LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc :

ALS Vvial : 18 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@32176.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.164 26 30 39 rvB 58527 81802 ©.53% 0.047%
2 3.434 72 76 84 rBV 93585 139340 0.91% 0.080%
3 3.576 98 100 112 rVB 115711 164601 1.08% 0.094%
4 3.670 112 116 124 rVB 96650 128035 0.84% 0.073%
5 3.876 147 151 156 rVB 73748 92453 0.60% 0.053%
6 4.423 240 244 249 rW 60771 83924 0.55% 0.048%
7 4.7706 296 303 314 rBV 307975 471330 3.08% 0.270%
8 5.734 460 467 475 rVB2 43390 91487 0.60% 0.052%
9 6.317 559 566 573 rVB 245036 410781 2.69% 0.235%
106 6.664 620 625 633 rVB3 71715 140869 ©.92% 0.081%
11 6.817 638 651 664 rBY 884878 1568974 10.26% ©0.898%
12 6.975 673 678 688 rVB 760471 1169495 7.65% 0.669%
13 7.064 688 693 704 rVB2 76502 140485 ©.92% ©0.080%
14 7.169 704 711 719 rBV 995098 1617244 10.57% 0.926%
15 7.628 776 789 797 rBV 1072244 1777440 11.62% 1.018%
16 7.899 829 835 841 rW 75159 132519 0.87% 0.076%
17 8.346 904 911 921 rVV 988756 1645360 10.76% 0.942%
18 8.458 923 930 938 rVW 272955 479978 3.14% 0.275%
19 8.793 980 987 999 rvVv 869303 1542395 10.08% 0.883%
20 9.352 1069 1082 1089 rBvV 109652 198242 1.30% 0.113%

21  9.505 1099 1108 1124 rBV 734563 1304536  8.53%
22 9.693 1131 1140 1142 rBV 103729 204473 1.34%
23 10.040 1192 1199 1219 rBV 1085006 2042777 13.36%
24 10.410 1252 1262 1269 rBV 1444351 2453512 16.04%

ORrRRPRO®
=
I
O
xR

25 10.999 1348 1362 1377 rBV 421524 1700580 11.12% 974%
26 11.157 1384 1389 1395 rBV 153519 258451 1.69% 0.148%
27 12.081 1541 1546 1560 rVB 56226 110349 0.72% ©0.063%
28 13.093 1713 1718 1722 rVV3 47671 85022 0.56% 0.049%
29 13.140 1722 1726 1733 rVV2 52167 92658 ©0.61% 0.053%
30 13.204 1733 1737 1745 rVWV 59013 106987 0.70% 0.061%

31 13.534 1788 1793 1798 rBV2 133050 214823 1.40%
32 13.587 1798 1802 1809 rVB3 110822 192687 1.26%
33 13.693 1814 1820 1827 rVV 1944475 2771121 18.12%
34 13.969 1857 1867 1876 rBV 2310268 3573612 23.36%
35 14.110 1885 1891 1895 rBV2 62306 97092 0.63%

ONRFPROO®
U1
00
o))
B

36 14.169 1895 1901 1906 rVB4 59456 132952 0.87% 0.076%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc :

ALS Vvial : 18 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
37 14.228 1906 1911 1914 rBV 172385 257455 1.68% 0.147%
38 14.275 1914 1919 1925 rVV 2151131 3127770 20.45% 1.791%
39 14.340 1925 1930 1933 rVv2 98593 174900 1.14% 0.100%
40 14.375 1933 1936 1945 rVB5 89646 167620 1.10% 0.096%
41 14.516 1950 1960 1970 rBV2 858585 1797688 11.75% 1.029%
42 14.657 1980 1984 1989 rBV3 55807 109288 0.71% 0.063%
43 14.740 1995 1998 2006 rVB5 42994 86416 0.56% 0.049%
44 15.275 2081 2089 2101 rVV 2970131 4365503 28.54% 2.499%
45 15.410 2107 2112 2119 rBV 720355 1007106 6.58% ©.577%
46 15.628 2143 2149 2152 rBv2 42473 82649 0.54% 0.047%
47 15.851 2182 2187 2191 rVB4 59133 88856 ©0.58% 0.051%
48 15.998 2207 2212 2227 rVB4 92940 248529 1.62% 0.142%
49 16.157 2233 2239 2241 rBV3 108738 179954 1.18% 0.103%
50 16.293 2259 2262 2266 rBV3 65965 86606 ©0.57% 0.050%
51 16.440 2282 2287 2295 rBV3 143595 253272 1.66% 0.145%
52 16.687 2324 2329 2336 rBvV2 167788 265322 1.73% 0.152%
53 16.934 2367 2371 2377 rBV 219707 354290 2.32% 0.203%
54 17.028 2378 2387 2392 rVV 2444806 3780857 24.72% 2.164%
55 17.069 2392 2394 2398 rVV 105339 129952 0.85% 0.074%
56 17.128 2398 2404 2413 rVB2 3099681 4474119 29.25% 2.561%
57 17.210 2414 2418 2424 rBV4 89349 187765 1.23% 0.107%
58 17.528 2468 2472 2476 rBV2 96465 137335 ©.90% 0.979%
59 17.698 2499 2501 2506 rVB3 75028 89426 0.58% 0.051%
60 17.810 2514 2520 2526 rBv2 211951 426429 2.79% 0.244%
61 17.875 2526 2531 2536 rBV 248470 403449  2.64% 0.231%
62 17.934 2536 2541 2550 rBV 2529996 3729226 24.38% 2.135%
63 18.192 2582 2585 2588 rBV 140298 208144 1.36% 0.119%
64 18.251 2588 2595 2601 rVB5 205544 592359 3.87% 0.339%
65 18.375 2612 2616 2619 rVB4 86315 121107 ©.79% 0.069%
66 18.545 2641 2645 2650 rVB 732859 966369 6.32% 0.553%
67 18.604 2651 2655 2660 rBV3 286250 468826 3.097% 0.268%
68 18.692 2667 2670 2673 rBv4 112252 142107 ©.93% 0.081%
69 18.851 2693 2697 2701 rBV2 223851 337378 2.21% 0.193%
70 19.075 2731 2735 2737 rBV2 411564 621265 4.06% 0.356%
71 19.098 2737 2739 2741 rVV3 618540 755825 4.94%  0.433%
72 19.122 2741 2743 2750 rVB2 717162 1002723 6.56% 0.574%
73 19.222 2755 2760 2771 rBV3 1372447 2543026 16.63% 1.456%
74 19.428 2790 2795 2800 rBV 3073606 4432697 28.98% 2.538%
75 19.475 2800 2803 2807 rVV3 292198 441025 2.88% 0.252%

76 19.516 2807 2810 2820 rVB2 299063 457748 2.99% 0.262%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc :

ALS Vvial : 18 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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
77 19.828 2860 2863 2867 rVB 221599 255098 1.67% 0.146%
78 19.951 2881 2884 2885 rBV 303024 314192 2.05% ©.180%
79 19.975 2886 2888 2891 rVV 500422 558256 3.65% 0.320%
80 20.275 2936 2939 2941 rBV2 525325 718109 4.69% 0.411%
81 20.310 2941 2945 2949 rVV 2140490 3149651 20.59% 1.803%
82 20.351 2949 2952 2958 rVB2 947876 1430444 9.35% 0.819%
83 20.469 2969 2972 2977 rVB2 877724 1181310 7.72% 0.676%
84 20.792 3023 3027 3031 rBV2 894424 1210493 7.91% 0.693%
85 20.933 3045 3051 3064 rBV2 5316413 11424996 74.70% 6.540%
86 21.139 3082 3086 3090 rBV2 792015 1064452 6.96% 0.609%
87 21.263 3103 3107 3110 rBV2 2472973 3703133 24.21% 2.120%
88 22.028 3228 3237 3250 rVB2 4246238 9121459 59.64% 5.222%
89 22.451 3304 3309 3323 rVB 1037414 2171821 14.20% 1.243%
990 22.939 3387 3392 3400 rVB 1091533 2038181 13.33% 1.167%
91 23.339 3453 3460 3466 rBV 4183108 8369006 54.72% 4.791%
92 23.404 3466 3471 3484 rVB 1548627 3434585 22.46% 1.966%
93 23.980 3563 3569 3579 rVB2 1455716 3675217 24.03% 2.104%
94 24.186 3597 3604 3613 rVB 1932676 4891941 31.98%  2.800%
95 24.645 3676 3682 3701 rVB2 1757567 4879327 31.90% 2.793%
96 25.174 3764 3772 3783 rVB 1941314 5590422 36.55% 3.200%
97 25.304 3785 3794 3812 rVB2 2680071 8863381 57.95% 5.074%
98 27.080 4088 4096 4111 rVB2 1730870 6080548 39.75%  3.481%
99 28.033 4248 4258 4275 rVB2 2004481 8740658 57.15% 5.004%
100 28.886 4391 4403 4419 rVB3 3238069 15295228 100.00% 8.756%

Sum of corrected areas: 174682675
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@©62224\
BN©32176.D

: 22 Jun 2024 21:11

: MA/JU

: P2899-17

: 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

6000000
5000000
4000000
3000000
2000000

7.628
1000000 G-E‘f?r 69 83468793 9505

Abundance TIC: BN032176.D\data.ms

10.410
10.040

4.77
316&3%5@76 4.423°) 0 5.734 6'f176.66

10,99
81 064 ﬂ?.ggg M 9.35 693 JL }glp%fiu 12.081
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Time-->

5000000
4000000
3000000
2000000
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Abundance TIC: BN032176.D\data.ms

20.933

6000000 22.028
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17.028 ' 22.451
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13.9
13669 83 275

O

Time-->
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Abundance TIC: BN032176.D\data.ms

23.339

28.886

4000000 25.304

25174 28.033

3000000 23404 o5 98 %%24.645 27.080
2.939

2000000
= AV
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 unknown-01 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
4.770 5.30 ng/ul 471330  1,4-Dichlorobenzene-d4 7.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 37
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 33
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 28
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 25

Abundance Scan 303 (4.770 min): BN032176.D\data.ms (-296) (-) m/z 73.05 100.00%

73.0
5000 /\
43.0
T
4.40 4.60 4.80 5.00
103.1
ob el e 25 1291 m/z 43.00  26.12%
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L N L BN BRI
4.40 4.60 4.80 5.00
43.0 o
‘ ‘ m/z 45.00 9.88%
O\‘\\\\‘\u‘\\“\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz--> 0 20 80 100 120 140 160
Abundance #2246. Silane, tetramethyl-
73.0
R A RARBESRESS
4.40 4.60 4.80 5.00
5000 m/z 41.00 9.04%
43.0
15\0 L \H | ‘\
S S
m/z--> 0O 20 40 60 80 100 120 140 160
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester R ARARARE RS
73.0 4.40 4.60 4.80 5.00
m/z 71.00 7.79%
5000
43.0
0 H L 130 174.0
“H““H“‘H‘“‘H“‘H““W‘“W““_““
m/z--> 0 60 80 100 120 140 160 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11

Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 .alpha.-Pinene Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
6.317  4.62ng/ul 410781  1,4-Dichlorobenzene-d4  7.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 Cleris 000080-56-8 94

2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91
4 (+)-3-Carene 136 C10H16 000498-15-7 91
5 .alpha.-Pinene 136 C10H16 000080-56-8 91

Abundance Scan 566 (6.317 min): BN032176.D\data.ms (-559) (-) m/z 93.10 100.00%
93.1
5000 /&/\
o RAEEEERE RSy o
39.0 6.00 6.20 6.40 6.60
Lop ol 381 10,9 282.(
ob g b o 0D €88 m/z 91.00  46.99%
miz--> 50 100 150 200 250
Abundance #18027: .alpha.-Pinene
93.0
5000 U R R I
39.0 6.00 6.20 6.40 6.60
m/z 91.95 36.92%
136.0
0 \‘\ “\ N N“\‘H‘\ ‘!‘ \“‘L‘\ ‘\‘ \‘\ B B e B B B I s
m/z--> 50 100 150 200 250
Abundance #18035: .alpha.-Pinene
93.0 fow
R AREE s e e
6.00 6.20 6.40 6.60
5000 ITI/Z 76.95 31.97%
41.0
H 136.0
ok “\‘ }\‘MMNH\‘ \!\ “‘L\‘ “‘ AL — e e
m/z-> 50 100 150 200 250
Abundance  #18173: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl- AT
93.0 6.00 6.20 6.40 6.60
m/z 79.00 25.42%
5000
41.0 ‘
ol oy poso ] b
m/z--> 50 100 150 200 250 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Benzeneacetic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.999 13.86 ng/ul 1700580  Naphthalene-d8 10.411
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 94
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 91
4 Benzeneacetic acid 136 C8H802 000103-82-2 91
5 Propanedioic acid, phenyl- 180 C9OH804 002613-89-0 83

Abundance Scan 1362 (10.999 min): BN032176.D\data.ms (-1348) (- | m/z 91.00 100.00%

91.0
5000
136.0
T
63.0 ‘ 11.00
4
Ot et e 2089 2071 2808 m/z 136.00  29.46%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18696: Benzeneacetic acid
91.0
5000 T T
136.0 11.00
m/z 92.00 17.47%
630 ‘
O’HH“H“H“‘HH“H“\‘HH‘\\H“HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18695: Benzeneacetic acid
91.0
T
11.00
5000 ITI/Z 64.95 14.71%
136.0
63.0 ‘
Ottt e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #18692: Benzeneacetic acid =
91.0 11.00
m/z 63.00 6.57%
5000
136.0
39.0 ‘ ‘
0’HHhW\NH”JHMHw\H”HHMHwHH‘HHMHwHHMH\M\ o
m/z--> 20 40 60 80 100120140160180200220240260280 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 (E)-Hexadec-9-enoic acid Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
17.810 2.26 ng/ul 426429  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 97
2 Palmitoleic acid 254 C16H3002 000373-49-9 95
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 86
4 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 81
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 64

Abundance Scan 2520 (17.810 min): BN032176.D\data.ms (-2514) (- | m/z 55.00 100.00%

=

% 5
n
o

5000 97.1
236.1 17‘56 ELS Od
38.0 1943 230 : :
0 bt el ZBEO 341 69 05 75, 26%
miz--> 50 100 150 200 250 300
Abundance #140810: (E)-Hexadec-9-enoic acid

—

5000 T j i
97.0 17.50 18.00

m/z 41.00 62.66%

Ee

\“\\Jﬂo 192.0 236.0

0 \\\‘“‘\‘\\\”‘\\\‘\‘\\\\|\\\\
m/z--> 50 100 150 200 250 300
Abundance #140796: Palmitoleic acid
55.0
= —
17.50 18.00
m/z 83.00 56.62%
5000 97.0
37.0 236.0
m/z--> 50 100 150 200 250 300
Abundance #140807: cis-7-Hexadecenoic acid — —
55.0 17.50 18.00
m/z 97.10 44 .37%
5000
97.0
37.0
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Palmitoleic acid Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
17.875  2.13 ng/ul 403449 Phenanthreme-dio 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 palmitoleic acid 254 Cl6H3e02 000373-49-9 99

2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
3 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 95
4 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 95
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 95

55.0

5000
135.1 ‘
0! “”““‘H“HH‘,”HH‘

Abundance Scan 2531 (17.875 min): BN032176.D\data.ms (-2526) (-

281.0 326.9

mfz--> 50 150 200 250 300 350
Abundance #140796.Pahnnobk:add
55.0
5000 = e
17.50 18.00
m/z 41.10 49.38%
236.0
quu‘ Wwwwu‘ﬁqwhw“w‘w‘_
m/z--> 50 100 150 200 250 300 350

m/z 55.00 100.00%

5

17.50 18.00

m/z 69.05 56.24%

¥

Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
17.50 18.00
5000 ITI/Z 83.05 39.50%
4l \\ LIT0 1920 2560
(O N‘J‘ “NM”“W T
mlz--> 50 100 150 200 250 300 350
Abundance #140807: cis-7-Hexadecenoic acid — ——
55.0 17.50 18.00
m/z 97.05 32.16%
5000
7.0
7.0
ols, LY 1020280 e N
m/z--> 50 100 150 200 250 300 350 17.50 18.00

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:42 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 n-Hexadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
'17.934  19.73 ng/ul 3729230 Phenanthreme-dio 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

1

2 n-Hexadecanoic aci
3 n-Hexadecanoic aci
4 n-Hexadecanoic aci
5 Tetradecanoic acid

d 256 C16H3202
d 256 C16H3202
d 256 C16H3202

228 C14H2802

000057-10-3 99
000057-10-3 98
000057-10-3 96
000544-63-8 93

Abundance Scan 2541 (17.934 min): BN032176.D\data.ms (-2536) (- | m/z 73.00 100.00%
73.0
5000 129.0 L
213.2 A
‘ 1‘7 T ‘ 256.3 18.00
ol -38 b L b 8810 7 6e.ee  77.99%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 T
213.0 18.00
m/z 43.05 70.94%
=24 W T
0' ‘HM\L“\\\\\\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
e
18.00
5000 129.0 ITI/Z 57.05 63.65%
171.0 213.0 256.0
oL— ‘ m\h”wﬂ‘\m \ ‘ “‘ \““\H“\HH‘HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid —=
'J
43.0 256.0 18.00
m/z 55.00 60.44%
5000
129.0
213.0
‘ 171.0 ‘
m/z--> 5 100 150 200 250 300 350 18.00

SFAM-EPA-BN@52924.MA.M

Mon Jun 24 19:36:43 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11

Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .MA.M
: SVOA CALIBRATION

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

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

Peak Number 8 unknown-02 Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
18.251 3.13 ng/ul 592359  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Phenanthrene, 7-ethenyl-1,2,3,4,... 272 C20H32

2 Phenanthrene, 7-ethenyl-1,2,3,4,... 272 C20H32

3 3,4-Hexadienal, 2-butyl-2-ethyl-... 194 C13H220
4 (E)-15,16-Dinorlabda-8(17),12-di... 260 C18H280
5 Hydrocinnamic acid, bornyl ester 286 C19H2602

001686-56-2 46
001686-56-2 46
023739-80-2 43
167817-63-2 43
326592-24-9 38

Abundance Scan 2595 (18.251 min): BN032176.D\data.ms (-2588) (- | m/z 137.05 100.00%
1

37.1
5000 91.0
. —r —
18.00 18.50
0! m/z 91.00 43.31%
miz--> 50 100 150 200 250 300 350
Abundance #164010: Phenanthrene, 7-ethenyl-1,2,3,4,4a,4b,5,6,7,9,
137.0
41.0 81.0
5000 — e
18.00 18.50
257.0 m/z 136.05 43.12%
‘ 176.0 “
O' \m‘ ‘\“ \“\ w ‘ T T 7T \‘ ‘ ‘\ \‘ T T ‘ T T T 7T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #164009: Phenanthrene, 7-ethenyl-1,2,3,4,4a,4b,5,6,7,9,
137.0
—r —
18.00 18.50
5000 2570 m/z 8l.10  37.98%

410 81.0
175.0
o FEUGe LU
m/z--> 50 100 150 200 250 300 350

Abundance  #69276: 3,4-Hexadienal, 2-butyl-2-ethyl-5-methyl- P ——
137.0 18.00 18.50
m/z 95.10 37.35%
5000{ 41.0
81.0

| M‘ | ‘ 79.0
0! e — e
m/z--> 50 100 150 200 250 300 350 18.00 18.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:44 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 9 1H-Naphtho[2,1-b]pyran, 3-e... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
18.545 5.11 ng/ul 966369  Phenanthrene-d1e 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 91
2 1H-Naphtho[2,1-b]pyran, 3-etheny... 298 C20H340 001227-93-6 91
3 1H-Naphtho[2,1-b]pyran, 3-etheny... 290 C20H340 000596-84-9 87

4 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5...
htho[2,1-b]pyran, 3-etheny...

5 1H-Nap

290 C20H340
290 C20H340

021738-29-4 64
000596-84-9 52

Abundance Scan 2645 (18.545 min): BN032176.D\data.ms (-2641) (-
1

5000

m/z-->

192.0

81.0 137.0
44,

81.0 257.
43. 137.1177.2
5000
1850 |
20.1 .
0 £2011 1 ‘ 3209 m/z 81.e0 99.85%
miz--> 50 100 150 200 250 300 350
Abundance #187053: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
81.0
137.0 192.0
5000 43 —— :
18.50
m/z 55.05 78.98%
) Ll |
m/z--> 50 100 150 200 250 300 350
Abundance #187054: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr
275.0
—r ‘
18.50
5000 m/z 275.25 76.77%
192.0
430 810 147,
0! ﬂ“ﬂm‘kaWzﬁgg‘L”““““‘
m/z--> 50 100 150 200 250 300 350
Abundance #187057: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydr — ‘

275.0

m/z 257.15 100.00%

18.50

m/z 95.05 76.02%

e

50 100 150 200 250 300 350

T
18.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:45 2024

Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Phenanthrene, 7-ethenyl-1,2... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
18.604 2.48 ng/ul 468826  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 7-ethenyl-1,2,3,4,... 272 C20H32 001686-66-4 83
2 (3E,5E,7E)-6-Methyl-8-(2,6,6-tri... 258 C18H260 017974-57-1 44
3 m-Camphorene 272 C20H32 020016-73-3 30
4 Isopimara-9(11),15-diene 272 C20H32 039702-28-8 30
5 Heptadecanoic acid 270 C17H3402 000506-12-7 15
Abundance Scan 2655 (18.604 min): BN032176.D\data.ms (-2651) (- | m/z 109.05 100.00%
41.1 109.1
257.1
5000 148.1
187.2
—— —
293.1 336.2 18.50 19.00
0 T : m/z 41.10 97.04%
miz--> 50 100 150 200 250 300 350
Abundance #164008: Phenanthrene, 7-ethenyl-1,2,3,4,4a,4b,5,6,7,8,
109.0
41.0
5000 251.0 o —
48.0 18.50 19.00
187.0 m/z 73.08  96.80%
o ““M‘M; ‘H\‘ ‘;“\ ‘\h\‘ ‘\‘; ‘h‘ o “‘ : ‘\‘ L T
miz--> 50 100 150 200 250 300 350
Abundance #146129: (3E,5E,7E)-6-Methyl-8-(2,6,6-trimethyl-1-cycloh
43.0 109.0
—— —
18.50 19.00
5000 m/z 55.05 92.11%
145.0
‘ ‘ goo 2580
oL e
m/z--> 50 100 150 200 250 300 350
Abundance #163948: m-Camphorene —— —
69.0 18.50 19.00
m/z 43.10 86.64%
5000
119.0
161.0 229.0 272.0
02‘9‘"\ ‘H‘\‘} LLL\ \“;‘h ‘\‘H‘\\\‘ \‘\ N “L‘ . L T ‘\‘ iR — —
m/z--> 50 100 150 200 250 300 350 18.50 19.00

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:46 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 9,12-Octadecadienoic acid (... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
19.075  3.29 ng/ul 621265 Phenanthrene-dio 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (z,2)- 280 C18H3202 000060-33-3 99

2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 10E,12Z-0Octadecadienoic acid 280 C18H3202 002420-56-6 98
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 98
5 Linoelaidic acid 280 C18H3202 000506-21-8 95
Abundance Scan 2735 (19.075 min): BN032176.D\data.ms (-2731) (- | m/z 67.00 100.00%
67.0
09.1
T \
19.00
491 2020 2803
0 Lafeos 20 2001 "1 3280 0 n/z 81.00  82.84%
miz--> 50 100 150 200 250 300 350
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 - :
19.00
03.0 m/z 95.05 60.20%
‘ h 0.0 280.0
O\\\\““H ‘“ Hh “h ‘}‘ \‘\1969\23\6\(‘)\\‘1\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #173584 9,12-Octadecadienoic acid (Z,2)-
T \
19.00
5000 ITI/Z 55.05 54.60%
09.0
h 280.0
ol il i f 121060 T
m/z--> 50 lOO 150 200 250 300 350
Abundance #173577: 10E,12Z-Octadecadienoic acid — ‘
67.0 19.00
m/z 41.10 47 .84%
5000
09.0
29. ‘ 280.0
o L300 aes0zaro -
m/z--> 50 100 150 200 250 300 350 19.00

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:47 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 O0Oleic Acid Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
19.098 4.00 ng/ul 755825  Phenanthrene-di10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 87
3 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 83
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 70
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 62

Abundance Scan 2739 (19.098 min): BN032176.D\data.ms (-2737) (-~ | m/z 55.05 100.00%
—

371 202.1 2641 19.00 19.50

H\MH Hmm Ly \ ‘\ B Al ‘\ 311.2 355.!

5!:
5000 wj\jb
ot 5222 3990 /7 69.05  87.51%

0
m/z--> 50
Abundance

200 250 300 350
#176208 Oleic Acid

7
19.00 19.50
m/z 83.10 77.06%

370 00 2220 26‘4.0
0\\\““ um“hm\h A u i \\\‘\“‘\H\“HH“
miz--> 50 150 200 250 300 350
Abundance #176224 9-Octadecenoic acid, (E)-
55.0

7
19.00 19.50

5000

5000 m/z 97.10 68.92%
| 37. O 0.0 222.0 264.0 MJ\JL\M
0l— ‘H Huhh HH\ h d - L T
miz--> 50 150 200 250 300 350
Abundance #175498.Aceﬂcamd,ﬂMuon},dodecyleﬁer —— —
55.0 19.00 19.50

m/z 41.10 66.36%

97.0
5000
1680
213.0
‘\ 1 264.0

Ow“‘w‘w‘w ‘

\\\
m/z--> 50 100 150 200 250 300 350 19.00 19.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:48 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Decanoic acid, 10-(2-hexylc... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
19.122 5.30 ng/ul 1002720  Phenanthrene-d10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 10-(2-hexylcyclop... 296 C19H3602 1000197-99-5 64
2 5,6,6-Trimethyl-5-(3-oxobut-1-en... 236 C14H2003 1000192-73-9 58
3 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 53
4 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 49
5 Oleic Acid 282 C18H3402 000112-80-1 46
Abundance Scan 2743 (19.122 min): BN032176.D\data.ms (-2741) (- | m/z 55.10 100.00%
55.1
5000 ww/”h
— —
19.00 19.50
0Lb—— m/z 69.10 62.75%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194439: Decanoic acid, 10-(2-hexylcyclopropyl)
55.0
5000 — ——
11.0 278.0 19.00 19.50
m/z 43.10 53.41%
0 \“‘\ “‘J\ H‘ \”‘w H‘L\“hh\ ml ?“m?m?voww‘z“\zﬂ:‘l‘\ﬁi T ‘\ \“ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #118456: 5,6,6-Trimethyl-5-(3-oxobut-1-enyl)-1-oxaspiro[
43.0
— —
19.00 19.50
5000 m/z 83.10 45, 26%
97.0
193.0
| ‘ hH‘\ \dh W\ “mu \M‘\ J‘leﬁﬁﬁ? n ‘
(o R T .
m/z--> 50 100 150 200 250 300 350 400
Abundance #194397: cis-10-Nonadecenoic acid 7 —
55.0 19.00 19.50
m/z 41.10 43.12%
- JJLW\/
ULy o 2
0\\‘\\‘“\“\‘ — — T
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:50 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .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 14 Octadecanoic acid Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
19.222 13.73 ng/ul 2543030  Chrysene-d12 21.263
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 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2760 (19.222 min): BN032176.D\data.ms (-2755) (- | m/z 73.00 100.00%

73.0
129.0
5000
185.1 241.2

=
| N 19.00 19.50
— Al bl ) 2861 3431 429 .00 4319 87.01%

m/z--> 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 —— —
19.00 19.50

185.0 284.0 m/z 60.00 77.84%

O T \“\ \‘[ ‘ \M‘\M \‘ ‘ ‘\ \‘ \‘\ “ \‘ \3*\ ‘Q\ T ‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
—

129.0 19.00 19.50
5000| g 284.0 m/z 57.10  73.30%
185.0
0 .‘\J \\”‘J\“J““‘w““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid — —
73.0 19.00 19.50

m/z 55.05 69.28%
5000 129.0

185.0 284.0

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

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:36:52 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11

Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 unknown-©3 Concentration Rank 31

R.T. EstConc Area Relative to ISTD R.T.
19.516 2.47 ng/ul 457748  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutylcarboxamide, N-(2-fluo... 193 C11H12FNO 1000340-37-2 43
2 (R)-3-Methylene-6-((S)-1,2,2-tri... 204 C15H24 098093-94-8 42
3 6,6-Dimethyl-10-methylene-1-oxa-... 180 C12H200 043125-87-7 38
4 2-Heptenoic acid, undec-2-en-1-y... 280 C18H3202 1000406-94-5 38
5 (3aR,7aS)-rel-2-Ethylhexahydro-1... 190 C8H1503P 1000487-20-9 30

Abundance Scan 2810 (19.516 min): BN032176.D\data.ms (-2807) (- | m/z 111.10 100.00%
111.1
5000 193.1 MJM\
55.0
T I
Wg-l 249.1 19.50
0! )L ‘“;u dod e b 3151356 ) 193 65 40.73%
miz--> 50 100 150 200 250 300 350
Abundance  #67700: Cyclobutylcarboxamide, N-(2-fluorophenyl)-
111.0
5000 — :
19.50
55.0 193.0 m/z 180.10 30.92%
0\\\‘\\\‘\"\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #80325: (R)-3-Methylene-6-((S)-1,2,2-trimethylcyclopenty
69.0 111.0
T I
19.50
5000 m/z 79.00 30.23%
TR N7 T MM
m/z--> 50 100 150 200 250 300 350
Abundance #54917: 6,6-Dimethyl-10-methylene-1-oxa-spiro[4.5]deca —— ‘
111.0 19.50
m/z 55.00 29.48%
5000 69.0
180.0
29. “
ol ¥ 1P Y N I _
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_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 16 Octadecane, 1-iodo- Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
19.975 3.02 ng/ul 558256  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
2 Tetracosane, 1-iodo- 464 C24H491I 1000406-32-0 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83
4 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 80
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
Abundance Scan 2888 (19.975 min): BN032176.D\data.ms (-2886) (- | m/z 57.10 100.00%
57.1
13.1 5000
20.00
177 1
ol ‘w‘l \]M Aot 239228613303 4012 u 7119 79.74%
miz--> 50 100 150 200 250 300 350 400
Abundance #287350: Octadecane, 1-iodo-
57.0
5000 T
20.00
m/z 43.10 61.43%
13.0
L0 a0 220
O\‘\\‘\f\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #330025: Tetracosane, 1-iodo-
57.0
——
20.00
5000 m/z 85.10 59.77%
337.0
oLl 1899 2050 gmap WO
m/z--> 50 100 150 200 250 300 350 400
Abundance #261137: Hexadecane, 1-iodo- ——
57.0 20.00
m/z 41.10 25.42%
- M«M\J
11330 100 250
(W N A A — e
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Allyltrivinylsilane Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

20.275 3.88 ng/ul 718109  Chrysene-di12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyltrivinylsilane 150 C9H14Si 115946-69-5 58
2 3,5,9-Trimethyl-deca-2,4,8-trien... 194 C13H220 1000188-00-3 46
3 Cyclohexanol, 3,3,5-trimethyl- 142 C9H180 000116-02-9 35
4 4-{1-[(3-Fluorophenyl)methyl]-1,... 309 C16H12FN50 1000459-30-1 35
5 Tridecenyl tiglate, 2E- 280 C18H3202 1000383-56-8 35

Abundance Scan 2939 (20.275 min): BN032176.D\data.ms (-2936) (- | m/z 83.00 100.00%
3.0

9.

3

5000
‘ 280.3 — —
20.00 20.50
N 1 200.1 \
Ofrr M “‘d“m'\” “FF\ bt B by SOL3 4403 7 109,10 77.98%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #28517: Allyltrivinylsilane
109.0
5000 T ——
20.00 20.50
57.0 m/z 55.05  28.92%
O\\\\‘H\\\h‘\h‘ \h\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #69273: 3,5,9-Trimethyl-deca-2,4,8-trien-1-ol
109.0
— —
41.0 20.00 20.50
5000 ITI/Z 41.00 27 .09%
194.0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #23082: Cyclohexanol, 3,3,5-trimethyl- T —
109.0 20.00 20.50
m/z 43.10 25.70%
5000
41.0
wlllly,
m/z--> 0 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.310 17.01 ng/ul 3149650 Chrysene-d12 21.263
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 90
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 81
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 43
Abundance Scan 2945 (20.310 min): BN032176.D\data.ms (-2941) (- | m/z 175.10 100.00%
175.1 271.1
5000
69.0
129.0 — —
‘ h 292 ) 20.00 20.50
0! i ges2, || §2923814 4400 5 577 15 92.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 — ——
20.00 20.50
m/z 201.10 65.76%
69.0 | g /
OLS "Wu \J‘L\l “2\2\5\.9"\ \‘\ (LIRS L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
7 P
175.0 20.00 20.50
5000 m/z 189.10 39.47%
69.0
0 ‘\‘ T \M‘I\ \‘ i ‘uu‘hh“u‘ I ﬁ)‘mhh\“ J‘w} \‘\ WL | | o ‘\‘ e
m/z--> 50 100 150 200 250 300 350 400
Abundance #234895: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro — ——
271.0 20.00 20.50
m/z 69.05 34.91%
5000
175.0
43.0 328.0
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 19 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.351 7.73 ng/ul 1430440  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 56
2 Podocarpa-6,8,11,13-tetraen-12-o0... 326 C22H3002 022160-86-7 38
3 [1,2,5]-0Oxadiazolo[3,4-a]cinnoli... 202 C1OH1ON40 1000260-59-4 30
4 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 30
5 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 30

Abundance Scan 2952 (20.351 min): BN032176.D\data.ms (-2949) (- | m/z 202.10 100.00%
202.1
5000 284.3 w‘t
= ==
a1 g, 152, M | 20.00 20.50
0 : ] 3541 4301 45 199.10  66.01%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0
5000 = e
20.00 20.50
m/z 213.10 55.49%
0 \H“‘\““““L\‘\‘|\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232306: Podocarpa-6,8,11,13-tetraen-12-ol, 13-isopropy
202.0 284.0
— ——
20.00 20.50
5000/ 43.0 m/z 284.25  45.94%
141.
0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8 = T
202.0 20.00 20.50
m/z 159.10  44.35%
30.0
5000
g
ol bbb biadid |
m/z--> 50 100 150 200 250 300 350 400 450 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Isopimaric acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.792 6.54 ng/ul 1210490  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopimaric acid 302 C20H3002 005835-26-7 97
2 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 52
3 10,12-Tricosadiynoic acid, methy... 360 C24H4002 1010333-59-4 38
4 1-Phenanthrenecarboxylic acid, 7... 316 C21H3202 001686-62-0 38
5 10,12-Octadecadiynoic acid 276 C18H2802 007333-25-7 30

Abundance Scan 3027 (20 792 min): BN032176.D\data.ms (-3023) (- | m/z 91.00 100.00%

91.0
241.2
5000 187.1
302.1
S— —
39,0 s5s 1 | 20.50 21.00
0 1 4182 490 4/7 105.00  92.81%
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #202328: Isopimaric acid
1050 241.0
302.0
5000 187.0
S— —
41. 20.50 21.00
m/z 119.00  75.93%
0 H\H mmn

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

Abundance #220129: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3
241.0

3

— —
20.50 21.00
5000 105.0 m/z 241.20  64.95%

1870 316.0

L

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

Abundance #270156: 10,12-Tricosadiynoic acid, methyl ester
91.0 20.50 21.00

m/z 55.10 62.20%

o

.

5000

%

29.

0 “ \ \”H H A U ”\ 4.0 259.0 329 0
L L e B B R

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 Dehydroabietic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.933  61.70 ng/ul 11425000 Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dehydroabietic acid 300 C20H2802 001740-19-8 99
2 Dehydroabietic acid 300 C20H2802 001740-19-8 97
3 trans-1,2-Bis(methyldichlorosily... 252 C4H8C14Si2 065899-10-7 94
4 1-Phenanthrenecarboxylic acid, 1... 300 C20H2802 005155-70-4 94
5 Dehydroabietic acid 300 C20H2802 001740-19-8 94
Abundance Scan 3051 (20.933 min): BN032176.D\data.ms (-3045) (- | m/z 239.20 100.00%
239.2
o JLL
431 141.0 e
\H i L\ ™ 300'135514102 475 —
0 bbb b AU g L 9992 02 A19- 1 m/z 285.10  61.67%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199993: Dehydroabietic acid
239.0
5000 141.0 2100
43.0 300.0 : 5
m/z 197.10  44.68%
O' “\lh‘\hl‘\l\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #199992: Dehydroabietic acid
285.0
— =
21.00
5000 m/z 141.00 25.53%
197.0
141.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #138578: trans-1,2-Bis(methyldichlorosilyl)ethylene ——
104.0 239.0 21.00
m/z 240.20  20.36%
5000
IO I SV SY Y N -
m/z--> 50 100 150 200 250 300 350 400 450 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 unknown-04 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.139 5.75 ng/ul 1064450  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 chrysanthemyl 2-hydroxy-3-methyl... 254 C15H2603 1000383-49-0 41
2 N-(4-Fluorophenyl)-N'-(4-methoxy... 302 C17H19FN202 1000492-21-9 27
3 p-(Methylphenylcarbamoyl)phenyl ... 269 C16H15NO3 329930-37-2 22
4 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 22
5 2-sec-Butylphenol, O-isopropylox... 236 C14H2003 1000487-30-6 18

Abundance Scan 3086 (21.139 min): BN032176.D\data.ms (-3082) (- | m/z 121.05 100.00%
12

1.1
5000 55.1

T T
21.00 21.50

01 m/z 81.10 49.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #140609: chrysanthemyl 2-hydroxy-3-methylbutanoate

121.0

5000

20.2 415.1 474.9

T T
21.00 21.50

39.0
m/z 55.10 47.03%
“H\ \Mh I
1 ‘ i

173.0 2540
T \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #201990: N-(4-Fluorophenyl)-N'-(4-methoxybenzyl)urea,
121.0

T T
21.00 21.50

5000 m/z 41.10 43.99%

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

Abundance  #159491: p-(Methylphenylcarbamoyl)phenyl acetate —— ——
121.0 21.00 21.50

m/z 43.10 43.78%

650, 1%0

R A

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 24 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.028 49.26 ng/ul 9121460  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3237 (22.028 min): BN032176.D\data.ms (-3228) (- m/z 83.10 100.00%

" ng\vj\\\,\A\
1
11l F 196.2 308.3 22.09
of b AL ELL L} 196-2250.2 308.3361.2417.2 4763 /7 97,10 97.46%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #232316: Behenic alcoho
83.0
5000 —— :
22.00
m/z 57.10 90.21%
. 9.0
O \\“\“f“‘\‘\\!‘ !‘\\\I}“‘\‘WJ-IQ\G‘WO\\\‘2\\89\(‘)\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
——
22.00
5000 111.0 m/z 55.18 86.27%

0 \‘\ \‘\ \ ‘\‘1\1\6‘\70 238.0292.0 364.0
I e B e A e

%

mlz--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0 22.00
m/z 69.05 83.57%
111.0

5000

ol tllhLl] ] 267022202780 3780
AL 22202780 388

m/z--> 0 50 100 150 200 250 300 350 400 450 22.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 Tetracosanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
22.451 11.73 ng/ul 2171820  Chrysene-d12 21.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanoic acid 368 (C24H4802 000557-59-5 99
2 Tetracosanoic acid 368 (24H4802 000557-59-5 99
3 Tetracosanoic acid 368 (C24H4802 000557-59-5 99
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
Abundance Scan 3309 (22.451 min): BN032176.D\data.ms (-3304) (- | m/z 57.10 100.00%
57.1
129.0
5000
185.1 368.3 T
T 22
0L MMMt b 4 A‘\M‘MMM,'M‘\Mu,m“"‘s‘lc‘lw m/z 43.10  97.32%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #277537: Tetracosanoic acid
73.0
129.0
5000 368.0 ——
22.50
1850 5600 m/z 73.00 92.83%
O \“”\ ‘il“f”i\‘!‘l}r‘"‘\“‘\'\“‘\\ ‘\\ \“\ “ \L\‘\ r‘ “\ L \“\" } \L\ 1 T \\ T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #277536: Tetracosanoic acid
43.0
——
22.50
m/z 55.10 77 .32%
5000 368.0
129.0
o bbbty 230 z0 |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #277535: Tetracosanoic acid T
43.0 22.50
m/z 60.00 70.89%
129.0
5000 368.0
185.0
i), 2820
ol ek b M s S0 S
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 26 Octadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.939 8.33 ng/ul 2038180  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Octadecanal 268 C18H360 000638-66-4 93
3 Hexacosanal 380 C26H520 026627-85-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Tetracosanal 352 C24H480 057866-08-7 91
Abundance Scan 3392 (22.939 min): BN032176.D\data.ms (-3387) (- | m/z 82.10 100.00%
82.1
) 111 2500
362.3 :
e w\"»u”l‘mm‘z‘z‘z“z‘???‘?w‘ CAL624TLS | m/z 57.10  97.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158566: Octadecanal
43.0
5000 IR
6.0 23.00
‘ m/z 43.10  78.31%
0\1\}\ \\%l\‘%h\“%\s‘z\\o\\‘\\‘2\\5?\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158569: Octadecana
43.0
6.0 23.00
5000 m/z 96.10 72.75%
2220
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287971: Hexacosanal —
57.0 23.00
m/z 83.10 62.59%
5000
362.0
R \l n 1800 250.0306.0”"
R AR Eama s —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 27 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.339  34.22 ng/ul 8369010  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3460 (23.339 min): BN032176.D\data.ms (-3453) (- | m/z 57.10 100.00%

57.1
5000
7 S
‘ ‘M 169.2 95 2 23.00 23.50
0 mum LLpnfes>e 29933513 40844611 nyz 71.10  78.42%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane
57.0
5000 — =
23.00 23.50
m/z 85.10 61.46%
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
B P
23.00 23.50
5000 ITI/Z 43.10 56.22%
o S a0 20
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 23.00 23.50
m/z 55.10 23.12%
5000

oltd .““].H\JJ169022502810 365.0
SR B Wbl R P R AR

m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M

Quant Tit

TIC Libra

le

ry

: 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 28 (DEL) Alkane: Cyclic23.404 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.404 14.04 ng/ul 3434590  Perylene-di12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Octacosanol 410 C28H580 000557-61-9 95
4 2- Chloropropionic acid, hexadec... 332 C19H37Cl02 086711-81-1 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3471 (23.404 min): BN032176.D\data.ms (-3466) (- | m/z 83.10 100.00%
83.1
——
1‘ 139.1 1951 2801 23.50
oL b LLLLY, 2951 28013363 4142 4781 /0 97 19 99.63%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #244233: Cyclotetracosane
83
5000 336.0 U
23.50
by m/z 57.10 81.97%
: 139.0
i [ 1950  279.0
O\J\‘\“‘\\\\“1‘\“\‘\‘“\m\\I\“‘I\\”\‘\il\‘\%\‘\\\‘\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
i
10 23.50
5000 ' m/z 55.00 79.33%
0 Ik \‘\ \\ \\ h 7 .o 222.0 278.0 378.0
il A T e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308226: Octacosanol —
83.( 23.50
m/z 69.10 77.81%
5000
139.0
029“ sln RN d\ T .95 0250.0 307.0 \392 0
B L L A —
m/z--> 50 100 150 200 250 300 350 400 450 23.50

SFAM-EPA-BN@52924.MA.M Mon Jun 24 19:37:23 2024 Page: 30



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.645 19.95 ng/ul 4879330  Perylene-di2 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Tetracosanal 352 C24H480 057866-08-7 91
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90

Abundance Scan 3682 (24.645 min): BN032176.D\data.ms (-3676) (- | m/z 57.10 100.00%
57.1

5000

.
r’l 24.50 25.00

l 194.1 264.1 390.4 .
L 200 26013261 3904 ass1 549 gy 16 og.aex

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl-
82.0

5000 — —
24.50 25.00

m/z 43.10 79.06%

2.0
,‘5;#% "l\ |?“\IIFEN“ “f‘lz\‘]‘.“\l]-\[\(‘)l\%e\?\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl-

82.0

7
24.50 25.00

o

o

5000 m/z 96.05 72.91%
‘ 250.0
O‘H“,WW ‘“ﬁwumuwcmi‘u‘_‘u‘u“_‘u‘u‘W‘u“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262002: Tetracosanal 7 —
57.0 24.50 25.00

m/z 83.10 66.90%

334.0 “uﬂummwﬁl/\RMMMMNN,j

Ofrrh ,"H_m‘mH_‘H_m_Hwwwwww‘_

7 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 30 Docosane, 1-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.174  22.86 ng/ul 5590420  Perylene-di12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 91

Abundance Scan 3772 (25.174 min): BN032176.D\data.ms (-3764) (- m/z 57.10 100.00%

57.1
5000

—
“13 1 25.00 25.50

160.1
125912252 30933653 4244 489 071 10 ge.27%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #320326: Docosane, 1-iodo-
57.0

5000 — s
25.00 25.50

m/z 85.10  63.75%

309.0
\\J‘\‘\“\\\\JL\l\\\\\]‘-ﬁ\g\(\)‘z\z\s\\o‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane

57.0

T
25.00 25.50

o

o

5000 m/z 43.10 54.85%
o L ssomms0 om0
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl- — —
57.0 25.00 25.50

m/z 99.10  22.37%

“ J] Jl | 169.02250281.0 3650

0 HA‘_“W“H‘MMu‘H“_“W“H“H“H“_“w — —

m/z--> 0 50 100 150 200 250 300 350 400 450 25.00 25.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\

Library Search Compound Report

Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .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 31 Octacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
25.304 36.24 ng/ul 8863380  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 92
4 Octacosyl acetate 452 (C30H6002 018206-97-8 86
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 70

Abundance Scan 3794 (25.304 min): BN032176.D\data.ms (-3785) (- | m/z 83.10 100.00%
83.1
- QJL
— ——
{ ” ‘ 157. 12 o 2973 25.00 25.50
ol A bbb iiyl, 2101 TS 364.3417.2 489 .., 97,16  88.35%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol
57.0
5000 111.0 \‘ L
25.00 25.50
m/z 57.10 79.96%
oL kb 1“ L4 IL‘ 16702220 2920 3920
\\\‘\\1\\!\1\\!\‘1\\\[\\1\‘!\\‘\\\1’\\\\‘\\\\

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

T

Abundance #299848: 1-Heptacosanol
57.0
1o 25.00 25.50
5000 ' ITI/Z 69.10 66.22%
0 Ik | IL\ \\167 .0 222 0278.0 378.0
A R R R R RN R
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #320429: Tricosyl trifluoroacetate “ —
57.0 25.00 25.50
m/z 55.05 59.80%
5000 111.0 vawﬂ/\/\Kjv\\/\
0 Ll ‘ “ | 1‘\\ \|14\6‘7 02220 294.0 367 0418 0
H‘“H“‘H“‘H“‘H“‘H“‘H“‘H‘,‘H“‘H‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 32 Tetracosanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
27.080 24.86 ng/ul 6080550  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Tetracosanal 352 C24H480 057866-08-7 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Heptacosanal 394 (C27H540 072934-03-3 91
Abundance Scan 4096 (27.080 min): BN032176.D\data.ms (-4088) (- | m/z 57.10 100.00%
57.1
5000 JL
3.1 T T \
F’ 180.1 250.2 334.3 4184 27.00
b AALLLLLL 801 2502 3343 BOL 4902 n; e2.10  94.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158578: Oxirane, hexadecyl-
82.0
5000 —— :
27.00
m/z 43.10 76.22%
01543\‘ \“ [152.0210.0267.0
‘\\11\ 11\11\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262002: Tetracosanal
57.0
T \
27.00
5000 m/z 96.05 72.61%
3.0
3340
ol WL, zz20
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #158580: Oxirane, hexadecyl- —
82.0 27.00
m/z 83.10 64.94%
5000 ’JL
o}”d?w‘ “‘PF‘““‘ wm;‘5‘3‘9"WWWWWW — ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00
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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_N\Data\BN@©62224\
BN©32176.D

: 22 Jun 2024 21:11
: MA/JU
: P2899-17

. 18

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924 .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 33 Heptacosyl acetate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
28.033  35.73 ng/ul 8740660  Perylene-d12 24.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosyl acetate 438 C29H5802 1000351-78-2 95
2 1-Triacontanol 438 C30H620 000593-50-0 95
3 Octacosanol 410 C28H580 000557-61-9 95
4 1-Hexacosanol 382 C26H540 000506-52-5 95
5 Triacontyl acetate 480 C32H6402 041755-58-2 94

Abundance Scan 4258 (28.033 min): BN032176.D\data.ms (-4248) (- | m/z 97.10 100.00%
97.1

=

5000
28.00
39 ‘ 7.1 |
ob SARULLLLEPTL | 257.1320.1 39534503 549 57 10 99.77%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #321407: Heptacosyl acetate
43.0
5000 —
28.00
m/z 83.106 95.56%
ol ﬂm.A#BlO 250.0308.0 378.0438.0
‘\\\’\ff\‘\\\\‘\\\\‘\\\\\\\\\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #321442: 1-Triacontano
57.0
28.00
5000 m/z 69.10 74 .80%
125.0
420.0
ob-L ‘MMIFHH?FSSOB%,O,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
L

Abundance #308226: Octacosano
83.0 28.00
m/z 55.00 71.61%
- M/\/\/\
3.0 392.0
ol bl iLit.?ZZOZQ%O‘x““ —_—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN062224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 34 .gamma.-Sitosterol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.886  62.53 ng/ul 15295200  Perylene-di12 24.186
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 91
3 .beta.-Sitosterol 414 C29H500 000083-46-5 74
4 .gamma.-Sitosterol 414 C29H500 000083-47-6 50
5 (3s,85,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 50
Abundance Scan 4403 (28.886 min): BN032176.D\data.ms (-4391) (- | m/z 43.10 100.00%
43.1
107.1
213.2
5000
— ——
HH | 2850 29.00
-l 476.2535.  ;m/z 107.10  72.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — —
414.0 28.50 29.00
” ‘ 2130 3030 m/z 105.05  71.46%
O‘\\Jl ”{“““Mh"”Mm‘“|L“‘}} \\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@62224\
Data File : BN@32176.D

Acqg On : 22 Jun 2024 21:11
Operator : MA/JU

Sample : P2899-17

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|
unknown-01 4.770 5.3 ng/ul 471336 1 7.634 1777440 20.0
.alpha.-Pinene 6.317 4.6 ng/ul 410781 1 7.634 1777440 20.0
Benzeneacetic acid 10.999 13.9 ng/ul 1700580 2 10.411 2453510 20.0
(E)-Hexadec-9-e... 17.810 2.3 ng/ul 426429 4 17.028 3780860 20.0
Palmitoleic acid 17.875 2.1 ng/ul 403449 4 17.028 3780860 20.0
n-Hexadecanoic ... 17.934 19.7 ng/ul 3729230 4 17.028 3780860 20.0
unknown-02 18.251 3.1 ng/ul 592359 4 17.028 3780860 20.0
1H-Naphtho[2,1-... 18.545 5.1 ng/ul 966369 4 17.028 3780860 20.0
Phenanthrene, 7... 18.604 2.5 ng/ul 468826 4 17.028 3780860 20.0
9,12-Octadecadi... 19.075 3.3 ng/ul 621265 4 17.028 3780860 20.0
Oleic Acid 19.098 4.0 ng/ul 755825 4 17.028 3780860 20.0
Decanoic acid, ... 19.122 5.3 ng/ul 1002720 4 17.028 3780860 20.0
Octadecanoic acid  19.222 13.7 ng/ul 2543030 5 21.263 3703130 20.0
unknown-03 19.516 2.5 ng/ul 457748 5 21.263 3703130 20.0
Octadecane, 1-i... 19.975 3.0 ng/ul 558256 5 21.263 3703130 20.0
Allyltrivinylsi... 20.275 3.9 ng/ul 718109 5 21.263 3703130 20.0
2-Phenanthrenol... 20.310 17.0 ng/ul 3149650 5 21.263 3703130 20.0
4,4'-Bis(tetrah... 20.351 7.7 ng/ul 1430440 5 21.263 3703130 20.0
Isopimaric acid 20.792 6.5 ng/ul 1210490 5 21.263 3703130 20.0
Dehydroabietic ... 20.933 61.7 ng/ul 11425000 5 21.263 3703130 20.0
unknown-04 21.139 5.8 ng/ul 1064450 5 21.263 3703130 20.0
Behenic alcohol 22.028 49.3 ng/ul 9121460 5 21.263 3703130 20.0
Tetracosanoic acid 22.451 11.7 ng/ul 2171820 5 21.263 3703130 20.0
Octadecanal 22.939 8.3 ng/ul 2038180 6 24.186 4891940 20.0
(DEL) Alkane: S... 23.339 34.2 ng/ul 8369010 6 24.186 4891940 20.0
(DEL) Alkane: C... 23.404 14.0 ng/ul 3434590 6 24.186 4891940 20.0
Oxirane, hexade... 24.645 19.9 ng/ul 4879330 6 24.186 4891940 20.0
Docosane, 1l-iodo- 25.174 22.9 ng/ul 5590420 6 24.186 4891940 20.0
Octacosanol 25.304 36.2 ng/ul 8863380 6 24.186 4891940 20.0
Tetracosanal 27.080 24.9 ng/ul 6080550 6 24.186 4891940 20.0
Heptacosyl acetate 28.033 35.7 ng/ul 8740660 6 24.186 4891940 20.0
.gamma.-Sitosterol 28.886 62.5 ng/ul 15295200 6 24.186 4891940 20.0
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