LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 13  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@43700.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 28 31 36 rvB2 31939 42631 0.54% 0.059%
2 3.904 118 122 127 rVB 41828 54809 0.70% 0.076%
3 4.010 138 140 146 rVB 18117 28157 ©0.36% 0.039%
4 4,493 219 222 231 rVB6 11911 23174 0.29% 0.032%
5 5.040 311 315 327 rVB2 36081 68679 0.87% 0.095%
6 5.157 331 335 342 rBV3 20002 32295 0.41% 0.045%
7 5.304 356 360 368 rBV 56162 92409 1.17% ©.128%
8 5.934 463 467 473 rBV 23189 36401 0.46% 0.050%
9 6.022 477 482 489 rVBS 9944 25911 0.33% 0.036%
106 6.457 548 556 561 rBV 27116 43968 0.56% 0.061%
11 6.616 579 583 589 rVB4 13415 22002 0.28% 0.030%
12 7.128 662 670 685 rBV2 423540 959422 12.17% 1.326%
13 7.245 685 690 694 rVW 34738 54394 0.69% 0.075%
14 7.298 694 699 709 rVB 457433 725312 9.20% 1.002%
15 7.486 724 731 741 rVB 552247 881257 11.18%  1.218%
16 7.957 801 811 818 rBV 729874 1181337 14.98% 1.632%
17 8.463 893 897 904 rVB4 25346 50054 0.63% 0.069%
18 8.616 919 923 927 rBv4 18195 27716  0.35% 0.038%
19 8.675 927 933 941 rVV 464148 770621 9.77% 1.065%
20 8.792 946 953 966 rw 729830 1259418 15.97% 1.740%
21 8.916 969 974 979 rVB2 33163 56228 0.71% 0.078%
22 9.133 1004 1011 1021 rBV 533710 918446 11.65% 1.269%
23 9.716 1104 1110 1122 rVB6 23760 63892 0.81% 0.088%
24  9.851 1126 1133 1141 rBV 438197 726015 9.21% 1.003%
25 10.028 1154 1163 1170 rBV 176782 378240 4.80% 0.523%

26 10.216 1188 1195 1202 rBV 69526 120541 1.53%
27 10.392 1218 1225 1234 rBV 505591 894328 11.34%
28 10.769 1281 1289 1296 rVB 896545 1564966 19.85%

OO NRKFRO
=
N
N
R

29 10.922 1310 1315 1326 rVV2 38259 88224 1.12% 122%
30 11.316 1376 1382 1387 rVV 55587 97250 1.23% 134%
31 11.527 1411 1418 1420 rBv4 15799 32314 0.41% 0.045%
32 11.569 1420 1425 1432 rVB 56016 110942 1.41% ©.153%
33 11.810 1459 1466 1471 rVV3 16679 33218 0.42% 0.046%
34 12.145 1513 1523 1527 rBV2 36627 87514 1.11% 0.121%
35 12.345 1547 1557 1565 rVB10 18577 56546 ©.72% ©.078%
36 12.563 1587 1594 1598 rvv8 12495 28163 0.36% ©.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 13  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 12.827 1633 1639 1645 rBV3 56396 94646  1.20% 0.131%
38 12.945 1654 1659 1664 rBV7 19330 36394 0.46% 0.050%
39 13.098 1680 1685 1691 rVB4 31396 50160 0.64% 0.069%
40 13.274 1710 1715 1719 rBvV7 15507 22261 0.28% 0.031%
41 13.468 1744 1748 1749 rVWW3 24207 29446 0.37% 0.041%
42 13.492 1749 1752 1757 rVB 26933 42074 0.53% 0.058%
43 13.598 1765 1770 1775 rVV 115269 160386 2.03% 0.222%
44 13.721 1786 1791 1795 rBv4 44503 63500 ©0.81% ©0.088%
45 13.780 1796 1801 1807 rVB8 26635 51127 0.65% 0.071%
46 13.857 1807 1814 1819 rBV 1284794 1929733 24.47% 2.666%
47 13.898 1819 1821 1831 rVV2 122126 191313  2.43% 0.264%
48 14.015 1833 1841 1847 rVV 1001867 1457546 18.49% 2.014%
49 14.063 1847 1849 1853 rVWV5 33332 55607 0.71% 0.077%
50 14.110 1854 1857 1862 rVB6 28710 45416 0.58% 0.063%
51 14.286 1876 1887 1898 rBV2 894325 1480166 18.77% 2.045%
52 14.410 1903 1908 1914 rVvV 161743 250966 3.18% 0.347%
53 14.480 1914 1920 1926 rVV2 255872 381039 4.83% 0.526%
54 14.592 1933 1939 1946 rBV 1240176 1858640 23.57% 2.568%
55 14.739 1960 1964 1968 rBV6 23074 30530 0.39% 0.042%
56 14.815 1969 1977 1987 rBV 356947 745360 9.45% 1.030%
57 14.968 1998 2003 2007 rBV 101905 162910 2.07% 0.225%
58 15.015 2008 2011 2013 rvv4 35426 54089 0.69% 0.075%
59 15.045 2013 2016 2023 rVB 82109 122907 1.56% 0.170%
60 15.139 2028 2032 2036 rVB4 47808 70700 0.90% 0.098%
61 15.186 2036 2040 2042 rBV4 35484 55051 ©0.70% 0.976%
62 15.221 2042 2046 2051 rVB2 100696 156513 1.99% 0.216%
63 15.474 2086 2089 2094 rVB7 17055 25497 0.32% 0.035%
64 15.521 2094 2097 2102 rBV6 19252 29491 0.37% 0.041%
65 15.586 2102 2108 2115 rBV 1557436 2169386 27.51% 2.997%
66 15.709 2124 2129 2135 rBV 321726 467733 5.93% 0.646%
67 15.874 2152 2157 2162 rVB 401005 556049 7.05% 0.768%
68 16.309 2228 2231 2238 rVB5 35578 75564 0.96% 0.104%
69 16.527 2266 2268 2270 rBV3 20554 22320 0.28% 0.031%
70 16.745 2302 2305 2311 rBVS5 43321 58995 0.75% 0.082%

71 16.986 2340 2346 2357 rBV 5549627 7884746 100.00% 10.894%

72 17.115 2364 2368 2373 rVB 136447 194456 2.47%  0.269%
73 17.239 2386 2389 2393 rVB 83666 96580 1.22% ©0.133%
74 17.304 2397 2400 2401 rVW 76167 84494 1.07% 0.117%
75 17.339 2401 2406 2411 rVV 1496337 2231936 28.31% 3.084%
76 17.380 2411 2413 2417 rVWW 174527 206963 2.62% 0.286%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ M\Methods\SFAM-EPA-BM121523.MA.M
Title : SVOA CALIBRATION
77 17.439 2418 2423 2433 rVB 1259594 1832759 23.24%  2.532%
78 17.727 2465 2472 2476 rBvV2 179507 341222 4.33% 0.471%
79 18.121 2535 2539 2544 rBV2 135959 231177 2.93% 0.319%
80 18.186 2546 2550 2554 rVV 236371 337729 4.28% 0.467%
81 18.245 2555 2560 2574 rVV 1350609 2006175 25.44% 2.772%
82 18.668 2629 2632 2637 rBV 212832 230691 2.93% 0.319%
83 18.815 2654 2657 2665 rVB 190949 266635 3.38% 0.368%
84 19.045 2693 2696 2700 rVB 172015 196147 2.49% 0.271%
85 19.262 2729 2733 2735 rBV4 203552 330059 4.19% 0.456%
86 19.521 2773 2777 2784 rBV 453593 672137 8.52% 0.929%
87 19.727 2809 2812 2818 rVB 447163 618119 7.84% 0.854%
88 20.609 2958 2962 2966 rBV 1160016 1439781 18.26% 1.989%
89 20.650 2966 2969 2976 rVB 534873 739821 9.38% 1.022%
90 21.239 3065 3069 3075 rBV 817882 1030953 13.08% 1.424%
91 21.521 3113 3117 3127 rVB 1768338 2500505 31.71%  3.455%
92 22.162 3222 3226 3240 rVB2 439319 1075046 13.63% 1.485%
93 23.227 3402 3407 3412 rBV 1839182 3022383 38.33% 4.176%
94 23.274 3412 3415 3425 rVB 1049044 1764227 22.38% 2.438%
95 23.938 3523 3528 3535 rVB 1245732 2383457 30.23% 3.293%
96 24.609 3635 3642 3650 rVB 2462827 5193788 65.87% 7.176%
97 24.697 3652 3657 3667 rVB 635206 1450288 18.39% 2.004%
98 25.638 3812 3817 3827 rVB 903471 2171564 27.54%  3.000%
99 26.650 3984 3989 4009 rVB7 794111 3654567 46.35% 5.050%
100 27.403 4110 4117 4128 rVB3 1166785 3545544 44.97% 4.899%

Sum of corrected areas: 72374258
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
BMo43700.D

: 02 Jan 2024 18:42

: MA/JU

. 05920-01

: 13 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

Time-->

5000000

4000000

3000000

2000000

Abundance TIC: BM043700.D\data.ms

1000000 7957 10.769

. Qgggl% 20133 ggs 10.392
3360 3880 4493 564GI04  5EBe2 645816 A4S j\ 8. @eﬂ£ 0.71h098%18  10.00211 aneemps
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350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10,50 11.00 11.50

Time-->

5000000

4000000

3000000

2000000

1000000

Abundance TIC: BM043700.D\data.ms

16.986

15.586

14.592

13.857
4.

12.1253455621.8 201693

12.00 12.50 13.00 13. 50 14 00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Time-->

5000000

4000000

1000000

Abundance TIC: BM043700.D\data.ms

24.609

23.227
3000000 21.521

3.938 27.403

2
23(274
25.638
2000000 21.239 5 697 26.650

0\ T ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
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@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Benzoic acid

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.028 4.83 ng/ul 378240 Naphthalene-d8 10.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 97
2 Benzoic acid 122 C7H602 000065-85-0 97
3 Benzoic acid 122 C7H602 000065-85-0 97
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Cyclobutane-1,1-dicarboxamide, N... 382 C20H18N206 1000253-25-3 90

Abundance Scan 1163 (10.028 min): BM043700.D\data.ms (-1154) (- | m/z 104.95 100.00%
105.0
5000 51.0 /\\AVAN
T
' 10.00
ol il 1 1349 1910 281 /7 121.95  81.30%
miz-> 50 100 150 200 250
Abundance #11265: Benzoic acid
105.0
5000 s :
51.0 10.00
m/z 77.05 76.84%
O T T T \M!‘ \“\“‘H\ \“‘\ \‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #11261: Benzoic acid
105.0
U
10.00
5000 m/z 51.05 39.87%
51.0
miz--> 50 100 150 200 250
Abundance #11264: Benzoic acid 7
105.0 10.00
m/z 50.00 23.41%
5000
T J\J\JL
18.0
obd o dl o 4 4 e
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 2 Longifolene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.857 20.77 ng/ul 1929730  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 99
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 97
5 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 95
Abundance Scan 1814 (13.857 min): BM043700.D\data.ms (-1807) (- | m/z 91.05 100.00%
91.0
161.1
41.1
5000
1.
204.2 T CT T
‘ ‘ 13.50 14.00
0 w‘;l“Jlm“u“l_mMHWH‘,‘%EFR-“ m/z 161.05  83.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80100: Longifolene
91.0
41.0 161.0
5000 — —
1 13.50 14.00
204.0 m/z 105.10  74.49%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80114: Longifolene
21.0 94.0 161.0
= P
13.50 14.00
5000 204.0 m/z 41.10 69.57%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80113: Longifolene R T
161.0 13.50 14.00
91.0 m/z 93.05 68.49%
41.0
5000
1. 204.0
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@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 3 Cedrene Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.898 2.06 ng/ul 191313  Acenaphthene-di10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrene 204 C15H24 011028-42-5 83
2 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 83
3 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 43
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 30
5 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 30

Abundance Scan 1821 (13.898 min): BM043700.D\data.ms (-1819) (- | m/z 93.10 100.00%

93.1
161.1
411
5000
33.0

204.2 ‘
H \Hh
ARRRRANN

==
267.0 13.50 14.00

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #80076: Cedrene

41.0
119.0
161.0
91.0

m/z 69.10 85.71%
5000 ‘ ‘ :
204.0 13.50 14.00

m/z 161.10  79.69%

o

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

69.0 161.0
T e
119.0 13.50 14.00

5000/ 410 m/z 119.10  77.36%

204.0
1l ‘u‘ \\M“ ‘M‘

m/z--> 2‘0 4b 6‘0 80 100120140160180200220240260280
Abundance #80340: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth = e
69.0 13.50 14.00
m/z 41.10 69.36%

o

N

5000
41.0

T T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 4 Cyclohexene, 4-ethenyl-1,4-... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.410 2.70 ng/ul 250966  Acenaphthene-di10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C10H16 001743-61-9 81
2 Camphene 136 C1oH16 000079-92-5 60
3 Camphene 136 C1oH16 000079-92-5 55
4 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 003853-83-6 50
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 080923-88-2 50
Abundance Scan 1908 (14.410 min): BM043700.D\data.ms (-1903) (- m/z 93.10 100.00%
93.1
1211
5000 1.1
—
‘ H ‘ 161.1189.1 14.50
Obrrrprrrebtiell b 1“:‘!“u”wl”\,“lun““H‘:W‘uw‘%‘z‘lﬁl‘w““2,6“7((‘ m/z 68.10 76.75%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #18136: Cyclohexene, 4-ethenyl-1,4-dimethyl-
68.0
5000 — 71
14.50
28.0 121.0 m/z 121.10 71.27%
O\\\’\‘!‘\\L“H}\W“\“\‘HHL‘”‘\\H“\‘\”‘1‘\\“‘\\\\’\\\\‘\H\‘HH‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #18001: Camphene
93.0
—
5000 m/z 67.10 50.94%
0! NSRS SSSN—
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #18003: Camphene —
93.0 14.50
m/z 94.05 46.93%
121.0
5000
41.0
o - R
m/z--> 20 40 60 80 100120140160180200220240260 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 5 (1R,4R,5S)-1,8-Dimethyl-4-(... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.480 4.10 ng/ul 381039  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 95
2 (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 64
3 cis-.alpha.-Bergamotene 204 C15H24 018252-46-5 64
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 58
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 58

Abundance Scan 1920 (14.480 min): BM043700.D\data.ms (-1914) (- | m/z 119.10 100.00%
119.1

~
©
o

5000 41.0
‘ 147.0 14.50
204.2 :
0 mhm‘!‘m‘ ‘w\\n_“\w““1?‘5‘%”_WH_W%%%E m/z 93.05 76.75%
m/z—-> 20 40 60 80 100120140160 180 200220240260 280
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
110.0
o0 s
79.0 -
410 m/z 121.18  58.53%
161.0  204.0
O,

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80446: (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(prop-1-en-2-y|

-

119.0
14.50
5000 91,0 m/z 105.10 51.68%
1470 204.0
55.0 '
75.0
0727.0
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #80227: cis-.alpha.-Bergamotene —
119.0 14.50
m/z 79.05 50.67%
5000
41.0 69.0
RISRAENELTEY
Obprterbeb il o —
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 6 Cedrol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.874 5.98 ng/ul 556049  Acenaphthene-d10 14.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 93
2 Cedrol 222 C15H260 000077-53-2 91
3 Cedrol 222 C15H260 000077-53-2 90
4 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 87
5 Cedrol 222 C15H260 000077-53-2 72
Abundance Scan 2157 (15.874 min): BM043700.D\data.ms (-2152) (- | m/z 95.10 100.00%
95.1
151.0
43.1
5000
= —
H‘ H‘ ‘ 207.1 15.50 16.00
0 AL iy [ 2811 3400 7150 69 59.79%
miz-> 50 100 150 200 250 300
Abundance #101901: Cedro
95.0
150.0
so00, 0 = e,
15.50 16.00
m/z 150.00 53.02%
‘ 207.0
O' ‘\““\““ \M“\h\ ‘\ ‘H\ LI ‘ L ‘ L
miz-> 50 100 150 200 250 300
Abundance #101905: Cedrol
95.0
150.0 — -
15.50 16.00
5000 43.0 m/z 43.10 52.07%
207.0
0,
miz--> 50 100 150 200 250 300
Abundance #101904: Cedrol “ —
95.0 15.50 16.00
150.0 m/z 41.10 50.28%
41.0
5000
204.0
(o} — e
m/z--> 50 100 150 200 250 300 15.50 16.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:08 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.727 3.06 ng/ul 341222  Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecene 210 C15H30 013360-61-7 95
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
4 Cyclohexadecane 224 C16H32 000295-65-8 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90

Abundance Scan 2472 (17.727 min): BM043700.D\data.ms (-2465) (- m/z 43.10 100.00%

43.1 831
5000

rzel —— —
17.50 18.00
1981
YR S ““ L ““ 1621, ZAD S0LB34Lhys 5510 99.54%
miz--> 50 100 150 200 250 300
Abundance #87652: 1-Pentadecene
43.0
83.0
5000 —— —
17.50 18.00

m/z 83.10 86.55%
I |

L1115 3sm0 2100
O\\\}‘ ‘\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #71733: Cyclotetradecane
55.0

T
17.50 18.00

5000 97.0 m/z 69.10  85.77%
UL g0 1m0
OHM“H‘ ‘H“ T
miz--> 50 100 150 200 250 300
Abundance #257310: Bromoacetic acid, pentadecyl ester — —
43.0 83.0 17.50 18.00
m/z 41.10 79.93%
- AJ\]L\JJLAjAwﬂxMAﬁAV/JU
82.0
LTS e e
m/z--> 50 100 150 200 250 300 17.50 18.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:09 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 8 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.121 2.07 ng/ul 231177  Phenanthrene-di10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2-(2-ethenylphenyl)-1-... 222 C16H140 066657-90-7 41
2 o-(Phenylacetyl)benzoic acid 240 C15H1203 033148-55-9 41
3 N-(4,5-Dimethyl-thiophen-2-y1)-b... 231 C13H13NOS ©51948-21-1 41
4 Benzoic acid, 2-benzoylhydrazide 240 C14H12N202 000787-84-8 38
5 Benzoic acid, hept-2-yl ester 220 C14H2002 1000368-69-4 38
Abundance Scan 2539 (18.121 min): BM043700.D\data.ms (-2535) (- | m/z 105.00 100.00%
105.0
55.1
5000
1800 1850
165.1 . .
09.1
0 ol sk 5; 1, 20333039 3550 ./, 55,10  61.68%
miz--> 50 100 150 200 250 300 350
Abundance  #102157: Ethanone, 2-(2-ethenylphenyl)-1-phenyl-
105.0
5000 —r— ——
18.00 18.50
m/z 41.10 46.52%
51.0 222.0
O\\\‘\“\‘\‘\\“\‘“\\1\4’9-\0\\\‘\\“\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #123491: o-(Phenylacetyl)benzoic acid
105.0
—— —
18.00 18.50
5000 m/z 69.10 43.92%
194.0
o 0L Lm0 | paoo
m/z--> 50 100 150 200 250 300 350
Abundance  #112628: N-(4,5-Dimethyl-thiophen-2-yl)-benzamide —— —
105.0 18.00 18.50
m/z 77.10 43.15%
5000
231.0
51.0
0\\\‘HJNHH\‘\\H;§;Q T B N A B —— —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:11 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 Palmitoleic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.186 3.03 ng/ul 337729  Phenanthrene-d10 17.339
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 98
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 96
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 93

Abundance Scan 2550 (18.186 min): BM043700.D\data.ms (-2546) (- | m/z 55.10 100.00%

558.1
5000

97.1
— —

18.00 1850
- w““‘u‘w““‘ “71‘ il 2362‘ 2841 SALLh7 41.10  59.51%

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

5000 —— —
97.0 18.00 18.50

m/z 69.10 54.21%

236.0
OI-5 H‘“HH‘\ \\‘mH\‘ \“\ . ‘9‘\\4‘0‘ — “ “ T
miz--> 50 100 150 200 250 300
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0

T —
18.00 18.50

5000 m/z 43.10 34.21%
97.0
0 \‘ u‘Hm\ ‘“H\ i ﬂ . 19? 0 236 0
s plluly e
miz--> 50 100 150 200 250 300
Abundance #140812: Hexadecenoic acid, Z-11- e P
55.0 18.00 18.50

m/z 83.10 32.13%

5000
97.0
“ 38.0 192.0 236.0

oL— ““ \! 1 u\”\dm:‘h ully oy |

‘ T
m/z--> 50 100 150 200 250 300 18.00 18.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:12 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 10 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.245 17.98 ng/ul 2006180  Phenanthrene-d10 17.339
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 96
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2560 (18 245 min): BM043700.D\data.ms (-2555) (- | m/z 73.10 100.00%

5000
129.0 _/JJKWNNA

213.2 PR AN

‘ 1711 w 256.1 18.00 18.50
ok ‘3‘7 Al DL L 07 8272 ) 43,10 97.06%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 7 —
129.0 18.00 18.50
213.0 m/z 60.10 85.85%
171.0 ‘
0 w\“\w O R SO
m/z--> 100 150 200 250 300
Abundance #143510:n—Hexadecanok:add
18.00 18.50
5000 1290 m/Z 41 . 19 74 . 2300
1710 213.0 256.0
oL— ‘“‘ m\h”w u‘\ ul \ “ | “‘ \‘ ““\‘ . “\‘ P
m/z--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid 7 —
73.0 18.00 18.50
m/z 57.10 70.80%
129.0 256.0
5000
213.0
17 1.0
\‘ m\‘h‘\ H‘\ ul ‘ w‘ L | :

ol b b - —
miz--> 100 150 200 250 300 18.00 18.50

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:13 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 11 Isopropyl palmitate Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.668 2.07 ng/ul 230691  Phenanthrene-di10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 91
2 Isopropyl palmitate 298 C19H3802 000142-91-6 59
3 Isopropyl palmitate 298 C19H3802 000142-91-6 52
4 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 43
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 41

Abundance Scan 2632 (18.668 min): BM043700.D\data.ms (-2629) (- | m/z 43.10 100.00%
43.1

5000
1850  19.00
1571 213.2 : :
{— 3036 3%6. /72 60.00 60.38%
miz--> 50 100 150 200 250 300 350
Abundance #197285: Isopropyl palmitate
43.0
102.0
5000 = /\ —r—
256.0 18.50 19.00

m/z 41.10 51.03%

157.0 213.0
0 h‘\ M|“ ‘\M\“\ ol T ‘\ \‘ \‘\ “ \‘ = T “\ T \2\98‘\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance #197284: Isopropy! palmitate
43.0

102.0 —— ——
18.50 19.00
256.0 o
5000 ITI/Z 57.10 48.277%
| 157.0 213.0 ‘ 208.0
ol () PN A S St
m/z--> 50 100 150 200 250 300 350
Abundance #197283: Isopropyl palmitate T —
43.0 18.50 19.00
102.0 m/z 102.05 39.39%
5000 256.0
it |
o HL MM L] L 2080 vt b
m/z--> 50 100 150 200 250 300 350 18.50 19.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:15 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 12 2-Propen-1-one, 1,2-diphenyl- Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
18.815 2.39 ng/ul 266635  Phenanthrene-di10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 94
2 2-Propen-1-one, 1,2-diphenyl- 208 C15H120 004452-11-3 81
3 Ethanone, 2-(2-ethenylphenyl)-1-... 222 C16H140 066657-90-7 64
4 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 60
5 Acetic acid, nitroso-benzoyl-, e... 221 C11H11NO4 1000261-71-7 58

Abundance Scan 2657 (18.815 min): BM043700.D\data.ms (-2654) (- | m/z 105.00 100.00%
105.0
51.0 = —
‘ 1450 20‘8-1 18.50 19.00
Ot d L L2450 ) | 24522881 357. 077 16 61.65%
miz--> 50 100 150 200 250 300 350
Abundance #85340: 2-Propen-1-one, 1,2-diphenyl-
105.0
5000 208.0 — —
18.50 19.00
510 m/z 51.00 19.67%
0\\\\i‘\\‘H\\“\\\\]‘-6\‘5\.‘0‘11“\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #85337: 2-Propen-1-one, 1,2-diphenyl-
105.0
— ——
18.50 19.00
5000 m/z 208.10 13.70%
208.0
51.0
! ‘\ Ll \‘ 16\5\0 |
ottt e
m/z--> 50 100 150 200 250 300 350
Abundance  #102157: Ethanone, 2-(2-ethenylphenyl)-1-phenyl- — —
105.0 18.50 19.00
m/z 103.05 11.66%
5000
51.0 222.0
ol b LL 290 | — e
m/z--> 50 100 150 200 250 300 350 18.50 19.00

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:16 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 Dibenzoylmethane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.262 2.96 ng/ul 330059 Phenanthrene-d10 17.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzoylmethane 224 C15H1202 000120-46-7 99
2 Dibenzoylmethane 224 C15H1202 000120-46-7 95
3 Dibenzoylmethane 224 C15H1202 000120-46-7 86
4 2-Propen-1-one, 3-hydroxy-1,3-di... 224 C15H1202 001704-15-0 70
5 Dibenzoylmethane 224 C15H1202 000120-46-7 52

Abundance Scan 2733 (19.262 min): BM043700.D\data.ms (-2729) (- | m/z 105.00 100.00%

106.0
223.1
s000{ 431 147.0

T
19.00 19.50

ol HM\M\‘\\ w\\u\‘\‘mu‘ Ly “n ol L\m\"h\\\w b ‘\2‘8“2"]" . ‘?"4‘4“2 . ‘4‘0’1;' m/z 71.10 99.61%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104452: Dibenzoylmethane
105.0 224.0
147.0
5000 R LT
19.00 19.50

51.0
m/z 77.10  86.22%

0 \\‘\‘\ }‘\““‘\“ﬂ‘““\”\\\“‘\‘\‘\\"\\‘\\‘\\\\‘\\\\‘\\\\’\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #104449: Dibenzoylmethane
69.0 223.0

147.0

T
19.00 19.50
5000 m/z 69.10 82.85%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #104448: Dibenzoylmethane —
69.0 19.00 19.50
m/z 223.10  68.83%

5000 223.0
147.0 ’
27.
I (ﬂ l\ “L‘ \\H\‘ h\ b |

0 S Ss a—
miz—> 0 50 100 150 200 250 300 350 400 19.00 19.50

o

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:17 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  Sample Multiplier: 1

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

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

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

Peak Number 14 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.521 5.38 ng/ul 672137  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 2777 (19.521 min): BM043700.D\data.ms (-2773) (- | m/z 43.10 100.00%
43.1
5000 129.1
3.1
185.1 —— |
‘ 2412 yg4 3 19.50
0 sl opdh g ‘ 220 m/z 73.10 99.63%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 1950
m/z 57.10 80.49%
29.0 185.0 541 o 284.0
1 gl Lt . !
O H ‘\\‘\‘\’\\\\"\\\‘\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
T \
19.50
5000 129.0 m/z 60.85 79.95%
3.0
284.0
1850 2410
0! \MM‘\““"‘\‘\"\’w“‘\"””"
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid ——
73.0 19.50
m/z 55.10 75.98%
129.0
50007 28.0 284.0
1850 2410
ol Hﬁhm \\‘L‘M\‘M“JH““ R —
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\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.609 11.52 ng/ul 1439780  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 93
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 83
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
5 Pisiferol 302 C20H3002 024035-36-7 38

Abundance Scan 2962 (20.609 min): BM043700.D\data.ms (-2958) (- | m/z 175.10 100.00%
175.1

271.1
5000 g9
T [ —
} \‘HH\J \‘ | . 20.50 21.00
o bbbl b L)L) 3551 4300 526,y 571,15 77.66%

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

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

5000 A S
20.50 21.00
m/z 201.18  61.69%

69.0
“ i ‘MH u nM mh“h.\ } Ll

\\\\‘\\\\‘ \\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

O

.

175.0 20.50 21.00
5000 m/z 69.10 42.22%

69.0
‘MA‘LWMM.MmJﬂﬂw\J\l

m/z--> 0 55 160 150 260 250 360 3%0 460 4%0 560

Abundance #234895: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro e b
271.0 20.50 21.00
m/z 41.10 36.60%

O

:

5000
175.0

43.0 328.0

0 \M‘ \umJuJL\\\ ‘\L

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

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 16 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
20.650 5.92 ng/ul 739821  Chrysene-di2 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 90
2 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 46
3 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 35
4 1,4-Naphthoquinone, 5-ethoxy- 202 C12H1003 022924-19-2 25
5 4-Hydroxyamino-6-phenylpyrimidin... 202 C10H10N40 1000111-25-2 25

Abundance Scan 2969 (20.650 min): BM043700.D\data.ms (-2966) (- | m/z 202.10 100.00%

202.1
5000 284.1

I
\‘ | 20.50 21.00
o, i 1 3440 4161 0 199 16 69.15%

mi/z--> 100 150 200 250 300 350 400
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0

5000 i -
155. 20.50 21.00

m/z 159.10  56.33%

O H““‘\‘\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 0 50 100 150 200 250 300 350 400
Abundance #77699: 3-Methoxy-5-naphthoic acid
202.0

7
20.50 21.00
5000 m/z 213.10 54.65%

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

Abundance #77536: 5-Hydroxy-3-methyl-1-phenylpyrazole-4-carbald 7 —T
202.0 20.50 21.00
m/z 185.10  45.90%

77.0
5000
90, L e
J“ n M u

Ly 0l

7 7
m/z--> 0 50 100 150 200 250 300 350 400 20.50 21.00

o

O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42

Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
21.238 8.25 ng/ul 1030950  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 96
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3069 (21.239 min): BM043700.D\data.ms (-3065) (- | m/z 57.10 100.00%
57.1

1.
5000
F- 6 2
207.1 : .
ol by ST 30013592 4592 527. ./, 43,10 95.72%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
55.0
111.0
5000 —r ——
21.00 21.50
m/z 55.10 82.86%
“ 336.0
O\\\\\’\“Wl\“\l\“\ﬂi\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
—— —
21.00 21.50
5000 ITI/Z 83.10 76.31%

125.0
oLl L1 ‘\ | 181.0238.0 306.0364.0
L] gPED238.0 306.0352.0
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #104594: Cyclohexadecane —— —

55.0 21.00 21.50
m/z 69.10 71.85%
5000
111.0
224.0

o\\,Wﬂﬁ?-O,, I
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42

Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.162 8.60 ng/ul 1075050  Chrysene-d12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 Heptadecane 240 C17H36 000629-78-7 78
5 Tritetracontane 605 C43H88 007098-21-7 70

Abundance Scan 3226 (22.162 min): BM043700.D\data.ms (-3222) (- | m/z 57.10 100.00%

57.1
5000

229.1 o |
‘)} 159.1 l 141 22100 2250
obrbbbl st 1L HM‘_‘H‘§§§R‘H‘ﬁ9%?§4%- m/z 43.10  74.55%
mize> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane /MMMJ“MfMAf\VMUVWwa/
57.0

5000 — e
22.00 22.50

m/z 71.10 62.92%

\\J\J‘\L‘\'\ILJ‘IF\A\{H“‘%?T!?\ziﬁ\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0

22.00 22.50
5000 m/z 85.10 46.31%

[T gm0 3100
(B
miz--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #173731: 3-Eicosene, (E)- — —
57.0 22.00 22.50

m/z 55.10 40.07%

= w/tM\j
I

o

5.0
ol ‘Hh |, 1820 2800
T “H"H“HH“""HH“H‘“H“HH‘\\\\‘\H“‘

\ \ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM010224\

Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
23.227  25.36 ng/ul 3022380  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3407 (23.227 min): BM043700.D\data.ms (-3402) (+ ' m/z 57.10 100.00%

57.1
5000

T
23.00 23.50

i
ol ALLLPPTE 2071 2671 3373 42914910 ) 7116 67.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane
57.0
5000 == —
23.00 23.50

m/z 43.10 64.46%

LiLLLRA7-0 1970 2810 394.0
‘\\1\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #193304: 1-lodo-2-methylundecane
57.0

—
23.00 23.50

o

5000 m/z 85.10 48.46%
0 ULLLy,, 1890 296.0
e TR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane T =
57.0 23.00 23.50

m/z 55.10  22.77%

i

I J‘lﬁ ., 197.0  296.0
o‘u“_“w"H"H"H"M“w“u“u“u“_“w“u‘

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
BM043700.D

: 02 Jan 2024 18:42
: MA/JU
. 05920-01

. 13

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.274 14.80 ng/ul 1764230  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Tetracosene 336 C24H48 010192-32-2 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3415 (23.274 min): BM043700.D\data.ms (-3412) (+ ' m/z 57.10 100.00%
57.1

-

5000
1P5.1 T T [
‘ } 207.0 Hg1 4 23.00 23.50
o M L[ TP 3891 46205211 /7 83.10  98.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244230: 1-Tetracosene
55.0
5000 — -
23.00 23.50
125.0 m/z 55.10  97.74%
| i 336.0
O‘\\‘\\‘\‘MM\“M\‘\“\"\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

R

Abundance #215083: 1-Heneicosano
55.0
— —
23.00 23.50
5000 m/z 43.10 96.98%
125.0
ox’{‘m}aﬁﬁz-ome-o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol 7 T
83.0 23.00 23.50
m/z 97.10 90.03%
h AJL
ozmH#P'ﬁzw-w%-o e
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@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

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

Peak Number 21 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
24.609 43.58 ng/ul 5193790  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylheptacosane 394 C28H58 001561-00-8 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 3642 (24.609 min): BM043700.D\data.ms (-3635) (- | m/z 57.10 100.00%
57.1

—

5000
‘ | “1% 2071 2811 24.50 25.00
o"m,‘m_mmH_:H_53‘cw"?’?3‘3;‘37”4?9;?“”5‘4?; m/z 71.10  69.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane
57.0
5000 = ==
24.50 25.00
351.0 ITI/Z 43.10 63.10%
0 ‘} H“ ‘H H\HZIG.?.O L
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

—

Abundance #123961: Heptadecane
57.0
24.50 25.00
5000 ITI/Z 85.10 49,65%
‘ 127.0 240.0
Y B N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane — ==
57.0 24.50 25.00
m/z 55.10 23.60%
0 “ H‘:LF?A 1 \1970 296.0
‘H‘W‘H‘_‘H‘H‘w‘u‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_ — —
m/z--> 0 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\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

24.697 12.17 ng/ul 1450290  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 90
2 1-Hexacosanol 382 C26H540 000506-52-5 81
3 Octacosanol 410 C28H580 000557-61-9 81
4 Triacontan-15-ol 438 C30H620 031849-26-0 76
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 74

Abundance Scan 3657 (24.697 min): BM043700.D\data.ms (-3652) (- | m/z 57.10 100.00%
7.1

5
5000

105.1 —r ==
‘ h 2070 24.50 25.00
A, | 2670 3579 4577 5362 ./, g3.10  90.94%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

5000

o

.
24.50 25.00
15.0 m/z 43.16  84.32%

I { | J\ | 182.0 250.0308.0 378.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol
97.0

1
24.50 25.00

o

5000 m/z 97.10 79.58%
029“.‘ I \i J\ .‘\]-JFQ?.\IO‘.Z..24'O 292.0 ?640
A A A e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308226: Octacosanol T —
83.0 24.50 25.00

m/z 55.10  75.47%

- AJ\/\—\W\,
153.0 392.0

0 by \HM iy u2.220 292.0 L
L i o o e R R S EE R

T 7
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\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 23 Octachlorodibenzo-p-dioxin Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
25.638 18.22 ng/ul 2171560  Perylene-d12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 93
2 2,3,6-Tribromophenanthrene-9-car. 456 C15H7Br302 056988-60-4 46
31,1':4' 1"'4",1"':4"',1"":... 458 C36H26 004499-83-6 10
4 1,1':4',1"":4"",1""":4""",1"" """, .. 458 C36H26 004499-83-6 10
5 Moracin M, 3TMS 458 (C23H3404Si3 1000501-75-2 7

Abundance Scan 3817 (25.638 min): BM043700.D\data.ms (-3812) (- | m/z 459.80 100.00%
459.8
141.9
5000
T U
2550 26.00
0+ m/z 457.80 88.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000 ! ——
2550 26.00
m/z 461.80 65.71%
142.0 230.0 332.0 395.0
ol 8
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327553: 2,3,6-Tribromophenanthrene-9-carboxylic acid
458.0
e =
25.50 26.00
141.90 61.98%
5000 174.0
480 334.0
| e ||, 20
IR v v 1 Y Y R | I
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #328517:1,1:4',1":4",1":4" 14" 1""-Sexipheny
458.0 2550 2600
143.90 41.78%
229.0
5000
0440 1150 |
R R o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2550 2600

SFAM-EPA-BM121523.MA.M Wed Jan 03 15:20:31 2024

Page:

27



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42

Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 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 24 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.650 30.67 ng/ul 3654570  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacos-1-ene 406 C29H58 018835-35-3 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Octacosanol 410 C28H580 000557-61-9 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3989 (26.650 min): BM043700.D\data.ms (-3984) (- | m/z 57.10 100.00%

57.1
5000
105.1 —— —
207.0 26.50 27.00
281.1
W “&*'\‘!w‘w“w,'«‘H“mH_m‘ 35134124 5042 - n/z s5.10  81.13%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene
57.0
5000 —r —
26.50 27.00
1P5.0 m/z 83.10 78.21%
| \M\ 406.0
O\\‘\“‘\\\‘\‘\h\‘\l"\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #264236: n-Tetracosanol-1
57.0
—— —
26.50 27.00
5000 m/z 43.10 74 .95%
125.0
ol liihl L) 28102380 080
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #308226: Octacosanol T —

83.0 26.50 27.00
m/z 97.10 71.89%

- N%WMW,/\V/\\Vr\wwNWA
1
% 392.0

olZL uMM‘J‘E,Me“?‘q“zﬁ‘??‘?’ﬁ?"q”uw_m,w‘ —— ——
miz--> 50 100 150 200 250 300 350 400 450 500 2650  27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc

ALS vial : 13  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 25 .gamma.-Sitosterol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
27.403  29.75 ng/ul 3545540  Perylene-di12 23.938
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 94
3 .beta.-Sitosterol 414 C29H500 000083-46-5 93
4 Campesterol 400 C28H480 000474-62-4 70
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 70

Abundance Scan 4117 (27.403 min): BM043700.D\data.ms (-4110) ({ | m/z 43.10 100.00%

43.1 '
107.1
5000
303 3 \‘ 1
W [ J“H W \ i T
1 \“wa _ﬂww‘m‘ L5051 L ss 10 61.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — —
414.0 27.00 27.50
\HH il I
0 ‘ T \J‘! \ \\\l\ \“\\‘HW hf !\ \m\m\”’“\ \‘J \““\ \h\ T T \ T \‘l\h‘ T \ TT ‘ TTTT ‘ TTTT ‘ T

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

%

Abundance #310596: .beta.-Sitosterol

43.0 27.00 27.50
m/z 105.10  48.37%

5000
107.0 414.0
o

L i, 29

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00 27.50

Abundance #310595: .beta.-Sitosterol
43.0
— —
27.00 27.50
5000 ITI/Z 107.10 51.94%
414.0
‘ ‘ M 2550 329.0
0 ‘HJ: m“\“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM010224\
Data File : BM@43700.D

Acqg On : 02 Jan 2024 18:42
Operator : MA/JU

Sample : 05920-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzoic acid 10.028 4.8 ng/ul 378240 2 10.769 1564970 20.0
Longifolene 13.857 20.8 ng/ul 1929730 3 14.592 1858640 20.0
Cedrene 13.898 2.1 ng/ul 191313 3 14.592 1858640 20.0
Cyclohexene, 4-... 14.410 2.7 ng/ul 250966 3 14.592 1858640 20.0
(1R,4R,5S)-1,8-... 14.480 4.1 ng/ul 381039 3 14.592 1858640 20.0
Cedrol 15.874 6.0 ng/ul 556049 3 14.592 1858640 20.0
(DEL) Alkane: S... 17.727 3.1 ng/ul 341222 4 17.339 2231940 20.0
unknown-01 18.121 2.1 ng/ul 231177 4 17.339 2231940 20.0
Palmitoleic acid 18.186 3.0 ng/ul 337729 4 17.339 2231940 20.0
n-Hexadecanoic ... 18.245 18.0 ng/ul 2006180 4 17.339 2231940 20.0
Isopropyl palmi... 18.668 2.1 ng/ul 230691 4 17.339 2231940 20.0
2-Propen-1-one,... 18.815 2.4 ng/ul 266635 4 17.339 2231940 20.0
Dibenzoylmethane 19.262 3.0 ng/ul 330059 4 17.339 2231940 20.0
Octadecanoic acid 19.521 5.4 ng/ul 672137 5 21.521 2500510 20.0
2-Phenanthrenol... 20.609 11.5 ng/ul 1439780 5 21.521 2500510 20.0
4,4'-Bis(tetrah... 20.650 5.9 ng/ul 739821 5 21.521 2500510 20.0
(DEL) Alkane: S... 21.238 8.3 ng/ul 1030950 5 21.521 2500510 20.0
(DEL) Alkane: S 22.162 8.6 ng/ul 1075050 5 21.521 2500510 20.0
(DEL) Alkane: S 23.227 25.4 ng/ul 3022380 6 23.938 2383460 20.0
(DEL) Alkane: S 23.274 14.8 ng/ul 1764230 6 23.938 2383460 20.0
(DEL) Alkane: S... 24.609 43.6 ng/ul 5193790 6 23.938 2383460 20.0
1-Heptacosanol 24.697 12.2 ng/ul 1450290 6 23.938 2383460 20.0
Octachlorodiben... 25.638 18.2 ng/ul 2171560 6 23.938 2383460 20.0
(DEL) Alkane: S... 26.650 30.7 ng/ul 3654570 6 23.938 2383460 20.0
.gamma.-Sitosterol 27.403 29.8 ng/ul 3545540 6 23.938 2383460 20.0
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