Cedrol 222 C15H260 000077-53-2 87
5 Cedrol 222 C15H260 000077-53-2 86

Abundance Scan 2158 (15.880 min): BM043715.D\data.ms (-2153) (- | m/z 95.10 100.00%

95.1
151.2
5000{ 431

“ H ‘ ‘ 15,50 16.00
ol “M Lit Wl L2829 385 ;95115 59.50%
miz--> 50 100 150 200 250 300 350
Abundance #101905: Cedrol AA
95.0
150.0
50001 43.0 1550 16.00

m/z 150.15 55.64%

0! ] \\‘ H}\ 1“ ‘M‘ | ‘\‘\‘ Iy ““‘ NE— R RREEE
mi/z--> 50 100 150 200 250 300 350
Abundance #153469: Cedrane, 8-propoxy-

950 150.0
43.0 15. 50 16 00
5000 ITI z 43.10 48.21%
207.0
0! \‘;h‘u‘h\“‘ I M‘\‘ li | M“ ‘ — ?6‘4‘0‘ P
miz--> 50 100 150 200 250 300 350
Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro-
95.0 15. 50 16 00
m/z 41.10 41.44%

HMW\
OO 150 200 250 300 350 15. 50 16 00

150.0
5000
‘ 222.0
0! ‘ i h Wb |
1

m/z-->

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:37 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 29 Tricyclo[6.3.0.0(1,5)]undec... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.080 11.43 ng/ul 1271500  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[6.3.0.0(1,5)]undecan-4-... 192 C13H200 1000153-99-8 83
2 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 50
3 ((1R,4S,5R)-1-Methyl-4-(prop-1-e... 2208 C15H240 149496-35-5 50
4 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 49
5 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 45
Abundance Scan 2192 (16.080 min): BM043715.D\data.ms (-2188) ({ m/z 135.85 100.00%
135.1
91.1
5000
41.1
177.1 L
16.00
220.2
0 " ‘w‘u u“ k2809 8414 n/z 91.18  55.14%
miz--> 50 100 150 200 250 300
Abundance #66923: Tricyclo[6.3.0.0(1,5)Jundecan-4-one, 5,9-dimethy
135.0
192.0
79.0
5000{ 41.0 = ‘
16.00
m/z 136.05 53.39%
ol b b SN
miz--> 50 100 150 200 250 300
Abundance #18600: Pyrazine, 2,6-diethyl-
135.0
N \
16.00
5000 m/z 41.10 36.12%
39.0
ol L b
m/iz--> 50 100 150 200 250 300
Abundance #99317: ((1R,4S,5R)-1-Methyl-4-(prop-1-en-2-yl)spiro[4.5 = ‘
135.0 16.00
79.0 m/z 81.10 30.92%
5000
41.0
‘ 189.0
o | I RN -
m/z--> 50 100 150 200 250 300 16.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:38 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 31 (DEL) Alkane: Cyclicl6.310 Concentration Rank 37

R.T. EstConc Area Relative to ISTD R.T.
16.310 4.79 ng/ul 533010 Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140

C10H20

007045-67-2 30

2 Tetradecane 198 C14H30 000629-59-4 25
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 25
4 2,6,10-Dodecatrien-1-0l, 3,7,11-... 222 C15H260 004602-84-0 18
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 18

Abundance Scan 2231 (16.309 min): BM043715.D\data.ms (-2225) (-

Abundance #13297: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4

5000 111 183.1
i ‘ :
‘ 16.00 16.50
— ull 12221 2820 385 05716 96.84%
miz--> 50 100 150 200 250 300 350
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
111.0
5000 e L
16.00 16.50
m/z 69.10 95.68%
29. ‘
O\\M\‘\“‘h‘\“‘f““\“‘H\\\“\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #74006: Tetradecane
57.0
P S
16.00 16.50
5000 ITI/Z 41.10 83.69%
T F
ol d b
m/z--> 50 100 150 200 250 300 350
[

m/z 43.10 100.00%

N

69.0 1110 16.00 16.50
m/z 55.10 71.68%
5000
4,1
o"H‘1”““““”‘“”4Jm_m_m_m,‘m_ = e
m/z--> 50 100 150 200 250 300 350 16.00 16.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:39 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 36 unknown-01 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.086 15.42 ng/ul 1715250  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanemethanol, 4-ethenyl-.... 222 C15H260 000639-99-6 37
2 Tricyclo[4.4.0.8(2,7)]dec-8-ene-... 220 C15H240 041370-56-3 35
3 Cyclohexanemethanol, 4-ethenyl-.... 222 C15H260 000639-99-6 23
4 Cyclohexanemethanol, 4-ethenyl-.... 222 C15H260 000639-99-6 23
5 3-Cyclohexene-1-methanol, .alpha... 154 C10H180 007785-53-7 22
Abundance Scan 2363 (17.086 min): BM043715.D\data.ms (-2358) (- | m/z 43.10 100.00%
200 i JJ\_JLM/W
147.1
T \
187.2 17.00
[ ‘w‘u A 2341 2810 327.1 /7 59.10  62.02%
miz--> 50 100 150 200 250 300
Abundance #102108: Cyclohexanemethanol, 4-ethenyl-.alpha.,.alpha
59.0
5000 —— :
o7.0 161.0 17.00
m/z 79.10 43.23%
04.0
0. f S
miz--> 50 100 150 200 250 300
Abundance #99359: Tricyclo[4.4.0.0(2,7)]dec-8-ene-3-methanol, .alp
59.0
T T \
17.00
5000 105.0 m/z 93.10 43.04%
SIS
oy B
m/iz--> 50 100 150 200 250 300
Abundance #102112: Cyclohexanemethanol, 4-ethenyl-.alpha.,.alpha — ‘F‘Jv
59.0 17.00
m/z 107.10 42.70%
5000 07.0 161.0 ML
04.0
ol f N -
m/z--> 50 100 150 200 250 300 17.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:41 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 37 unknown-02 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
17.551 6.36 ng/ul 707936  Phenanthrene-di10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Dodecen-1-0l1, 2,4,6-trimethyl... 226 C15H300 027829-54-5 47
2 Cyclopentanecarboxamide, N-(2-fl... 207 C12H14FNO 1000308-60-7 43
3 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 38
4 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 38
5 2,6-Octadiene, 1-methoxy-3,7-dim... 168 C11H200 002565-82-4 38
Abundance Scan 2442 (17.551 min): BM043715.D\data.ms (-2438) (- | m/z 69.10 100.00%
69.1
1111
5000
149.1 1750 !
17.50
2070
ob | M e S0 2929 35T g 111010 62.51%
miz-> 50 150 200 250 300 350
Abundance #107171: 11-D0decen-l-o|, 2,4,6-trimethyl-, (R,R,R)-
58.0
5000 ——
17.50
0 153.0 m/z 43.10 54.78%
018‘ ‘\“h \‘m‘\ ‘\‘ “ T h\ ]\_9\3’()\ LI ‘ L ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #83708: Cyclopentanecarboxamide, N-(2-fluorophenyl)-
111.0
T \
69.0 17.50
5000 m/z 55.10 51.91%
o‘muw OV IO N E—
m/z--> 100 150 200 250 300 350
Abundance #21549: 2,3,4-Trimethyl-hex-3-enal —— ‘
69.0 17.50
m/z 41.10 44.85%
111.0
5000
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 38 Palmitoleic acid Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.192 4.90 ng/ul 544863  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 98
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 96
3 Oleic Acid 282 C18H3402 000112-80-1 89
4 Myristoleic acid 226 C14H2602 000544-64-9 86
5 Myristoleic acid 226 C14H2602 000544-64-9 86

Abundance Scan 2551 (18.192 min): BM043715.D\data.ms (-2546) (- | m/z 55.10 100.00%

5I:
5000

-
1800 1850
. “mﬂ 'm‘“ o v‘m 230928218270 4010 10741 10 58.96%

miz--> 50 100 150 200 250 300 350 400
Abundance #140796: Palmitoleic acid
55.0

o

5000 — —
18.00 18.50
11 0 m/z 43.10 57.45%
6.0
0 rl ml““““‘\‘md\l‘\]w\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
T T
18.00 18.50
5000 m/z 69.10 48.33%
H 110
oL LLILIL H.‘\M Jgso, &80
m/z--> 50 100 150 200 250 300 350 400
Abundance #176207: Oleic Acid T ——
55.0 18.00 18.50

m/z 83.10  33.50%

5000
11.0
‘ 264.0
| H ‘ i 1,165-02130

L uh H‘ Ly

o

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 39 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.250  22.42 ng/ul 2493560  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 2561 (18.250 min): BM043715.D\data.ms (-2556) (- | m/z 73.10 100.00%

73.1
5000
129.0

213.2 S —

| m“ ‘ 18.00 18.50
of bl L L1y ], 2640 3250 459 ;66 05  86.75%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid
60.
5000 129.0 tT T
18.00 18.50

m/z 43.10 80.52%
| ]

‘ 213.0
0 A \JN., V/MAfAJAJka\MwﬁMHN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid
43 256.0

0
— —
18.00 18.50
5000 ITI/Z 57.10 70.42%
129.0
‘ 185.0
Otrrt “
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143511: n-Hexadecanoic acid T ——
73.0 18.00 18.50

m/z 41.10 67.07%

129.0 256.0
5000
H 185.0
‘ I ‘ “ A‘”\ M\ i ‘ ‘ “ d

(WERT TR ¥ 1 0 N — s —
miz-> 0 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 41 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.203 15.09 ng/ul 1678330  Phenanthrene-d10 17.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 94
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 94
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 89
4 5-Dodecenoic acid, (Z)-, TBDMS d... 312 C18H3602Si 1000333-63-6 27
5 1,4-Bis[(trimethylsilyl)ethynyl]... 270 C16H22Si2 073392-23-1 18
Abundance Scan 2723 (19.203 min): BM043715.D\data.ms (-2718) (- | m/z 159.10 100.00%
159.0 255.2
69.1
5000
P e
‘ ‘ 19.00 19.50
0 dadi Ll 34114011 473. ;17319 98.61%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #161420: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-1
255.0
5000 159.0 —— \“TJ\\*\
69.0 19.00 19.50
m/z 255.20  96.50%
O “‘\‘\‘\‘J‘J\‘H‘“‘M"‘UIM‘““‘J“‘“““““““““““““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161418: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢
255.0
— —la
159.0 19.00 19.50
5000 69.0 ’ m/z 185.10 64 .55%
oLy “mM. e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161417: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢
159.0 255.0 19 00 19 50
m/z 69.10 62.48%
5000
69.0
0 ‘ w“»u‘u“‘h\‘i‘w"‘ L
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 43 Octadecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.521 9.96 ng/ul 1328910 Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2777 (19.521 min): BM043715.D\data.ms (-2773) (- | m/z 43.10 100.00%
5000 JJLNJ\MW
129.1
185.1 RN I
Wl
Y [T T ﬂ‘w ‘?*9‘1;9‘3‘515:‘1‘ 2301 m/z 73.10 90.26%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 —— ‘
19.50
‘ 185.0 284.0 m/z 60.10 80.36%
O ‘[djll}\l\\\WlWW‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
T T
19.50
129.0
5000 284.0 m/z 57.18  77.48%
185.0
0 ‘L“*‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid ——
73.0 19.50
m/z 55.10 69.80%
5000 129.0
185.0 284.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 450 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42

Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: 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 44 unknown-03 Concentration Rank 26

R.T. EstConc Area Relative to ISTD R.T.
19.598 7.12 ng/ul 949686  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 46
2 Aromandendrene 204 C15H24 000489-39-4 42
3 (1S,5S,6R)-6-Methyl-2-methylene-... 204 C15H24 015438-94-5 38
4 1,6,10-Dodecatriene, 7,11-dimeth... 204 C15H24 077129-48-7 38
5 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 38

Abundance Scan 2790 (19.597 min): BM043715.D\data.ms (-2786) (- m/z 69.10 100.00%

69.1
5000

191,75, 255.2

T I
| | 19.50 20.00
oLl Ll 328.0 A5 m/z 41.10  89.24%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #80481: Naphthalene, decahydro-4a-methyl-1-methylene
105.0

41.0
5000 204.0

1 \
19.50 20.00
m/z 91.05 75.78%

‘\\‘ ‘” \ ‘\“\‘ | ‘\‘ e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #80136: Aromandendrene
910 1610

41.0

o

T ‘
19.50 20.00
5000 m/z 79.10 54.52%

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

Abundance #80412: (1S,5S,6R)-6-Methyl-2-methylene-6-(4-methylpe —— ‘
69.0 19.50 20.00
m/z 105.10 52.45%

o

5000
133.0

il l“\ Mh‘ ‘\ \H L Ly \ 204.0

o bbb e — —
miz--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 45 Urea, 1-(3-methoxyphenyl)-1... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
19.903 5.47 ng/ul 729811  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Urea, 1-(3-methoxyphenyl)-1-meth... 270 C16H18N202 349495-72-3 55
2 (4aS,5S,8aS)-5-Isopentyl-1,1,4a-... 262 C19H34 220766-78-9 53
3 Villosin 300 C20H2802 160598-92-5 47
4 Phosphoric acid, tribornyl ester 506 C30H5104P 1000158-10-2 47
5 3-Methoxy-4-methylaniline 137 C8H11NO 016452-01-0 47
Abundance Scan 2842 (19.903 min): BM043715.D\data.ms (-2838) (- | m/z 137.05 100.00%
137.1
2000
255.2 :
0 AT A T, 3434 4812 549 ny7136.05 47.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160932: Urea, 1-(3-methoxyphenyl)-1-methyl-3-(3-tolyl)-
137.0
5000 U
77.0 270.0 20.00
l m/z 41.10 41.12%
0 'L[{I'J{\"‘“\\J‘Hl197.0|
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #151060: (4aS,5S,8aS)-5-Isopentyl-1,1,4a-trimethyl-6-me
137.0
——
20.00
m/z 81.10 40.39%
5000 490 /
} 247.0
AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199983: Villosin —
137.0 20.00
m/z 95.10  35.96%
5000
69. 300.0
0+ ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 48 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
20.250 6.23 ng/ul 830995 Chrysene-di2 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Octadecanol 270 C18H380 000112-92-5 94

Abundance Scan 2901 (20.250 min): BM043715.D\data.ms (-2897) (- m/z 43.10 100.00%

43.1
5000
111.1

—
20.00 20.50
183.1 2532
0l { ’H'W it 0081 43024891549 /7 55,10 99.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0

5000 T
20.00 20.50
m/z 57.10 90.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1
43.0

T T
20.00 20.50

5000 m/z 83.10 87.76%

111.0
oiLjfx\‘mln‘LﬁO?Z“,O
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550

Abundance #292190: Trichloroacetic acid, hexadecyl ester — —
43.0 20.00 20.50

m/z 69.10 80.83%

mL 196.0 J

OMJ,, ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

5000
I
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 49 unknown-04 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
20.386 4.81 ng/ul 641934  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bisphenol E, acetate 256 C16H1603 1000462-18-3 15
2 4-Biphenylamine, 3-methoxy- 199 C13H13NO 056970-24-2 15
3 4,4'-Ethylidenediphenol 214 C14H1402 002081-08-5 15
4 3-Pyridinecarboximidamide, 2-chl... 199 C8H10CIN30 1010338-12-4 11
5 s-Indacene, 1,2,3,5,6,7-hexahydr... 214 C16H22 055030-60-9 11

Abundance Scan 2924 (20.386 min): BM043715.D\data.ms (-2920) (- m/z 199.10 100.00%
199.1

5000 284.1

.

55.1

- A
128. 20.00 20.50

354.0 417.1 475

0’ m/z 157.10 59.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143373: Bisphenol E, acetate
199.0
5000 T T
20.00 20.50
m/z 213.10 53.01%
43.0
115.0 \ 256.0
O‘H\‘\“‘\“\‘\\\“\J‘\‘"\"\“iw'!\‘\‘ L B I I A A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #74881: 4-Biphenylamine, 3-methoxy-
199.0
— o
20.00 20.50
5000 ITI/Z 159.10 50.55%
128.0
77.
27\'9\\1 Bod g J‘H ALl A
O B B B A B I S R
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #92231: 4,4'-Ethylidenediphenol — e
199.0 20.00 20.50
m/z 185.10  48.01%
5000

%

39.0 9101410
0“H¥MWL4wMMQNWLH“H“‘H“H“H“W“‘M“‘ = P
miz—> 0 50 100 150 200 250 300 350 400 450 20.00 20.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:54 2024 Page: 27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 50 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.445 36.76 ng/ul 4905700  Chrysene-di12 21.527
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 Pyrrolidine, 1-[5-(1,3-benzodiox... 271 C16H17NO3 025924-78-1 43
3 Silane, methylvinyl(hept-2-yloxy... 386 C20H4203Si2 1000415-64-3 37
4 3-Acridinol, 9-phenyl- 271 C19H13NO 109553-65-3 30
5 (-)-Morphinan-6-one, 4-methoxy- 271 C17H21NO2 1000129-09-1 30

Abundance Scan 2934 (20.444 min): BM043715.D\data.ms (-2929) (- | m/z 271.15 100.00%

271.1
5000 175.1
69.1
A
“ | LI m J L ‘ 334.2 401.2  489.2548. 2050
0 hobidpaeh bl ol 3L 2258 SRR BOYERTPY m/z 175,10 45.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
175.0
5000
2050
69.0 m/z 201.16  40.17%
O \‘\H\‘\“ I1#1““!“hlltuldi\}\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #162211: Pyrrolidine, 1-[5-(1,3-benzodioxol-5-yl)-1-o0x0-2
201.0 271.0
2050
5000 69.10  34.20%
115.0
90, Ikl
L SVYTOV ™ VYIS B R P ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #292364: Silane, methylvinyl(hept-2-yloxy)(methylvinylhe
271.0 2050
m/z 189.10 30.62%
5000 175.0
57.0
0 | J ﬁph ‘. | | 371.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 52 unknown-05 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.621 268.90 ng/ul 35885700  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 93
3 (+)-4-Methoxy-6-ketomorphinan 271 C17H21NO2 1000129-08-5 18
4 [1,2,4]Triazolo[1,5-a]pyrimidin-... 271 C13H13N502 1000351-09-3 14
5 3-Acridinol, 9-phenyl- 271 C19H13NO 109553-65-3 14

Abundance Scan 2964 (20.621 min): BM043715.D\data.ms (-2958) (- | m/z 175.15 100.00%
175.2 271.3

5000

S

69.1

’ \ } 20.50 21.00
‘H‘thﬂuwﬂwmduwﬂlﬂ | 3552 44525052  m/z 271.25 97.53%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0  271.0

o

—

5000 : —

20.50 21.00
m/z 201.15 71.72%

“ \ Wl " | \M W IIJMJJ 111

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

O

I

271.0
—
175.0 20.50 21.00
5000 ITI/Z 189.15 40.18%
69.0 \
AT 1 O R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162310: (+)-4-Methoxy-6-ketomorphinan P —
271.0 20.50 21.00
m/z 286.25 31.85%
150.0
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:39:57 2024 Page: 29



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 53 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.656 70.07 ng/ul 9350690  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 91
2 n-Octanoic acid,methyl(tetrameth... 242 C13H2602Si 1010217-03-7 53
3 [1,2,5]-0Oxadiazolo[3,4-a]cinnoli... 202 C1OH1ON40 1000260-59-4 30
4 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 30
5 Fluoren-9-one, 9a-hydroxy-1,2,3,... 202 C13H1402 1000160-37-9 25

Abundance Scan 2970 (20.656 min): BM043715.D\data.ms (-2967) (- | m/z 202.10 100.00%
202.1
5000 284.1 A’J\N
41.1 T 1
141 | ‘ 1 20.50 21.00
0 Aty 1] 34113983 476.1535. ./, 199 10  68.34%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
202.0
5000 VA ——
20.50 21.00
m/z 213.10 54.08%
O \H“\\‘\\\“\‘\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #125770: n- Octanoic acid,methyl(tetramethylene)silyl est
18.0
115.0
R =
20.50 21.00
5000 ITI/Z 159.10 48.51%
0,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8 Y —
202.0 20.50 21.00
m/z 185.10 45.15%
0.0
5000
‘ H 117.0
Ty N VUL E—
m/z--> 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@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 55 Trichloroacetic acid, penta... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.238  24.48 ng/ul 32673760  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 1-Tetracosene 336 C24H48 010192-32-2 91

Abundance Scan 3069 (21.239 min): BM043715.D\data.ms (-3065) (- | m/z 57.10 100.00%
57.1

125.1 N
i h 197.1 267.1 21.00 21.50
N d

0 "l.u\.‘\3576.14‘14.1‘477.}535.‘9 m/z 43.10  96.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0

5000

—r—
1.0 21.00 21.50
m/z 55.10  91.64%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0

o

7 —
21.00 21.50
5000 m/z 83.10 83.12%
125.0
0 \‘\ | H‘ ‘} i “ 1\ I |1960 292.0 364.0
R e R RN R e AR RRARRRRRRRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol 1 —
55.0 21.00 21.50

m/z 69.10 76.84%

5000
125.0
\} u ‘\ I 196.0 266.0

oL ps0 2080 T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 56 unknown-06 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.333  14.54 ng/ul 1940176  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Cycloheptadien-1-one, 2-(die... 269 C18H23NO 133436-07-4 38
2 Sebacic acid, hexyl 2-(2-methoxy... 442 C26H5005 1000354-35-5 35
3 2-Chloro-6-methylthiophenol, S-p... 304 C1OH6C1F50S 1000463-13-1 35
4 4-Cumylphenol, TMS derivative 284 (C18H240Si 261502-93-6 30
5 2,3-Dimethoxy-2"',4"'-dihydroxycha... 300 C17H1605 036745-27-4 27
Abundance Scan 3085 (21.333 min): BM043715.D\data.ms (-3081) (- | m/z 269.10 100.00%
269.1
199.1
5000 1.1
128.1 . =
i ‘336 L JoLaas. 21.00 21.50
0 Al L) 1590-2893.3 49145490 7 199.10  64.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159751: 2,4-Cycloheptadien-1-one, 2-(diethylamino)-7-r
269.0
136.0
5000 = —
b9.0 21.00 21.50
\ m/z 157.10 51.69%
0 !mJLh” \H‘”\L\M\ i”“‘\"“\“\“\“h J‘\\J‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #323032: Sebacic acid, hexyl 2-(2-methoxyethyl)heptyl e
157.0
— ——
21.00 21.50
5000, 690 m/z 41.10  39.12%
269.0
0 \H"Hﬁ” bl dp 3290
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #203592: 2-Chloro-6-methylthiophenol, S-pentafluoropro P ——
269.0 21.00 21.50
157.0 m/z 227.15 34.69%
45.0
5000
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@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 58 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.115 12.91 ng/ul 1723216  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 99
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 95
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 015340-83-7 78
5 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 70

Abundance Scan 3218 (22.115 min): BM043715.D\data.ms (-3213) (- | m/z 285.15 100.00%

285.1
5000 217.1
41.1
115.1 U U
‘“ | H | a2 soas 22.00 22.50
0! bl L 3922 5036 ;309,10 60.32%

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

g

5000 217.0

69.0
‘ “ ‘ n\ I uﬁmn l“n\‘l I ‘ | L |

\\11\\\\1!1\’\\\\!11!‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500

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

=
22.00 22.50
m/z 217.10 51.32%

O

%

22.00 22.50
5000 m/z 203.10  47.15%

217.0

LSl

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

O

.

285.0 22.00 22,50
43.0 m/z 215.10  44.34%
5000 215.0
15.0
0l _— —
mjz—> 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@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 59 unknown-07 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.168 93.11 ng/ul 12425700  Chrysene-d12 21.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Chloro-4-nitroaniline, N-trime... 244 C9H13CIN202Si 1000461-74-7 38
2 1,2,3,4-Tetrahydro-7-methoxy-3-m... 229 C14H15NO2 032550-51-9 35
3 Pyran-2-one, 4-methoxy-6-[2-(3-p... 229 C13H11NO3 015317-59-6 35
4 Naphthalene, 6,7-diethyl-1,2,3,4... 244 C18H28 055741-10-1 30
5 6-Hydroxy-2,2,4,4-tetramethyl-1,... 244 C15H20N20 138510-19-7 30

Abundance Scan 3227 (22.168 min): BM043715.D\data.ms (-3221) (- | m/z 229.20 100.00%

229.2
5000
43.1 159.1

—
| { 314.2 22100 22.50
]
0 Ok L LT L 20 sare ) o0n qs 5238y
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #128835: 2-Chloro-4-nitroaniline, N-trimethylsilyl-
730 229.0
5000 N
22100 22.50

168, 159.10  39.15%

l5®}‘”l”hml l‘{h‘}\l \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #110426: 1,2,3,4-Tetrahydro-7-methoxy-3-methyl-1-oxo-
229.0

2200 2250
5000 43.10 35.46%

O

o

159.0
,“"JMML,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #110236: Pyran-2-one

5000
158.0

69.0

229.0

4-methoxy-6-[2-(3-pyridyl)etheny

2200 2250

m/z 243.20  32.23%

|

?

ollﬁJ“ﬂJf‘m\
m/z-> 0 50 100 150 200

R e e R R R AR
250 300 350 400 450 500 550

2200 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 60 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
23.227 6.53 ng/ul 877227  Perylene-di2 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 91

Abundance Scan 3407 (23.227 min): BM043715.D\data.ms (-3404) (+ ' m/z 57.10 100.00%

57.1
5000

—_—
2300 2350
207.0

ok ‘uxﬁﬁbhqu«“u‘H‘?gf%‘w“ﬁggﬂ‘“315?_537‘ m/z 71.10  71.06%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0

5000 — e
23.00 23.50

m/z 43.10 60.49%

ol L2090 2P 00005500
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0
23i00 23i50
5000 m/z 85.18  50.99%
oL L a0 20 JLf
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194597: Pentadecane, 8-hexyl- T —
43.0 23.00 23.50

m/z 55.10  23.50%

- “M‘/\/\JW

9.0 196.0
Ll 12520

T T
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 61 n-Tetracosanol-1 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
23.274 9.74 ng/ul 1308990  Perylene-di12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 93
4 Octacosanol 410 C28H580 000557-61-9 91

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 91

Abundance Scan 3415 (23.274 min): BM043715.D\data.ms (-3412) (- m/z 57.10 100.00%

57.1
5000
1ot 23.00 23.50
‘ 207.1 282.1 : :
o_u‘mHMH‘u‘H"‘H"‘H_‘?’55‘1“4‘1‘?1“‘4“3‘7‘4” m/z 43.10  95.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
5000 — ——
23.00 23.50
195.0 m/z 83.10  88.64%
0 whu HHH‘ ‘|182025003080
‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcoho
83.0
— —
23.00 23.50
5000 ITI/Z 97.10 85.73%
ol26. { ‘u*‘? 210.0 280.0 WJL
R o o e e A B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosanol 7 T
57.0 23.00 23.50
m/z 55.10 82.79%
5000 \MMerijJ\V\MMMMwwV
125.0
0 L { lhhAﬁszo 25003080 378.0
b R a R e R RARRE — —
m/z--> 0 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\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 62 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.609  18.44 ng/ul 2478830  Perylene-d12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Eicosane 282 C20H42 000112-95-8 96
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3642 (24.609 min): BM043715.D\data.ms (-3637) (- | m/z 57.10 100.00%
57.1
5000 JM
— —
‘ } ; 1971 24.50 25.00
0 Hu_m\_u‘ b 971 2671 8551 44335024 m/z 71.10  69.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 e ——
24.50 25.00
m/z 43.10 60.89%
\\\‘\\\\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
— —
24.50 25.00
5000 m/z 85.10 49,98%
|| P10 1970 2820
0 \‘HWHJW“ R R RRIRERERERY
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl- — —
57.0 24.50 25.00
m/z 55.10 23.86%
5000 M//\/L
b bl o 280 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:40:09 2024 Page: 37



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc

ALS vial : 28 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 63 Nonacosan-10-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.697 29.67 ng/ul 3988600 Perylene-d12 23.944
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosan-10-o0l 424 C29H600 000504-55-2 90
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 58
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 56
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 46
5 Z-14-Nonacosene 406 C29H58 1010131-18-9 46

Abundance Scan 3657 (24.697 min): BM043715.D\data.ms (-3652) (- | m/z 83.10 100.00%

o

157.2 —T— —

Pl s 21 ) 24.50 25.00
w‘m'uum‘m,?m_H‘_‘?’55‘1‘“4?9“2”‘59_‘5”_ m/z 57.10 79.41%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #315386: Nonacosan-10-ol
83.0

O

157.0 297.0 24.50 25.00
m/z 97.10 73.01%

406.0
O‘\\\1‘\\\\h“\l\‘\‘\‘“\\\\2’\2\2\9‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0

—— —
24.50 25.00
5000 111.0 ITI/Z 43.10 62.37%
ol ‘ HJ | 4810 250.0308.0 378 0438.0 JAW
- w R A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126383: 1-Decanol, 2-hexyl- — —
57.0 24.50 25.00
m/z 69.10 60.04%
- f//\/L\J\
| ’ | 224.0
o_m‘mH‘HMMm,umwWm_memm_m_ —r —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43715.D

Acqg On : 03 Jan 2024 03:42
Operator : MA/JU

Sample : 05919-06

Misc :

ALS Vvial : 28 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|
(S)-(+)-1,2-Pro... 3.651 9.2 ng/ul 469338 1 7.957 1024110 20.0
Bicyclo[3.1.0]h... 7.245 18.8 ng/ul 960086 1 7.957 1024110 20.0
2,4,7,9-Tetrame... 13.498 5.9 ng/ul 902636 3 14.598 3037510 20.0
1,4-Methano-1H-... 13.598 8.6 ng/ul 1310260 3 14.598 3037510 20.0
1-Hexen-3-0l, 5... 13.733 8.3 ng/ul 1255070 3 14.598 3037510 20.0
Longifolene 13.863 90.2 ng/ul 13704800 3 14.598 3037510 20.0
(3R,3aR,7R,8aS)... 13.904 18.1 ng/ul 2752240 3 14.598 3037510 20.0
cis-Thujopsene 14.110 12.6 ng/ul 1911280 3 14.598 3037510 20.0
Cyclohexene, 4-... 14.410 10.2 ng/ul 1550290 3 14.598 3037510 20.0
cis-.alpha.-Ber... 14.480 17.0 ng/ul 2577990 3 14.598 3037510 20.0
Cedrol 15.880 68.6 ng/ul 10417000 3 14.598 3037510 20.0
Tricyclo[6.3.0.... 16.080 11.4 ng/ul 1271500 4 17.345 2224570 20.90
(DEL) Alkane: C... 16.310 4.8 ng/ul 533010 4 17.345 2224570 20.0
unknown-01 17.086 15.4 ng/ul 1715250 4 17.345 2224570 20.0
unknown-02 17.551 6.4 ng/ul 707936 4 17.345 2224570 20.0
Palmitoleic acid 18.192 4.9 ng/ul 544863 4 17.345 2224570 20.0
n-Hexadecanoic ... 18.250 22.4 ng/ul 2493560 4 17.345 2224570 20.0
Phenanthrene, 1... 19.203 15.1 ng/ul 1678330 4 17.345 2224570 20.0
Octadecanoic acid 19.521 10.0 ng/ul 1328910 5 21.527 2669100 20.0
unknown-03 19.598 7.1 ng/ul 949686 5 21.527 2669100 20.0
Urea, 1-(3-meth... 19.903 5.5 ng/ul 729811 5 21.527 2669100 20.0
(DEL) Alkane: S... 20.250 6.2 ng/ul 830995 5 21.527 2669100 20.0
unknown-04 20.386 4.8 ng/ul 641934 5 21.527 2669100 20.0
2-Phenanthrenol... 20.445 36.8 ng/ul 4905700 5 21.527 2669100 20.0
unknown-05 20.621 268.9 ng/ul 35885700 5 21.527 2669100 20.0
4,4'-Bis(tetrah... 20.656 70.1 ng/ul 9350690 5 21.527 2669100 20.0
Trichloroacetic... 21.238 24.5 ng/ul 3267370 5 21.527 2669100 20.0
unknown-06 21.333 14.5 ng/ul 1940170 5 21.527 2669100 20.90
9(1H)-Phenanthr... 22.115 12.9 ng/ul 1723216 5 21.527 2669100 20.0
unknown-07 22.168 93.1 ng/ul 12425700 5 21.527 2669100 20.0
(DEL) Alkane: S... 23.227 6.5 ng/ul 877227 6 23.944 2688210 20.0
n-Tetracosanol-1 23.274 9.7 ng/ul 1308990 6 23.944 2688210 20.0
(DEL) Alkane: S... 24.609 18.4 ng/ul 2478830 6 23.944 2688210 20.0
Nonacosan-10-ol 24.697 29.7 ng/ul 3988600 6 23.944 2688210 20.0
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