LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc :

ALS Vvial : 40 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_ P\Methods\SFAM-EPA-BP060723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15545.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.881 116 118 128 rBV 20636 46864 ©0.18% ©0.059%
2 4.081 148 152 158 rVB3 17127 27402 0.11% 0.035%
3 4.417 204 209 216 rVB 26106 36657 0.14% 0.047%
4 6.740 599 604 611 rVvB2 22705 38444 0.15% 0.049%
5 7.246 683 690 706 rVB 185046 388593 1.52% 0.493%
6 7.411 712 718 730 rW 172361 282656 1.11% 0.359%
7 7.511 730 735 746 rVB 29609 56451 0.22% 0.072%
8 7.616 746 753 762 rBV 219677 379952 1.49% 0.482%
9 8.087 826 833 844 rBV 700456 1138185 4.46% 1.444%
106 8.805 948 955 967 rBV 235490 441859 1.73% 0.561%
11 8.928 970 976 983 rBV 169989 287508 1.13% 0.365%
12 9.263 1026 1033 1044 rBV 219553 405031 1.59% 0.514%
13 9.993 1149 1157 1176 rBV 183395 354131 1.39% 0.449%
14 10.199 1184 1192 1196 rBV2 13190 36093 0.14% 0.046%
15 10.357 1216 1219 1226 rVB2 15338 28609 0.11% 0.036%
16 10.540 1242 1250 1271 rBV 215796 484745 1.90% 0.615%
17 10.910 1302 1313 1326 rBV 1042526 1818192 7.13% 2.307%
18 11.069 1333 1340 1351 rBV 72649 172068 ©0.67% 0.218%
19 13.463 1741 1747 1751 rBVO 13367 26113 0.10% 0.033%
20 13.610 1763 1772 1777 rVV3 44760 77977 0.31% 0.099%
21 13.716 1782 1790 1796 rVV2 30568 61118 ©0.24% ©0.078%
22 14.046 1841 1846 1852 rBV3 34720 50640 0.20% 0.064%
23 14.134 1852 1861 1867 rBV 638645 903478 3.54% 1.147%
24 14.181 1867 1869 1873 rVV3 32514 44975 0.18% ©0.057%
25 14.245 1878 1880 1884 rVB3 21772 26197 ©0.10% 0.033%
26 14.428 1904 1911 1919 rBV 555764 870477 3.41% 1.105%
27 14.563 1927 1934 1938 rBV7 15514 25710 0.10% 0.033%
28 14.604 1938 1941 1948 rVV7 13734 30217 0.12% 0.038%
29 14.728 1956 1962 1968 rVV 1662328 2518910 9.88% 3.197%
30 14.781 1968 1971 1977 rVV6 57662 98196 0.39% 0.125%
31 14.969 1995 2003 2012 rBV4 64638 213788 0.84% 0.271%
32 15.134 2027 2031 2037 rVB6 17082 29771 0.12% 0.038%
33 15.263 2049 2053 2062 rVB7 20319 33502 0.13% 0.043%
34 15.722 2125 2131 2144 rBV 885985 1356525 5.32% 1.721%
35 15.851 2148 2153 2165 rVV 202431 349939 1.37% 0.444%

36 16.087 2188 2193 2200 rBV 106853 153233 0.60% 0.194%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc :

ALS Vvial : 40 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_ P\Methods\SFAM-EPA-BP060723.MA.M
Title : SVOA CALIBRATION
37 16.439 2246 2253 2260 rVB6 28112 63592 0.25% 0.081%
38 16.863 2321 2325 2330 rBV6 18965 26707 0.10% 0.034%
39 17.216 2379 2385 2389 rBv4 21437 33600 0.13% 0.043%
40 17.486 2425 2431 2441 rBV 2222795 3242937 12.71% 4.115%
41 17.586 2443 2448 2454 rVB2 795008 1136606 4.46% 1.442%
42 18.233 2553 2558 2561 rBv4 57398 84337 0.33% 0.107%
43 18.281 2561 2566 2572 rVV3 441204 760436  2.98%  0.965%
44 18.345 2572 2577 2591 rVV 1330702 1822254 7.14%  2.312%
45 18.439 2591 2593 2598 rVB5 35343 47320 0.19% 0.060%
46 18.622 2621 2624 2632 rBV3 29335 53801 0.21% ©0.068%
47 18.751 2642 2646 2650 rBv4 33945 48426 0.19% 0.061%
48 18.910 2670 2673 2679 rVB 54957 74058 0.29% 0.094%
49 19.122 2707 2709 2714 rVB 53131 60856 0.24% 0.077%
50 19.175 2714 2718 2724 rVV2 138504 252658 0.99% 0.321%
51 19.228 2724 2727 2732 rVB2 53839 67089 0.26% ©0.085%
52 19.433 2758 2762 2763 rBV 172231 196339 0.77% 0.249%
53 19.457 2763 2766 2768 rVV 333254 426511 1.67% ©.541%
54 19.480 2768 2770 2778 rVB2 297091 405913 1.59% 0.515%
55 19.569 2781 2785 2796 rBV2 515066 715734  2.81% 0.908%
56 19.810 2819 2826 2836 rBV 424257 682508 2.68% 0.866%
57 20.298 2906 2909 2917 rVB2 105717 145070 ©.57% 0.184%
58 20.616 2959 2963 2970 rBV3 149182 233657 ©.92% 0.297%
59 20.786 2989 2992 2996 rBv2 67252 74096 0.29% 0.094%
60 21.245 3065 3070 3080 rBV2 490496 931944  3.65% 1.183%
61 21.569 3118 3125 3129 rBV 2622860 3828793 15.01% 4.859%
62 21.892 3177 3180 3184 rBV4 110609 135665 0.53% 0.172%
63 22.169 3220 3227 3230 rBV3 371943 883247 3.46% 1.121%
64 22.204 3230 3233 3242 rVV2 564340 1165936 4.57% 1.480%
65 22.280 3242 3246 3259 rVB 585286 985238 3.86% 1.250%
66 22.404 3264 3267 3272 rVB3 226894 316175 1.24% 0.401%
67 22.551 3288 3292 3300 rVB4 353308 594540 2.33% 0.754%
68 22.663 3308 3311 3314 rBV3 210746 295337 1.16% 0.375%
69 22.969 3358 3363 3372 rBV5 260796 547508 2.15% 0.695%
70 23.133 3386 3391 3397 rVB 885760 1400590 5.49% 1.777%
71 23.286 3411 3417 3422 rBV 1204847 2059810 8.08% 2.614%
72 23.351 3422 3428 3441 rVB3 429295 1606021 6.30% 2.038%
73 24.116 3551 3558 3566 rVB 1420055 3012057 11.81%  3.822%
74 24.339 3592 3596 3605 rVB4 245919 484277 1.90% 0.615%
75 24.739 3657 3664 3674 rVB 964112 2094378 8.21% 2.658%

76 24.868 3682 3686 3701 rVB3 284469 876040  3.43% 1.112%

SFAM-EPA-BP060723.MA.M Thu Jun 15 12:31:10 2023 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 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_P\Methods\SFAM-EPA-BPO60723.MA.M
Title : SVOA CALIBRATION

77 26.204 3907 3913 3927 rVB2 463536 1308047 5.13% 1.660%
78 26.727 3995 4002 4026 rVB2 760446 2989451 11.72%  3.794%

79 27.804 4175 4185 4206 rVB4 801488 3832328 15.03% 4.863%
80 28.886 4351 4369 4387 rVB2 5915655 25505098 100.00% 32.366%

Sum of corrected areas: 78801191
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP015545.D\data.ms
6000000

5000000
4000000
3000000

2000000

10.910
1000000 8.087

3.8810814.417 6.740 -2PKIH16 ]\ 8.805289.263 9,908 dRP40 ﬂ1 069
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Abundance TIC: BP015545.D\data.ms
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Abundance TIC: BP015545.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 1 Aceto phenone Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.928 5.05 ng/ul 287508 1,4-Dichlorobenzene-d4 8.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 97
2 Acetophenone 120 C8H80 000098-86-2 93
3 Acetophenone 120 C8H80 000098-86-2 91
4 Acetophenone 120 C8H80 000098-86-2 91
5 Acetophenone 120 C8H80 000098-86-2 90
Abundance Scan 976 (8.928 min): BP015545.D\data.ms (-970) (-) m/z 104.95 100.00%
105.0
5000
R RAR T RERRRREESS
43 ‘0 ‘ 8.60 8.80 9.00 9.20
obdlid 1207126693250 4208 5413 ./ 77,60  77.72%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10645: Acetophenone
105.0
5000
8.60 8.80 9.00 9.20
43.0 ’ m/z 50.95 27.44%
O \J\‘\H\m\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
105.0
R T T TR
8.60 8.80 9.00 9.20
5000 m/z 120.00 20.85%
43.0
]
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10648: Acetophenone o AREEEAEE R
105.0 8.60 8.80 9.00 9.20
m/z 49.95 13.05%
5000
43.\0 ’
0 .H“““““ SN AR v nwaee
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 1,3-Benzenediamine, 2,4-din... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.281 4.69 ng/ul 760436  Phenanthrene-di10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenediamine, 2,4-dinitro-... 350 C13H17F3N404 029091-21-2 91
2 1,3-Benzenediamine, 2,4-dinitro-... 350 C13H17F3N404 029091-21-2 89
3 1-(4-Biphenylyl)benz[cd]indol-2(... 321 C23H15NO 303791-09-5 38
4 1,3-Benzenediamine, 2,4-dinitro-... 350 C13H17F3N404 ©29091-21-2 35
5 2-Amino-5-nitro-4-[3,4,5-trimeth... 321 C13H15N505 1000254-13-9 32

Abundance Scan 2566 (18.281 min): BP015545.D\data.ms (-2561) (- m/z 55.00 100.00%
55.0
321.1

5000

B

216.0 \ —
m

‘ 141.0 18.00 18.50
.- dudi LU 415247535351 /7 321,05 83.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #259015: 1,3-Benzenediamine, 2,4-dinitro-N3,N3-diprop
321.0

o

s000] 430 —— —
18.00 18.50
m/z 41.00 81.84%
148.0 216.0 \
0‘\\“\‘\"“\‘\\‘\ \‘\ll\‘h\‘“l“\l‘l; ‘lu\\\”m‘i‘ \\J\J\\\‘\\ \J\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
321.0
—— =
18.00 18.50
5000 m/z 43.00 66.68%
43.0
141.0 2160
O e prbtbpbapgbolylbd LWL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
==

Abundance  #226032: 1-(4-Biphenylyl)benz[cd]indol-2(1H)-one e
321.0 18.00 18.50
m/z 69.00 57.18%

5000
145.0

63.0 16.0
0 L\‘ \ IJ Iy i “

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.345 11.24 ng/ul 1822250  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93

Abundance Scan 2577 (18.345 min): BP015545.D\data.ms (-2572) (-] ' m/z 73.00 100.00%
73.0

—

5000
2132 — ‘
m J 18.00 18.50
ol Hu‘ 'wm,m gm 281.3 3561 42914902548 n/z 43.00 86.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ RN
18.00 18.50
m‘ 213.0 m/z 60.00 83.99%
O‘\\\\“‘ \\"‘\h\“\\"l\\‘\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.
30 256.0
— =
18.00 18.50
5000 m/z 41.00 72.18%
129.0
0 194.0
T e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid — =
43.0 18.00 18.50
m/z 57.05 68.51%
5000 256.0
129.0
RIS -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 9-Octadecenoic acid, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.457 2.63 ng/ul 426511  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 98
2 Oleic Acid 282 (C18H3402 000112-80-1 93
3 Oleic Acid 282 (C18H3402 000112-80-1 93
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 86

Abundance Scan 2766 (19.457 min): BP015545.D\data.ms (-2763) (- m/z 55.00 100.00%

55.0
5000
212.1 e
‘ F ‘ 19.50
oy - W“‘ ddbinapody  BBLO 357.1414.9 4911549 /0 69 00  72.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176220: 9-Octadecenoic acid, (E)-
55.0
264.0
5000 U
19.50
’1 m/z 83.00 59.60%
0‘ !\H\\“J\\Jhl\h\‘“l\h\l\l\“ I\\“\‘\“\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
——
19.50
5000 ITI/Z 41.00 57.77%
125.0 264.0
0 185.0
R s O A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176208: Oleic Acid T
55.0 19.50
m/z 43.05 48.09%
5000
' ‘ 264.0
o‘H‘““L‘H"l'!‘hjhﬂl'w'fl« ki “““‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.480 2.50 ng/ul 405913  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 C1l6H10 000206-44-0 94
2 Fluoranthene 202 C1l6H10 000206-44-0 94
3 Pyrene 202 Cl6H10 000129-00-0 81
4 Fluoranthene 202 Cl6H10 000206-44-0 81
5 Pyrene 202 C16H10 000129-00-0 81
Abundance Scan 2770 (19.480 min): BP015545.D\data.ms (-2768) (- m/z 202.10 100.00%
202.1
5000 j\—~
100.9 1950
0379i g on . 2669 340.9401.04609520.5 /7 500.10  21.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene
202.0
5000 T
19.50
101.0 m/z 203.10 17.63%
0390
\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
202.0
G
19.50
5000 m/z 201.10 16.42%
101.0
0 39.0
A B e L A EEmE S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78083: Pyrene e
202.0 19.50
m/z 100.90 11.63%
5000
101.0
0 399 SRR 4 BASASSRANSARSSRARARARRRERRRY
B R Ea R R R R A R R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Data Path : Z:\
Data File : BP@

Acqg On : 15
Operator : MA/
Sample : 030

Misc
ALS Vvial : 40

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP061423\
15545.D

Jun 2023 07:12

Ju

88-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 6 Octadecanoic acid Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.569 3.74 ng/ul 715734  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2785 (19.569 min): BP015545.D\data.ms (-2781) (-
73.0

m/z 73.00 100.00%

5000

%

241.2

19.50
0 “M‘ “ﬂ}“\ e“lm“m\k L 208.9356.8 4311 5169 1/, 43.06  95.85%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 . ‘
185.0 19.50
‘} m/z 60.00 80.66%
Ol‘ J“\”\M\\“\\\\\‘\‘\L\“l\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= ‘
19.50
5000 ITI/Z 57 .00 71.84%
185.0 284.0
(R L -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid ——
43.0 19.50
m/z 55.00 70.99%
5000 129.0
284.0
o_“" Lyl MH“““M‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 12
R.T. EstConc Area Relative to ISTD R.T.

21.245 4.87 ng/ul 931944  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 1-Hexacosene 364 C26H52 018835-33-1 91

Abundance Scan 3070 (21.245 min): BP015545.D\data.ms (-3065) (- m/z 57.10 100.00%

57.1
5000

A =
H ﬁ“ 207.0 g1 4 21.00 21.50
ob A bhbliby, 100, 281134104009 4751 549, 3 6p  gg.13%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273799: 1-Hexacosene

13;]
~
o

2000 2100 2150
125.0 : :
364.0 m/z 55.00 79.16%
L L assomo
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
T —
21.00 21.50
5000 m/z 83.05 69.77%
125.0
238.0 434.0
O Tt o [ e T T T e T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene T ——
55.0 21.00 21.50

m/z 69.00 66.72%

5000
125.0
‘\ M ||, 1950 2680 P00

R e . —
miz--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.169 4.61 ng/ul 883247  Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tetratriacontane 479 C34H70 014167-59-0 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heneicosane 296 C21H44 000629-94-7 89
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3227 (22.169 min): BP015545.D\data.ms (-3220) (- m/z 57.10 100.00%
1

57
5000

—
‘ m 162.0 2421 3101 22.00 22.50
Ol A bl ot L1, 4020 47605348 0 43 00 68.78%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141057: Octadecane
57.0
5000 — —
22.00 22.50

m/z 71.05 66.80%

‘J‘J‘Jl‘F?.O‘197.0254-0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

7
22.00 22.50

o

5000 m/z 85.10 50.76%
127.0
0 197.0 267.0 337.0 407.0 478.0
T T T T T [ T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane 7 —
57.0 22.00 22.50

m/z 41.05 26.70%

) A\MMJ\NM\“JJ\AV/&VWA»M
1 L 1‘1,37'0 197.0254.0

OH‘J‘ e AR AAANRas s R e s e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 E-15-Heptadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.204 6.09 ng/ul 1165940  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 Nonacos-1-ene 406 C29H58 018835-35-3 96
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3233 (22.204 min): BP015545.D\data.ms (-3230) (- m/z 55.05 100.00%

55.0
5000

1p5.1

S
| 1060 2a71 %6 22.00 2250
ol AL 900 RS | 43104899549, ./, 83,19  92.83%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #138490: E-15-Heptadecenal
43.0

5000 ]
10 22.00 22.50
' m/z 57.10 91.03%

‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

T
22.00 22.50

5000 m/z 43.00 90.28%
125.0
195.0 406.0
O o e e T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T —
55.0 22.00 22.50

m/z 97.00  89.58%

5000
125.0
\h\ I \} | ‘\ I 196.0 266.0

O e e s —
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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@ Piperenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.280 5.15 ng/ul 985238  Chrysene-di2 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Piperenone 388 C22H2806 057625-31-7 99
2 Methyleugenol 178 C11H1402 000093-15-2 46
3 Benzene, 1,2-dimethoxy-4-(1-prop... 178 C11H1402 000093-16-3 42
4 Benzene, 1,2-dimethoxy-4-propeny... 178 C11H1402 006380-24-1 38
5 Methyleugenol 178 C11H1402 000093-15-2 38
Abundance Scan 3246 (22.280 min): BP015545.D\data.ms (-3242) (| m/z 178.85 100.00%
178.1
910 287.1 - -
’ \ ‘ 22.00 22.50
0 ‘m\hﬂ“"v“‘H”“"s“” bbb b |, 388147495348 1 "1 o5 g3.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #294009: Piperenone
178.0
5000 = g
287.0 22.00 22.50
m/z 210.05 32.37%
91.0
02\9\\‘“\“\\‘“J\h‘\‘\“\“‘\\h\\\‘\\\‘\\‘\\\\‘\\\\‘\3\8\§‘(\)\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
178.0
— —
22.00 22.50
5000 91.0 m/z 163.00 28.21%
8.0
Ot bt o L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52639: Benzene, 1,2-dimethoxy-4-(1-propenyl)- —— ——
178.0 22.00 22.50
m/z 287.10 27.14%
AN el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Docosanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
22.551 3.11 ng/ul 594540  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosanoic acid 340 C22H4402 000112-85-6 95
2 Tetracosanoic acid 368 (24H4802 000557-59-5 94
3 Docosanoic acid 340 C22H4402 000112-85-6 94
4 Tetracosanoic acid 368 (C24H4802 @00557-59-5 93
5 Tetracosanoic acid 368 (C24H4802 000557-59-5 83
Abundance Scan 3292 (22.551 min): BP015545.D\data.ms (-3288) (- m/z 57.00 100.00%
. 0.1
1
429.8 2250
0 8490.1547. /7 340.10  96.80Y%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248979: Docosanoic acid
57.0 340.0
129.0
5000 e :
22.50
241.0 m/z 43.00 95.56%
O\“\‘ l|l|“““\h\l\\l\ ’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
1
22.50
m/z 73.00 92.65%
5000 368.0
129.0
0 213.0 283.0
B e e e A ABEAREaEES S S E LS L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #248976: Docosanoic acid 7 ‘
43.0 22.50
m/z 55.00 77.95%
5000 340.0
129 0
‘ H 241.0
ST T S o A —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 12 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.969 3.64 ng/ul 547508  Perylene-d12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Tetradecanal 212 C14H280 000124-25-4 94
3 Henicosanal 310 C21H420 051227-32-8 93
4 Octadecanal 268 C18H360 000638-66-4 93
5 Octacosanal 408 C28H560 022725-64-0 90
Abundance Scan 3363 (22.969 min): BP015545.D\data.ms (-3358) (- m/z 57.00 100.00%
57.0
4.1 190.1 52'00
‘ 281.1341. ‘ 23.00
ol ki J‘\‘shl‘u‘"ﬁ bbb ek ‘“f‘?%‘o“ 4889547 17 43.e5 94.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000 R
23.00
m/z 82.00 83.51%
O‘\\“\‘\‘\\l\i\‘r\l\“\‘\]\_\9\4‘\()\\\‘2\7\\8\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
——
23.00
5000 m/z 55.00 69.25%
168.0
O b e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212262: Henicosanal —
82.0 23.00
m/z 96.05 66.95%
- fwuww«mwwm/\wuﬂww/\f\w
292.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Saucernetin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.133 9.30 ng/ul 1400590  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Saucernetin 372 C22H2805 083377-13-3 94
2 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 102518-40-1 93
3 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 000528-63-2 90
4 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 000528-63-2 78
5 Furan, 2,5-bis(3,4-dimethoxyphen... 372 C22H2805 102518-40-1 78

Abundance Scan 3391 (23.133 min): BP015545.D\data.ms (-3386) (- m/z 191.05 100.00%

1911
5000
91.0
372t 2300 23.50
301. : .
0 I ‘l‘H‘wH"F’LH_JH_MT‘Z?&?’ﬁ‘h&? m/z 206.10  99.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #281347: Saucernetin
206.0
5000 e .
23.00 23.50
m/z 175.10 75.32%
77.0 138.0 372.0 /
O \\\\“‘\l\h\ \\“J”\MH\J“J\\JM\\\‘\\\\‘\2\8\\7‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
206.0
= =
23.00 23.50
5000 m/z 149.00 53.69%

77.0 1380 372.0
050 287.0
P L e e
miz—> O 50 100 150 200 250 300 350 400 450 500 550

Abundance #281364: Furan, 2,5-bis(3,4-dimethoxyphenyl)tetrahydro- —— —
206.0 23.00 23.50

m/z 91.00  25.15%

5000
m ‘1 M il x.f I \ 287.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Hexacosanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24.339 3.22 ng/ul 484277  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Octacosanal 408 C28H560 022725-64-0 93
3 1,19-Eicosadiene 278 C20H38 014811-95-1 93
4 Heptadecanal 254 C17H340 1000376-70-0 91
5 Dotriacontanal 464 C32H640 057878-00-9 91
Abundance Scan 3596 (24.339 min): BP015545.D\data.ms (-3592) (- m/z 57.00 100.00%
57.0
f31 207.0 5781 362.4 ziod éiSd
0 b ALLLL L Lhill, 200 3624 4312490849 g5 6o 81.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosanal
57.0
5000 — —
24.00 24.50
m/z 43.05 77 .86%
’f4-0 362.0
O\\‘\"\\J\\\‘\l\“l\“\“]\-\8\2\.‘0\\2\\5?\.9\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— —
24.00 24.50
5000 m/z 55.00 65.65%
124.0 390.0
0 221.0 306.0
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171303: 1,19-Eicosadiene “ —
55.0 24.00 24.50
m/z 96.05 64.70%
- N\/WWM/\/VM
o \‘ [} L | 7301800 2780
R A A B o — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.739  13.91 ng/ul 2094380  Perylene-d12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91

Abundance Scan 3664 (24.739 min): BP015545.D\data.ms (-3657) (- m/z 57.05 100.00%

57.0
5000
=

‘ ’ ”1 1972 24.50 25.00
0 m_m‘ '“w_"?“’77“1“““395‘4_”“‘?%?‘”5‘4?‘ m/z 71.85 69.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
5000 S —
24.50 25.00

m/z 43.10 62.60%

127.0
"J}‘19703380
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

T
24.50 25.00

o

5000 m/z 85.10 51.56%
o 1270 2100  309.054¢
P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo- — T
57.0 24.50 25.00

m/z 55.00  23.37%

- ﬂj\d«wwﬁk/\JA\vWﬂwﬂ\
} ‘” ﬁ | 197.0 267.0 3370  449.0

ou\‘_"‘_H"‘Hw"‘w"H‘HH_Ww_ww_ — —
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_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.869 5.82 ng/ul 876040  Perylene-d12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Triacontanol 438 C30H620 000593-50-0 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 91
Abundance Scan 3686 (24.868 min): BP015545.D\data.ms (-3682) (- m/z 57.10 100.00%
57.1
- L
207.0 'e9 5 00
2811 3551 24.50 25.00
o4 { J‘Muhww ik o S AB 14759 549 T s e g6 aay
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
5000 — —=
24.50 25.00
125.0 m/z 97.10 81.56%
oLl ‘ L ‘\ |, 1960 2920 3640
‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
— ——
24.50 25.00
5000 m/z 83.10 79.68%
125.0
0 195.0 308.0
e e e T e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol - T
83.0 24.50 25.00
m/z 69.05 77.58%
B J\AW
o190/ { L ‘FF‘? 0 22202800
SRR e e AR RRRRaEEEE L P P

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_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 Heptadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.204 8.69 ng/ul 1308050  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Dotriacontanal 464 C32H640 057878-00-9 91
3 1,19-Eicosadiene 278 C20H38 014811-95-1 89
4 Nonacosanal 422 C29H580 072934-04-4 87
5 Hexacosanal 380 C26H520 026627-85-0 83

Abundance Scan 3913 (26.204 min): BP015545.D\data.ms (-3907) (- m/z 57.00 100.00%

57.0
5000
“ L

—
2600 2650

1910 2811 418.4

ol w_m_mn““““““‘355“1‘“mf‘zfﬂl‘ﬁf‘g' m/z 43.05 83.60%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141014: Heptadecanal
43.0

5000

T
26.00 26.50
m/z 82.00 79.58%

‘| 208.0
‘\\\‘“\‘\\\‘\\\l\l\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

T
26.00 26.50

o

5000 ITI/Z 96.00 58.37%
1.24.0 446.0
0 183.0 250.0 320.0381.0
T e e e e e b R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene —— —
55.0 26.00 26.50
m/z 55.00 57.88%
ob LT 1900 2700 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.727 19.85 ng/ul 2989450  Perylene-d12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Docosane, 7-hexyl- 394 (C28H58 055373-86-9 93
3 Nonacosane, 2-methyl- 422 C30H62 001560-75-4 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90

Abundance Scan 4002 (26.727 min): BP015545.D\data.ms (-3995) (- m/z 57.10 100.00%

57.1
5000

127.1
0‘u‘N‘M‘WN‘MJ‘ml‘??'wzm_2‘2‘39“‘1”ﬁ@?:l‘“f‘ﬁ“"?ﬁwﬁqﬁ"l‘ m/z 71.85 72.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
[

5000

oL O PPeeo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0

5000 m/z 85.10 53.67%
182.0
0 125.0 239.0 3090 379.0
R AR B e e e o A RAREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314339: Nonacosane, 2-methyl- = T
57.0 26.50 27.00

5000 Jk\/\/
LT 0 ame T

Ll iy |

o

L B e e e e A R R R R

T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.804  25.45 ng/ul 3832330  Perylene-di12 24.116
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 99
3 .beta.-Sitosterol 414 C29H500 000083-46-5 89
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 70
5 Campesterol 400 C28H480 000474-62-4 62
Abundance Scan 4185 (27.804 min): BP015545.D\data.ms (-4175) (- m/z 43.10 100.00%
43.1
105.0
5000 213.2
— ——
m J ‘ 27.50 28.00
0l ‘J‘ 4751 549 /7 55.00  61.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — ——
414.0 27.50 28.00
“ ‘ 2130 303.0 m/z 57.85 55.97%
O ‘\\J‘\ ‘Jl \“!“J“\h“‘\ﬂ\‘m\m\u’ﬂ\l\“\‘\““\\h\\ ‘\\\\ \\\‘\‘L\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— ——
27.50 28.00
5000 m/z 105.00 54.16%
107.0 414.0
213.0 303.0
Ot R g b b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol “ T
43.0 27.50 28.00
m/z 107.05 52.39%
5000 05.0
414.0
‘ 2130 go90
0““ ‘H““‘H‘I 271.0 — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15545.D

Acqg On : 15 Jun 2023 07:12

Operator : MA/JU

Sample : 03088-04

Misc

ALS Vvial : 40 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 20 2-Amino-.alpha.-[2-chloroph... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
28.886 169.35 ng/ul 25505100  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Amino-.alpha.-[2-chlorophenyl]... 273 C15H12CINO2 1000254-08-5 59
2 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 35
3 2-(1H-Indol-3-ylmethylene)-1H-in... 273 C18H11NO2 031060-64-7 25
4 8-Trifluoromethylcinchoninic acid 241 C11H6F3NO2 031009-01-5 25
5 Lupeol 426 C30H500 000545-47-1 22

Abundance Scan 4369 (28.886 min): BP015545.D\data.ms (-4351) (- m/z 241.20 100.00%
241.2

a1
4254
5000
P T T T
28.60 28.80 29.00
| “““I\H““”"J “\?1,1*13367\481 6548 1/7 273,15  83.69%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164710: 2-Amino-.alpha.-[2-chlorophenyl]cinnamic acid
273.0

96.0 165.0

O

28.6028.8029.00
m/z 95.10 71.44%

5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0

o

28.6028.8029.00
m/z 71.00 63.50%
5000 175.0 2070
300.0 '
243.0
o~ L T T L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164991: 2-(1H-Indol-3-yimethylene)-1H-indene-1,3(2H)- R e e AN m
28.6028.8029.00

m/z 425.35 55.29%

5000
76.0 216.0
1400 L1
! L i H N

m/z-->

o

50 100 150 200 250 300 350 400 450 500 550

28.6028.8029.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015545.D

Acqg On : 15 Jun 2023 07:12
Operator : MA/JU

Sample : 03088-04

Misc :

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@60723.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|
Aceto phenone 8.928 5.0 ng/ul 287508 1 8.087 1138190 20.0
1,3-Benzenediam... 18.281 4.7 ng/ul 760436 4 17.486 3242940 20.0
n-Hexadecanoic ... 18.345 11.2 ng/ul 1822250 4 17.486 3242940 20.0
9-Octadecenoic ... 19.457 2.6 ng/ul 426511 4 17.486 3242940 20.0
unknown-01 19.480 2.5 ng/ul 405913 4 17.486 3242940 20.0
Octadecanoic acid 19.569 3.7 ng/ul 715734 5 21.569 3828790 20.0
(DEL) Alkane: S... 21.245 4.9 ng/ul 931944 5 21.569 3828790 20.0
(DEL) Alkane: S... 22.169 4.6 ng/ul 883247 5 21.569 3828790 20.0
E-15-Heptadecenal 22.204 6.1 ng/ul 1165940 5 21.569 3828790 20.0
Piperenone 22.280 5.2 ng/ul 985238 5 21.569 3828790 20.0
Docosanoic acid 22.551 3.1 ng/ul 594540 5 21.569 3828790 20.0
1,19-Eicosadiene 22.969 3.6 ng/ul 547508 6 24.116 3012060 20.0
Saucernetin 23.133 9.3 ng/ul 1400590 6 24.116 3012060 20.0
Hexacosanal 24.339 3.2 ng/ul 484277 6 24.116 3012060 20.0
(DEL) Alkane: S... 24.739 13.9 ng/ul 2094380 6 24.116 3012060 20.0
(DEL) Alkane: S... 24.869 5.8 ng/ul 876040 6 24.116 3012060 20.0
Heptadecanal 26.204 8.7 ng/ul 1308050 6 24.116 3012060 20.0
(DEL) Alkane: S... 26.727 19.9 ng/ul 2989450 6 24.116 3012060 20.0
.gamma.-Sitosterol 27.804 25.4 ng/ul 3832330 6 24.116 3012060 20.0
2-Amino-.alpha.... 28.886 169.3 ng/ul 25505100 6 24.116 3012060 20.0
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