LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc :

ALS Vvial : 21  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@43404.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.387 30 34 50 rvB 191105 288216 ©.67% 0.106%
2 3.669 78 82 94 rBV 377800 556243 1.30% 0.205%
3 3.810 102 106 131 rVB 2247406 3485589 8.15% 1.286%
4 4.016 137 141 150 rVB 48432 99969 0.23% 0.037%
5 4.140 158 162 169 rVB 36564 50809 0.12% 0.019%

6 5.069 316 320 329 rVB 23381 44243 0.10% 0.016%
7 5.287 350 357 374 rBV 27608178 42780568 100.00% 15.782%
8 6.063 484 489 496 rVB 162132 249912 0.58% ©.092%
9 7.157 667 675 686 rBV 3257472 5321762 12.44% 1.963%
7

10 .334 698 705 715 rVB 2512979 3957503  9.25% 1.460%
11 7.522 729 737 747 rBV 3076420 4989850 11.66% 1.841%
12 7.604 747 751 761 rVB2 35103 69095 0.16% 0.025%
13 7.881 790 798 808 rVB 1132344 1855369 4.34% 0.684%
14 7.992 808 817 819 rBV 1721852 2629935 6.15% 0.970%
15 8.028 819 823 838 rVB 7167029 11775798 27.53% 4.344%
16 8.345 869 877 885 rBV 344613 586580 1.37% 0.216%
17 8.704 930 938 948 rBV 4041634 6495704 15.18%  2.396%
18 9.169 1008 1017 1028 rBV 3017183 5093791 11.91% 1.879%
19 9.734 1106 1113 1121 rBV 181262 289318 0.68% 0.107%
20 9.886 1131 1139 1152 rBV 2570635 4309300 10.07%  1.590%
21 10.422 1222 1230 1239 rBV 3846332 6375523 14.90%  2.352%
22 10.663 1263 1271 1281 rBV3 152167 290607 0.68% 0.107%
23 10.804 1287 1295 1302 rBV 2273479 3906085 9.13% 1.441%
24 10.945 1311 1319 1341 rBV 3664324 6289185 14.70%  2.320%
25 11.186 1354 1360 1368 rVB2 38560 77295 ©.18% 0.029%
26 11.351 1381 1388 1397 rVB2 52111 88921 ©0.21% 0.033%
27 11.551 1414 1422 1437 rBV 267430 505039 1.18% ©.186%
28 12.216 1527 1535 1541 rVB 46082 66945 ©.16% 0.025%
29 12.386 1555 1564 1569 rBV 66301 113292 0.26% 0.042%
30 12.963 1655 1662 1669 rBv4 34067 76082 ©.18% 0.028%
31 13.445 1736 1744 1750 rBV 58690 106490 0.25% ©.039%
32 13.527 1750 1758 1759 rVV3 34127 59654 0.14% 0.022%
33 13.557 1759 1763 1767 rVV 97631 156584 0.37% 0.058%
34 14.045 1838 1846 1853 rBV 6021759 8302765 19.41%  3.063%
35 14.321 1886 1893 1907 rVB 7429224 10981791 25.67% 4.051%
36 14.486 1912 1921 1925 rBV8 23127 48371 0.11% ©0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc :

ALS Vvial : 21  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 14.621 1936 1944 1952 rBV 3179376 4648602 10.87% 1.715%
38 14.827 1971 1979 1996 rBV 3359631 5215139 12.19% 1.924%
39 15.039 2010 2015 2022 rVB5 44193 78457 0.18% 0.029%
40 15.616 2103 2113 2121 rBV 8868273 12669071 29.61% 4.674%
41 15.733 2127 2133 2147 rBV 2723051 3835805 8.97% 1.415%
42 15.851 2149 2153 2161 rVB3 45128 72474 0.17% 0.027%
43 16.063 2186 2189 2198 rVB2 34099 54473 0.13% 0.020%
44 16.398 2241 2246 2252 rVB3 38992 65658 0.15% 0.024%
45 16.557 2268 2273 2281 rBv4 43145 73185 0.17% 0.027%
46 16.762 2303 2308 2313 rBV2 92565 146846 ©0.34% 0.054%
47 17.368 2404 2411 2417 rBV 3533469 5078857 11.87% 1.874%
48 17.468 2421 2428 2437 rVV 9198836 13092683 30.60% 4.830%
49 17.562 2441 2444 2449 rVB4 37409 50161 0.12% 0.019%
50 17.751 2470 2476 2482 rBV4 68518 108855 ©.25% 0.040%
51 17.868 2492 2496 2500 rBV 67166 87736 0.21% 0.032%
52 18.039 2522 2525 2530 rVB3 33956 46478 0.11% 0.017%
53 18.268 2558 2564 2583 rBV 1908849 2966923 6.94% 1.095%
54 18.592 2616 2619 2624 rVB6 27945 44250 0.10% 0.016%
55 18.698 2633 2637 2640 rVB2 61159 74484  0.17% 0.027%
56 19.192 2717 2721 2727 rVB 184010 220395 0.52% 0.081%
57 19.315 2738 2742 2749 rBV2 112629 150677 ©.35% 0.056%
58 19.386 2750 2754 2758 rBV2 143948 228350 ©.53% 0.084%
59 19.421 2758 2760 2770 rVBS8 61761 112628 0.26% 0.042%
60 19.539 2775 2780 2794 rBV 460634 804281 1.88% 0.297%

61 19.751 2810 2816 2823 rVV 10544784 14267512 33.35% 5.263%

62 19.803 2823 2825 2832 rVB3 42902 52755 0.12% 0.019%
63 20.268 2900 2904 2906 rBV 245620 293379 0.69% 0.108%
64 20.303 2906 2910 2915 rVB 1192364 1353865 3.16% ©.499%
65 20.798 2989 2994 2998 rVB 219045 279526 0.65% ©.103%
66 20.950 3016 3020 3025 rBV 807473 1033294 2.42% 0.381%
67 21.145 3048 3053 3057 rBV 1203598 1521137 3.56% 0.561%
68 21.186 3057 3060 3067 rVV3 186312 250890 0.59% ©0.093%
69 21.256 3068 3072 3075 rBV 4645957 6140895 14.35% @ 2.265%
70 21.286 3075 3077 3083 rVB 2096683 2172697 5.08%  0.802%
71 21.539 3115 3120 3127 rVB 4047188 5235710 12.24%  1.932%
72 21.709 3146 3149 3154 rVB 361592 435947 1.02% 0.161%
73 22.197 3225 3232 3243 rBV 4127636 6942114 16.23% 2.561%
74 23.262 3407 3413 3416 rBV 1862838 3165992 7.40% 1.168%
75 23.303 3416 3420 3431 rVV 2594009 4531609 10.59% 1.672%

76 23.403 3433 3437 3443 rVB 372139 620456  1.45% 0.229%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS Vvial : 21  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 23.815 3498 3507 3516 rBV2 7058420 13971297 32.66% 5.154%
78 23.968 3526 3533 3540 rBV 2451213 4960041 11.59% 1.830%
79 24.650 3644 3649 3656 rVB2 546323 1180223 2.76% 0.435%
80 24.738 3657 3664 3674 rBV 1752982 4333736 10.13%  1.599%
81 24.868 3682 3686 3704 rVBS5 654740 1906683 4.46% 0.703%
82 26.709 3993 3999 4011 rVB2 515036 1589463 3.72% ©0.586%
83 27.656 4151 4160 4172 rVB3 1004732 3387465 7.92% 1.250%
84 28.497 4292 4303 4323 rVB3 2377323 9138922 21.36% 3.371%

Sum of corrected areas: 271066259
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Dec 2023 21:46
: MA/JU
. 05807-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
BMo43404.D

: 21 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: BM043404.D\data.ms
5.287
2.5e+07
2e+07
1.5e+07
1le+07
8.028
5000000 8.704 10.422 10.945
- : .
3.810 ]'?55 7§ ) 9169 9.886 10.80
338366}(4 @1840 5.069 6.063 6047 || 8345 A 9.73 10,663 111B881551
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 900 950 1000 1050 11.00 1150
Abundance TIC: BM043404.D\data.ms
2.5e+07
2e+07
1.5e+07
19.751
1le+07 15.616 17.468
14.321
14.045
5000000
14.641827 15.733 17.368
01224886 12.963 13R&HT 4.4 5.039 ],%8510636.‘89857762 | ,5@27@@39 148808 191 #5625 /803 20.468
T e T R e  EEmmT e e e A=
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 1650 17.00 1750 1800 1850 19.00 1950 20.00 2050
Abundance TIC: BM043404.D\data.ms
2.5e+07
2e+07
1.5e+07
1le+07
23.815
5000000 21'7% 539 22.197
21 3.968 24738 27 656 28.497
R #1700 s L aAgws eeree oSS
Oﬁ\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 2100 2150 2200 2250 2300 2350 2400 2450 2500 2550 2600 2650 27.00 27.50 2800 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 18
R.T. EstConc Area Relative to ISTD R.T.
3.669 4.23 ng/ul 556243 1,4-Dichlorobenzene-d4 7.992

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 000067-63-0 56
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
5 Propylene Glycol 76 C3H802 000057-55-6 43
Abundance  Scan 82 (3.669 min): BM043404.D\data.ms (-78) (-) m/z 45.05 100.00%
45.0
5000 /L

e AEAREEREEES

3.40 3.60 3.80 4.00
bl 2.0 1081 1371 1729 2070 /7 43.10  19.02%

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

Abundance #1093: (S)-(+)-1,2-Propanediol

45.0
5000 L L L BN R I
3.40 3.60 3.80 4.00
m/z 61.10 5.76%
O\\?‘\g’.g\“\\"l‘\\\"\\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #343: Isopropyl Alcoho
45.0
R
3.40 3.60 3.80 4.00
5000 m/z 44.05 5.52%
19.
Owu‘\‘,\q\“\\‘,“‘1‘”\‘,\u\‘\u\‘\u\‘u\\‘uu‘uu‘uu‘uu‘u m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #342: Isopropyl Alcohol R EAREEEEEE
45.0 3.40 3.60 3.80 4.00
m/z 42.05 3.04%
5000
iy
L — | B A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Phenoxypropan-2-ol Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.551 2.59 ng/ul 505039 Naphthalene-d8 10.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 96
3 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 94
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 93
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 64
Abundance Scan 1422 (11.551 min): BM043404.D\data.ms (-1414) (- | m/z 94.10 100.00%
94.1
5000 /\
152.1 Co
Wl M fz11 | 207.9 o
0‘H‘W“wMMuhu;ﬂ‘uu‘H‘W‘H“H‘W‘H“H‘w‘u“u m/z 77.05 26.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30123: 1-Phenoxypropan-2-ol
94.0
5000 e ‘
11.50
152.0 m/z 78.10 16.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
T 7
11.50
5000 m/z 152.05 15.74%
152.0
45.0 ‘
NELLIRNE I .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30124: 1-Phenoxypropan-2-ol 1
94.0 11.50
m/z 45.05 14.59%
39.0 ‘
o150 20 0 | mso O )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.268 11.68 ng/ul 2966920  Phenanthrene-d10 17.368
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 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2564 (18.268 min): BM043404.D\data.ms (-2558) (' m/z 73.10 100.00%

73.1
5000
129.0
—_— —
Ly 2132 2561 18.00 1850
ok ‘3‘5 i - L L. L8269 n/z 43.e5 94.84%

S

m/z--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 = T
129.0 18.00 18.50
213.0 m/z 60.10 87.08%
171.0
0! “\u‘m d | “ “ “‘u\‘ “\‘L‘ : “‘ e o
m/z--> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add

—r ;
18.00 18.50
5000 129.0 m/z 41.10 73.17%

171.0 213.0 256.0
oL— ‘ m\h”w u‘\h\\ ‘ “‘ \“‘\ L

100 150 200 250 300 350
#143509: n-Hexadecanoic acid

m/z--> 5
Abundance

-

=
18.00 18.50
m/z 57.10 72.00%

5000 256.0

129.0

213.0
‘ 171.0
1 h“ ‘H ‘\ Al ‘ ‘ ‘ m \ 1 ‘ “_/\‘

=
m/z--> 50 100 150 200 250 300 350 18.00 18.50

o
w
o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.539 3.07 ng/ul 804281  Chrysene-di2 21.539
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 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2780 (19.539 min): BM043404.D\data.ms (-2775) (- | m/z 43.10 100.00%
43.1
5000 129.0 m
3.1
— T \
185.1 241.2 284.3 19.50
0 bl 3431 s 7310 92.63%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 1290 — ‘
3.0 19.50
185.0 241 o 2840 m/z 60.05 76.54%
0! \um‘ M “’\‘ “““’ ‘\‘\‘
miz--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
1 [
19.50
5000 m/z 55.10 74 .78%
129.0 284.0
‘ ‘ 1850 2410
0\\“\“‘ “H“‘h‘m““"\“‘\‘\‘\\“\\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid ——
73.0 19.50
m/z 57.10 73.57%
129.0
5000| 28.0 284.0
185.0 241.0
ol mwh\ﬂyhﬁ‘h\‘ML JH“ﬂ““““ o~
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 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 8 Tetradecane, 1l-iodo- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.303 5.17 ng/ul 1353870  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 2910 (20.303 min): BM043404.D\data.ms (-2906) (- | m/z 57.10 100.00%
57.1
5000
“ 1561 20.00 2050
ol i o 2308 29518431 44 /7 43.10 %
miz--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000
2000 2050
m/z 71.10 7.04%
‘ 13.0 197.0
O\‘\\"H\“\]\‘\‘\\"‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0 “f
2000 2050
5000 m/z 85.10 7.10%
ol L0 2690 2250 2010 w80
m/z--> 50 lOO 150 200 250 300 350 400 Af
Abundance #107244: Dodecane, 2-methyl-6-propyl- ‘
57.0 2000 2050
m/z 41.10 %
5000
140.0
obAliii, | 18302260
m/z--> 50 100 150 200 250 300 350 400 2000 2050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 wunknown-01 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
20.951 3.95 ng/ul 1033290 Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (+)-(Z)-Longipinane 206 C15H26 1000156-12-3 30
2 Furan-2-carboxamide, N-(2-fluoro... 205 C11H8FNO2 1000308-20-1 22
3 Longipinane, (E)- 206 C15H26 1000156-14-5 20
4 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 18
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 18
Abundance Scan 3020 (20.950 min): BM043404.D\data.ms (-3016) (- | m/z 109.10 100.00%
109.1
55.1
189.1
5000 313.3
T
‘ ‘ 21.00
o Al | laaz || 42914891 ... 9519  76.11%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #82882: (+)-(Z)-Longipinane
109.0
41.0
5000 T
21.00
m/z 55.10 64.99%
I
O \\}“l‘“\u}“\\“‘“‘\“\m\l‘\“\l\\“\\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #81299: Furan-2-carboxamide, N-(2-fluorophenyl)-
95.0
205.0 -
21.00
5000 m/z 189.05 55.01%
o390 | 1480 |
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82880: Longipinane, (E)- T
109.0 21.00
m/z 41.10 49.37%
5000 410
s
ol e
m/z--> 50 100 150 200 250 300 350 400 450 21.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:25 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.145 5.81 ng/ul 1521146  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2H-Inden-2-one, 1,4,5,6,7,7a-hex... 136 C9H120 039163-29-6 35
2 Benzaldehyde, 3-methoxy- 136 C8H802 000591-31-1 35
3 [1,2,4]Triazolo[1,5-a]pyrimidin-... 193 C8H11N50 1000362-66-7 30
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 25
5 3H-Cyclopenta[c]pyridazin-3-one,... 136 C7H8N20 1000338-22-1 25
Abundance Scan 3053 (21.145 min): BM043404.D\data.ms (-3048) (- | m/z 136.00 100.00%
136.0
205.2 A AN
h ‘ “ ‘ ‘ ‘ 328.3 21.00 21.50
(- "m‘xh AU L) 2670 L 41624704 n); 107.10  49.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #18981: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro-
136.0
79.0 L
5000 et il
21.00 21.50
l{) ‘ m/z 81.10 41.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18720: Benzaldehyde, 3-methoxy-
136.0
— —
21.00 21.50
5000 m/z 123.10 41.65%
77.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #68207: [1,2,4]Triazolo[1,5-a]pyrimidin-7-ol, 6-amino-5-p = —=
136.0 21.00 21.50
21.0 m/z 95.18  37.68%
5000
‘ 193.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:26 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.256  23.46 ng/ul 6140900 Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91

Abundance Scan 3072 (21.256 min): BM043404.D\data.ms (-3068) (- m/z 57.10 100.00%

57.1
5000
111.1

A [ T
( | 1582 21.00 21.50
o AbblL}) 1682224.2280.3336.2 41814752 1/ 4310  92.60%
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
5000 111.0 —— ——
21.00 21.50

m/z 55.10  80.44%

ol L] H L ‘ [L67.0 238.0202.0 364.0

\\\‘\11\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester
57.0

21.00 21.50
5000 111.0 m/z 83.10 73.40%
0 l‘u‘ulﬁsom S [ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #318054: Nonadecy! pentafluoropropionate e TR
57.0 21.00 21.50

m/z 69.10 67.24%

0 (L ‘H ‘\ | |1680  266.0 412.0 | A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:27 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.286 8.30 ng/ul 2172700  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 35
2 4-Fluorobenzoic acid, 2,6-dimeth... 288 C18H21F02 1000299-15-7 27
3 4,5,6,7-Tetrahydro-1H-1,2,3-benz... 123 C6HIN3 006789-99-7 27
4 Phthalic acid, 4-fluorobenzyl pr... 316 C18H17F04 1010377-74-1 25
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 22

Abundance Scan 3077 (21.286 min): BM043404.D\data.ms (-3075) (- | m/z 123.10 100.00%
1238.1

5000

67. 191.2

=

287.3
i H st 417.2 489,

T ‘ ‘
21.00 21.50
m/z 95.10 85.67%

I

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #82844: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3-

|

o

128.0
206.0
s000] 410 —— —
21.00 21.50
‘ ‘ m/z 109.18  82.66%
O \\\\“\‘\\‘\“\‘\‘\“\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #184085: 4-Fluorobenzoic acid, 2,6-dimethylnon-1-en-3-y

=

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance  #11565: 4,5,6,7-Tetrahydro-1H-1,2,3-benzotriazole P ; ;
95.0 21.00 21.50
m/z 149.05 70.19%

123.0
[ — T T
21.00 21.50
5000 m/z 81.10 72.01%
28.0 \‘ ! 24'\5.0
0 vt e e e
T

5000

39.0

I Mn | .‘I‘\ o

Of bbb e e e S -
miz-> 0 50 100 150 200 250 300 350 400 450 21.00 21.50

B
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.197  26.52 ng/ul 6942110  Chrysene-d12 21.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3232 (22.197 min): BM043404.D\data.ms (-3225) (+ ' m/z 57.10 100.00%
57.1

o

I

1 ‘
22.00 22.50
207.0 308.3 372.2430.3489.1549..

5000
04— ,{ s S o0, 372:2430.3480.1 548 m/z 43.10 92.61%

5
H

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

Abundance #173729: 5-Eicosene, (E)-
55.0

5000 — —
22.00 22.50
m/z 55.10 86.18%
JxJ ﬂFh. 196.0 280.0
O‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #232316: Behenic alcoho
83.0
22.00 22.50
5000 ITI/Z 83.10 83.68%
0 191 g ‘ h wL}P? |0 222 0280 0
Frr b b b S S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester P —
43.0 22.00 22.50
m/z 97.10 75.13%
5000
1.0
or AL 3980 W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:29 2023 Page: 14



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

BMo43404.D

: 18 Dec 2023 21:46
: MA/JU
. 05807-04

: 21 Sample Multiplier: 1

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.262 12.77 ng/ul 3165990  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3413 (23.262 min): BM043404.D\data.ms (-3407) (- | m/z 57.10 100.00%
57.1
5000
—— =
I PF 1972 23.00 23.50
O LA [ 197.2 267.0 337.4 42534902549, /7 7119  68.29%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 == =
23.00 23.50
m/z 43.10 63.66%
239.0
O‘\\\ ’\J\\\“1\%\‘1\\\‘1\1\f\[1\\1[\1F3\0‘18\\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
23.00 23.50
5000 ITI/Z 85.10 48.43%
‘H‘W‘H"‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane = I
57.0 23.00 23.50
m/z 55.10 23.21%
5000
ol | ‘ || 1270 1970 267.0  367.0
e A A e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:30 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.303  18.27 ng/ul 4531610 Perylene-di2 23.968
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 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Cyclotetracosane 336 C24H48 000297-03-0 90
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 3420 (23.303 min): BM043404.D\data.ms (-3416) (- | m/z 83.10 100.00%
3.1
5000 A\jj\d\
= =
1%9.1 23.00 23.50
ol dhALLEIT, 1962 2831 355.1  446.9503. ./, 5519  97.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
5000 111.0 T =
23.00 23.50
l m/z 43.10 92.03%
O \\J\M\l“\‘\\\J‘l‘l\‘\‘l\‘!%he\zl\o\‘\\\\2‘6\6\.\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
— —
23.00 23.50
5000 111.0 m/z 57.10  91.95%
0 L as7ozz0_aons
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1 = T
83.0 23.00 23.50
m/z 97.10 91.08%
5000
29. 1
L2020
o L 238 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:31 2023 Page: 16



Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\

Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 2-Heptacosanone Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
23.403 2.50 ng/ul 620456  Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 97
2 2-Nonadecanone 282 C19H380 000629-66-3 64
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 52
4 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
5 6-Hydroxy-6-methyl-2-heptanone 144 C8H1602 1000432-37-3 50

Abundance Scan 3437 (23.403 min): BM043404.D\data.ms (-3433) (- | m/z 59.10 100.00%
59.1
5000 Aww\/\NWWMW
2356 53%6
127.1 1930 2810 ' '
b J“ | 4"‘"““4“«« [ A930 2010 39444611 849 ., 5g.1e  82.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298412: 2-Heptacosanone
59.0
5000 = =
23.00 23.50
‘ 394.0 m/z 43.10 82.30%
O \\\‘ J‘\‘\J”\‘}“l]-‘\lgzl\(‘)\\\\‘\2\3\6\.‘9\\\‘\\?’?’\‘4\.‘0\\“\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176351: 2-Nonadecanone
58.0
— —
23.00 23.50
5000 m/z 71.10 49, 64%
‘ ‘ |127.0 224.0282.0
0k NLTWM\‘\H\‘H%\‘mJ\_\\\_\\\_\\\_\\w\\\w\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4342: Oxirane, tetramethyl- = =
59.0 23.00 23.50
m/z 57.10 30.07%
S — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:32 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
24.650 4.76 ng/ul 1180220  Perylene-di12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3649 (24.650 min): BM043404.D\data.ms (-3644) (- | m/z 57.10 100.00%

57.1
5000

=
1 \ 160.2 24.50 25.00
Hm_m\‘MJ""‘2‘2‘5‘2“2?‘3‘1"?’55“1‘““‘?’9“2”59‘3' m/z 71.10  69.81%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0

5000 = —
24.50 25.00

m/z 43.10 62.61%

L \11\’1\3-01690 240.0
O\\HP‘\\\‘\‘1‘\‘11‘“‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194595: Eicosane, 10-methyl-
57.0

7
24.50 25.00

o

5000 m/z 85.10 50.41%
154
0 T \‘\‘ - . “\‘J\L l“l‘ - ‘i‘h “21‘1\\0\ ‘\2\8\]-\(‘)\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T ‘JJL\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane R 7
57.0 24.50 25.00

m/z 55.10  21.15%

5000 J\/&
\ ‘ | hﬁ | 169.02250 296.0

L1y

Oy b s b L T S —r
miz-> 0 50 100 150 200 250 300 350 400 450 500 24.50 25.00

SFAM-EPA-BM121523.MA.M Tue Dec 19 11:50:33 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method

Quant Tit

TIC Libra

le

ry

: SVOA CALIBRATION

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 1-Docosanol, methyl ether Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24.738 17.47 ng/ul 4333740  Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 96
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptacos-1-ene 378 C27H54 015306-27-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3664 (24.738 min): BM043404.D\data.ms (-3657) (- | m/z 57.10 100.00%
7.1

5
5000

( 1p5.1

207.0
ol ML, 20702670 ss51 am22 5026 L as 10 s c0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #249112: 1-Docosanol, methyl ether
83.0

5000 T
‘ 24.50 25.00

m/z 83.10 80.91%

3.0 308.0
O}$;¢"W \J[il\ﬂ-f[“\uf\‘212\4\.1()[\\Tl\“\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0

=T —
24.50 25.00
5000 m/z 55.10 77 .44%
125.0
St
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene T —
57.0 24.50 25.00

m/z 97.10 74.66%

5000
125.0
378.0
‘i‘h“h;gao |

Ot e e e —= —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
BMo43404.D

: 18 Dec 2023 21:46
: MA/JU
. 05807-04

: 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 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 19 2-Pentacosanone Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
24.868 7.69 ng/ul 1906680  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 68
2 2-Heptacosanone 394 C27H540 007796-19-2 64
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 46
4 2-Nonadecanone 282 C19H380 000629-66-3 43
5 2-Nonadecanone 282 C19H380 000629-66-3 43

Abundance Scan 3686 (24.868 min): BM043404.D\data.ms (-3682) (- | m/z 59.10 100.00%

59.1
5000
158.1
= —
‘}w 223.1281.1 362.3 430.1 2450 25.00
obddtdbiglid, 22312811 9623 4301 5044 .o 4310 78.36%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275521: 2-Pentacosanone
54.0
5000 . —
24.50 25.00
m/z 58.10  71.30%
366.0
N | [127:0 14.0250,0306.0°"
\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

N

Abundance #298412: 2-Heptacosanone
59.0
= T
24.50 25.00
5000 ITI/Z 71.10 49, 28%
394.0
oL 1411270 222027803340
I R L e e R R L R e R
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4342: Oxirane, tetramethyl- _— —
59.0 24.50 25.00
m/z 57.10  34.24%
- M
0+ bt e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

26.709 6.41 ng/ul 1589460  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 95
2 Heptacosyl acetate 438 C29H5802 1000351-78-2 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 9-Nonadecene 266 C19H38 031035-07-1 93

Abundance Scan 3999 (26.709 min): BM043404.D\data.ms (-3993) (- | m/z 57.10 100.00%

57.1
5000

— —
]L?g' 221.1297.1370.9 475.2 26:50 27.00
oL e e m/z 43.18 81.93%

|
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #273800: 1-Hexacosene
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26.50 27.00
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o] ‘( 100 20203840
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Abundance #321407: Heptacosyl acetate
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T T
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ol ‘Hh119502640 378.0
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Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 (1R,4aR,5S)-5-[(E)-5-Hydrox... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

27.656 13.66 ng/ul 3387476 Perylene-di2 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1R,4aR,55)-5-[ (E)-5-Hydroxy-3-m... 304 C2@H3202 1214984-94-7 60
,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 53
romandendrene 204 C15H24 000489-39-4 46
H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 45
-Propyn-1-one, 1-[4-(trifluorom... 286 C13H13F302Si  1000460-97-4 45

uipHh wWN R
NEREDR~

Abundance Scan 4160 (27.656 min): BM043404.D\data.ms (-4151) (+ | m/z 55.10 100.00%

551 133.0
204.2
285.1
5000
7
409.4 27.50 28.00

- “‘H‘ “.‘.’ ﬂ}ﬂ dh \\‘ H ”‘ \NH ‘“ A ‘3‘576 ‘1‘ - ‘M.‘\ - "‘5‘0‘3“ m/z 133.00 94.99%
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Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢
81.0

o

5000 183.0 —— ——
27.50 28.00
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0 l L‘f‘H\ h ‘\‘J ‘ M‘I\‘MNI‘JM, ‘.‘L\l‘.u\.‘ .‘ ‘.J\‘L‘I‘l \‘U‘Mr MMM
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Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
— —
27.50 28.00
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95. 0
7.0
41.0 ‘ }
| Ll |
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41.0 93.0 161.0 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc

ALS vial : 21 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 Lup-20(29)-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.497 36.85 ng/ul 9138920  Perylene-d12 23.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
3 9,19-Cyclolanost-23-ene-3,25-dio... 442 C30H5002 054482-57-4 50
4 But-3-enal, 2-methyl-4-(2,6,6-tr... 206 C14H220 104900-59-6 49
5 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 46
Abundance Scan 4303 (28.497 min): BM043404.D\data.ms (-4292) (-~ ' m/z 95.10 100.00%
95.1
205.2
5000
313.2 L
424.4 28.50
0 ?’ﬂ_‘u“ ! H'JHMHle.‘\, ‘“m"u“"vm"“H'H‘HHW?‘}?( m/z 109.10  96.98%
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Abundance #315404: Lup-20(29)-en-3-one
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50001 4% U
28.50
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0 \h|t.”“hﬁm”$jALJhnl..lx}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #323186: 9,19-Cyclolanost-23-ene-3,25-diol, (3.beta.,23E T
109.0 28.50
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203.0
5000 424.0
‘ ‘ ‘ 302.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121823\
Data File : BM@43404.D

Acqg On : 18 Dec 2023 21:46
Operator : MA/JU

Sample : 05807-04

Misc :

ALS Vvial : 21  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... 3.669 4.2 ng/ul 556243 1 7.992 2629940 20.0
1-Phenoxypropan... 11.551 2.6 ng/ul 505039 2 10.804 3906090 20.0
n-Hexadecanoic ... 18.268 11.7 ng/ul 2966920 4 17.368 5078860 20.0
Octadecanoic acid  19.539 3.1 ng/ul 804281 5 21.539 5235710 20.0
Tetradecane, 1-... 20.303 5.2 ng/ul 1353876 5 21.539 5235710 20.0
unknown-01 20.951 4.0 ng/ul 1033290 5 21.539 5235710 20.0
unknown-02 21.145 5.8 ng/ul 1521140 5 21.539 5235710 20.0
(DEL) Alkane: S... 21.256 23.5 ng/ul 6140900 5 21.539 5235710 20.0
unknown-03 21.286 8.3 ng/ul 2172700 5 21.539 5235710 20.0
(DEL) Alkane: S... 22.197 26.5 ng/ul 69421106 5 21.539 5235710 20.0
(DEL) Alkane: S... 23.262 12.8 ng/ul 3165990 6 23.968 4960040 20.0
1-Heneicosanol 23.303 18.3 ng/ul 4531610 6 23.968 4960040 20.0
2-Heptacosanone 23.403 2.5 ng/ul 620456 6 23.968 4960040 20.0
(DEL) Alkane: S... 24.650 4.8 ng/ul 1180220 6 23.968 4960040 20.0
1-Docosanol, me... 24.738 17.5 ng/ul 4333740 6 23.968 4960040 20.0
2-Pentacosanone 24.868 7.7 ng/ul 1906680 6 23.968 4960040 20.0
(DEL) Alkane: S... 26.709 6.4 ng/ul 1589460 6 23.968 4960040 20.0
(1R,4aR,5S5)-5-[... 27.656 13.7 ng/ul 3387470 6 23.968 4960040 20.0
Lup-20(29)-en-3... 28.497 36.9 ng/ul 9138920 6 23.968 4960040 20.0
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