LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc :

ALS Vvial : 50 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@15556.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.417 204 209 213 rBV 54333 67454 0.16% 0.083%
2 7.246 683 690 704 rBV 196335 395337 0.96% 0.486%
3 7.410 712 718 726 rBV 178199 286114 0.69% 0.352%
4 7.610 744 752 762 rBV 230046 398150 ©.97% 0.489%
5 8.087 822 833 848 rBV 530738 858644 2.08% 1.055%
6 8.805 949 955 967 rBV 244969 440797 1.07% 0.542%
7 8.922 969 975 986 rVB 146823 251624 0.61% 0.309%
8 9.263 1025 1033 1048 rBV 228853 414044 1.00% 0.509%
9 9.993 1150 1157 1169 rBV 205218 360070 0.87% 0.442%
10 10.540 1244 1250 1271 rBV 253084 519990 1.26% 0.639%
11 10.916 1307 1314 1320 rBV 777732 1307693 3.17% 1.607%
12 10.963 1320 1322 1332 rVB2 27888 42690 0.10% 0.052%
13 11.063 1332 1339 1354 rBV 118488 266771 ©.65% 0.328%
14 14.134 1854 1861 1867 rBV 634352 877825 2.13% 1.079%
15 14.428 1903 1911 1927 rBV 585762 976542  2.37%  1.200%
16 14.728 1951 1962 1970 rBV 1212438 1849409 4.49% 2.273%
17 14.957 1995 2001 2018 rBV2 73510 228240 ©.55% 0.280%
18 15.134 2026 2031 2039 rVB3 29922 52644 0.13% 0.065%
19 15.722 2124 2131 2138 rBV 858922 1274395 3.09% 1.566%
20 15.851 2147 2153 2163 rBV 204183 323977 0.79% 0.398%
21 16.086 2187 2193 2203 rVB2 84485 131471 0.32% 0.162%
22 16.651 2285 2289 2300 rVB4 26133 51515 0.12% 0.063%
23 17.357 2405 2409 2417 rBV 57768 90827 0.22% 0.112%
24 17.428 2417 2421 2425 rBV4 35730 46747 0.11% ©0.057%
25 17.486 2425 2431 2436 rVV 1602843 2456498 5.96% 3.018%
26 17.528 2436 2438 2443 rVW 230374 343353 0.83% 0.422%
27 17.586 2443 2448 2461 rVV2 794192 1289233 3.13% 1.584%
28 17.828 2485 2489 2493 rBV3 36334 47331 0.11% ©0.058%
29 18.280 2561 2566 2572 rBV2 214166 339506 0.82% 0.417%
30 18.345 2572 2577 2583 rBV 1076761 1351614 3.28% 1.661%
31 18.533 2605 2609 2613 rBV5 47230 78358 0.19% 0.096%
32 18.628 2620 2625 2632 rBv4 46135 110477 0.27% 0.136%
33 18.828 2655 2659 2661 rBV2 32210 50420 0.12% 0.062%
34 18.875 2665 2667 2670 rVV3 44644 56026 ©0.14% 0.069%
35 18.910 2670 2673 2677 rVB 47986 62935 0.15% 0.077%
36 18.980 2683 2685 2690 rBV5 25420 45482 0.11% ©0.056%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc :

ALS Vvial : 50 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 19.227 2723 2727 2731 rBV2 60891 83244 0.20% 0.102%
38 19.433 2758 2762 2764 rBV 244517 310433 0.75% 0.381%
39 19.480 2764 2770 2778 rVB 691320 1115414 2.71% 1.371%
40 19.569 2781 2785 2792 rBV 394073 471662 1.14% 0.580%
41 19.810 2819 2826 2829 rBV 537372 813501 1.97% 1.000%
42 20.304 2904 2910 2918 rVB2 132258 280747 0.68% 0.345%
43 20.416 2926 2929 2932 rBv2 47930 54668 0.13% 0.067%
44 20.616 2960 2963 2969 rBV3 99889 167303 0.41% 0.206%
45 20.780 2988 2991 2995 rBV 97362 119748 ©.29% 0.147%
46 21.051 3034 3037 3040 rBV 69560 85425 0.21% 0.105%
47 21.245 3066 3070 3076 rVB2 481870 707495 1.72% 0.869%
48 21.569 3118 3125 3129 rBV2 1956813 3169163 7.69%  3.894%
49 21.610 3129 3132 3137 rVB 260287 345413 0.84% 0.424%
50 22.169 3224 3227 3230 rBV 216728 264501 0.64% 0.325%
51 22.204 3230 3233 3243 rVB3 251641 500246 1.21% 0.615%
52 23.286 3412 3417 3421 rBV 490077 703966 1.71% 0.865%
53 23.333 3421 3425 3426 rBV 185296 230374 0.56% 0.283%
54 23.957 3526 3531 3537 rVB2 269979 532194 1.29% 0.654%
55 24.115 3552 3558 3569 rVB 1037902 2159504 5.24%  2.654%
56 24.739 3658 3664 3676 rVB 790315 1731264 4.20% 2.127%
57 26.204 3909 3913 3927 rVB3 383232 973456  2.36% 1.196%
58 26.733 3995 4003 4027 rVB3 984749 3814397 9.26% 4.687%
59 27.809 4176 4186 4207 rVB4 785319 3789917 9.20% 4.657%
60 28.903 4351 4372 4388 rVB3 8540058 41213493 100.00% 50.642%

Sum of corrected areas: 81381731
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Jun 2023 15:19
: MA/JU
. 03088-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
BPO15556.D

: 50 Sample Multiplier: 1

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

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015556.D\data.ms
8000000
6000000
4000000
2000000
8.087 10.916
24 10 8. 9.263 . 10.540
0\\‘\\\\‘\\%.\4.]‘-7\\\\’\\\\‘\\\\‘\\\\’\\\\‘\7\/2\\”.%1‘?\\\‘\\\\‘\\%%2\\/\\\‘\\\9\9‘9\3\\\‘/\\%@\3\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 11.50
Abundance TIC: BP015556.D\data.ms
8000000
6000000
4000000
2000000 17.486
14.728 18.345
14.134 428 15.722 17.586 19.4890 510 ,
0 || hags234 ];/E?ﬁép% 16651  17A&% 528 18298 soummmme. il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘A\\ﬁ‘\\\\‘\\\\f\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16,50 17.00 1750 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015556.D\data.ms
28.903
8000000
6000000
4000000
21.569
2000000 24.115 26.733
24.739 27.809
21245610 22 TEH 23286, 5395 26.204
A1630.05 e M\ S
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50

Sample Multiplier: 1

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

Quant Title

TIC Library

: 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 1 Aceto phenone

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.922 5.86 ng/ul 251624  1,4-Dichlorobenzene-d4 8.087
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetophenone 120 C8H80 000098-86-2 94
2 Acetophenone 120 C8H80 000098-86-2 91
3 Acetophenone 120 C8H80 000098-86-2 91
4 Acetophenone 120 C8H80 000098-86-2 91
5 Acetophenone 120 C8H80 000098-86-2 91

5000

o

Abundance Scan 975 (8.922 min): BP015556.D\data.ms (-969) (-)
10

5.0

| 165.0 266.8 368.9 447.5 515.0

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

Abundance

5000

.H N

10

#10650: Acetophenone
5.0

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

Abundance

5000

43,0

AL

10

#10645: Acetophenone
5.0

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

Abundance

5000

43
I

10

#10648: Acetophenone
5.0

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

m/z 104.95 100.00%

L

8.60 8.80 9.00 9.20

m/z 76.95 84.38%

1

8.60 8.80 9.00 9.20

m/z 51.00  28.05%

e

8.60 8.80 9.00 9.20

m/z 119.95 20.16%

8.60 8.80 9.00 9.20

m/z 49.95 14.45%

ol

860880900920
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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_P\Data\BP061423\

BPO15556.D

: 15 Jun 2023 15:19
: MA/JU

. 03088-13

: 50 Sample Multiplier: 1

hod : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.MA.M

le : SVOA CALIBRATION

ry : 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 11
R.T. EstConc Area Relative to ISTD R.T.
18.281 2.76 ng/ul 339506  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
,3-Benzenediamine, 2,4-dinitro-... 350 C13H17F3N404 029091-21-2 87
,3-Benzenediamine, 2,4-dinitro-. 350 C13H17F3N404 029091-21-2 81
-{[4-(Trifluoromethoxy)phenyl]a... 321 C11H10F3N30S2 1000507-70-1 49

umaric acid, monoamide, N-(2,5-. 321 C17H23NO05
yclohexanone, 2-(2-nitro-1(5H)-... 321 C18H15N303

1000345-40-2 46
021589-32-2 41

5000

m/z-->

Abundance Scan 2566 (18.280 min): BP015556.D\data.ms (-2561) (-

55.0

215.9

Julx AWM\\

321.1

429.1 494.0

0 50 100 150 200 250 300

350 400 450 500 550

Abundance

5000

m/z-->

#259015: 1,3-Benzenediamine
32

43.0

148.0 216.0 \
h Il \\ L " nhhl“nn\h l” \\ml Ao J | \

2,4-dinitro-N3,N3-dipropy
1.0

0 50 100 150 200 250 300

350 400 450 500 550

Abundance

5000

m/z-->

#259017: 1,3-Benzenediamine,
32

43.0

141.0 216.0 H
Al ]

2,4-dinitro-N3,N3-dipropy
1.0

0 50 100 150 200 250 300

350 400 450 500 550

Abundance

5000

m/z-->

69.0
189.0

‘MAMJFW kﬂ\ MWﬁ7O\

#225202: 5-{[4-(Trifluoromethoxy)phenyllamino}-1,3,4-thi
321.0

\

m/z 55.00 100.00%

-

T
18.00 18.50

m/z 41.05 91.69%

:

18.00 18.50

m/z 321.10 80.10%

—— ——
18.00 18.50

m/z 43.00 63.84%

.

18.00 18.50

m/z 69.00 53.90%

0 50 100 150 200 250 300

350 400 450 500 550

:

18.00 18.50

SFAM-EPA-BP060723.MA.M Wed Jun 21 03:34:01 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 11.00 ng/ul 1351610 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 Tridecanoic acid 214 C13H2602 000638-53-9 95

Abundance Scan 2577 (18.345 min): BP015556.D\data.ms (-2572) (- m/z 73.00 100.00%

3

5000 rj}\\f~
213.2 = =
“‘ ‘ 18.00 18.50
ob MMLLLEPR Ly |\ 28103410 415047615007 1" 43 60 g9.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T 7 1
18.00 18.50
H 213.0 m/z 59.95 84.89%
‘\\\"\l\‘u‘\h\h\\!“l\!\\]\\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid
430 256.0
— =
18.00 18.50
5000 m/z 41.00 72.54%
129.0
{1 ITAEE)
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143509: n-Hexadecanoic acid = T
43.0 18.00 18.50
m/z 55.00 70.71%
5000 256.0
129.0
HIIAROECY: -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50

Quant Method
Quant Title

TIC Library

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 4 10E,12Z-Octadecadienoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
19.433 2.53 ng/ul 310433  Phenanthrene-d10 17.486
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 97
3 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 97
4 Linoelaidic acid 280 C18H3202 000506-21-8 93
5 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 91

Abundance Scan 2762 (19.433 min): BP015556.D\data.ms (-2758) (- m/z 67.00 100.00%
67.0
' 1950
209.1 280.1 355.2 :
_HIJ,H “ 'ﬁ'n“! Mo b e o 014909549 /7 55 00 84.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid
67.0
5000 T
19.50
m/z 81.00 77 .99%
h 280.0
‘\\ll\“"m \\ l\\F\"\“l ‘l%‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
e
19.50
5000 m/z 41.00 70.47%
P 280.0
M0
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)- —
67.0 19.50
m/z 95.00 54.55%
5000
280.0
hlfl%o L
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@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 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 5 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
19.569 2.98 ng/ul 471662  Chrysene-d12 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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2785 (19.569 min): BP015556.D\data.ms (-2781) (- m/z 73.00 100.00%

241.2 S
Wil ]
0l u”m‘m‘M«\H “‘3‘5‘5“9“4‘2‘?‘?‘49‘19”_ m/z 43.05 97.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 —— |
19.50
“ 1850 284.0 m/z 59.95 84.97%
\‘H\ ‘IH NH. | ‘

Tt H’\H\‘H\\‘HH‘\H\‘H\\‘HH‘\H\‘\H\‘HH‘\

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

o

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

Abundance #179091: Octadecanoic acid
43.0
I [
19.50
5000 129.0 m/z 57.85 83.31%
284.0
J\w “MMn\\\ llw ’ L

Abundance #179090: Octadecanoic acid —
43.0 19.50
m/z 55.00 77.48%
5000
12
T 0 284.0
‘ xmkm“.\ﬁx‘\ L 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@15556.D

Acqg On : 15 Jun 2023 15:19

Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.245 4.46 ng/ul 707495  Chrysene-di12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 93
2 Cyclohexadecane 224 C16H32 000295-65-8 92
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
4 Pentacos-1-ene 350 C25H50 016980-85-1 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90

Abundance Scan 3070 (21.245 min): BP015556.D\data.ms (-3066) (- m/z 57.05 100.00%

57.0
5000
228.1

-
L 21.00 21.50
Ol L 3279 4151 5853 /. 43.00 84.70%

[
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #155961: 1-Nonadecene

97.0

5000

¢ T
P e

T
21.00 21.50
m/z 55.00 76.30%

27‘.)f1:‘l-§‘8.0f266.0
m/z--> 0 50 100150 200 250300 350400 450500550 600 650
Abundance #104594: Cyclohexadecane
55.0

T
21.00 21.50
5000 m/z 83.05 69.44%

5.0
‘ l 224.0
e
m/z--> 0 50 100150200 250300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7
57.0 21.00 21.50
m/z 69.00 68.81%

h MA/AM\
| %Ff?‘ 2520 5690 648.(

T \
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\

Library Search Compound Report

BPO15556.D

: 15 Jun 2023 15:19
: MA/JU

. 03088-13

: 50 Sample Multiplier: 1

le

ry

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP060723.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 7 (DEL) Alkane: Cyclic22.204 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.204 3.16 ng/ul 500246  Chrysene-d12 21.569
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3233 (22.204 min): BP015556.D\data.ms (-3230) (- m/z 55.00 100.00%

58.0
5000

125.1 — —

1 1900750 3561 spaners 2200 2250
AR S ey BP0 42914912 s 83110

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #87654: Cyclopentadecane
55.0

5000 — ——
22.00 22.50
m/z 97.05 93.50%
Lo, s
‘\\L “\\\\‘\\\\‘}‘\\\\’1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179253: n-Nonadecanol-1
83.0
—— —
22.00 22.50
5000 m/z 69.05 93.09%
wol ||| gse0 2380
rer e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
\

Abundance #244230: 1-Tetracosene ‘ ‘ —
55.0 22.00 22.50
m/z 57.10 92.38%
5000
125.0
\} 336.0
BB 1t T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.739 16.03 ng/ul 1731260  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3664 (24.739 min): BP015556.D\data.ms (-3658) (- m/z 57.10 100.00%

57.1
5000

I
‘ 1 \’137'1 197.2 2821 3653 4612 549 24:50 2590
O AL L S PR e S e m/z 71.18  72.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- L
57.0

5000 —— ——
24.50 25.00

m/z 43.05 62.92%

239.0
\\\‘\‘\\\I‘J-\F\\\‘\1\\‘\\\l\‘\\2\9\6‘\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #345481: Dotriacontane, 1-iodo-
57.0

T
24.50 25.00

5000 m/z 85.10 52.24%
‘ 1
T 0 a0 sa7e  wso JL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane T Y
57.0 24.50 25.00

m/z 55.00 24.71%

- Mjb\m
|| 2270 1970 281.0 394.0

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@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 Oxirane, hexadecyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.204 9.02 ng/ul 973456  Perylene-di2 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
2 Tetradecanal 212 C14H280 000124-25-4 90
3 Tetradecanal 212 C14H280 000124-25-4 87
4 Cyclohexane, (1-hexadecylheptade... 547 C39H78 055517-75-4 86
5 13-Methyltetradecanal 226 C15H300 075853-51-9 78

Abundance Scan 3913 (26.204 min): BP015556.D\data.ms (-3909) (- m/z 57.00 100.00%

57.0
5000

—

37.0 26.00 26.50
241.2 418.4

| Al 3290 489.2548.1 1, 43,00  81.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158578: Oxirane, hexadecyl-
82.0

5000 — E—
26.00 26.50

m/z 82.00 76.16%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90088: Tetradecana
57.0

T
26.00 26.50
5000 m/z 96.00 58.85%

e WJLW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90085: Tetradecanal T ——
57.0 26.00 26.50

m/z 55.00 54.49%

‘\Hll i JU

Ll

T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.00 26.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP061423\

Data File : BP@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
26.733  35.33 ng/ul 3814400  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 97
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 93
4 Docosane, 7-hexyl- 394 C28H58 055373-86-9 93
5 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 93

Abundance Scan 4003 (26.733 min): BP015556.D\data.ms (-3995) (- m/z 57.05 100.00%

57.0
5000

|| 271 1972 2803 4004 2650 290
o“«_nﬂ bbby 05 2803 40044612 5360 n/; 71.10  68.98%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — =
26.50 27.00

m/z 43.10 64.05%

LTS, 570 2670 3380
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0

2&50 2%00
5000 ITI/Z 85.10 51.49%
|| 70 2100  309.0546,
m/z--> Sb 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #307034: Octacosane, 2-methyl- = —
57.0 26.50 27.00

m/z 55.05 26.02%

5000
365.0
R

Ll I

\ 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@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 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 11 .gamma.-Sitosterol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
27.809 35.10 ng/ul 3789920  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 93
3 .beta.-Sitosterol 414 C29H500 000083-46-5 93

020194-50-7 52
029365-29-5 50

4 (3S,8S,95,10R,13R,14S,17R)-17-((... 428 C3@H520
5 (3S,8S,9S,10R,13R,145,17R)-17-((... 414 C29H500

Abundance Scan 4186 (27.809 min): BP015556.D\data.ms (-4176) (- m/z 43.05 100.00%

43.0
107.1
5000 2132
— ——
Hm “ 27.50 28.00
ol LA 47335350 /7 s55.00  61.83%
miz--> 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
213.0 303.0 m/z 57.85 53.76%

7.0
!

i

|
‘ TTT [ LB ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol
43.0

=

“ ‘ ‘
27.50 28.00
5000 m/z 107.05 53.71%

il HI JH

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

414.0
Al
pl

-

Abundance #310596: .beta.-Sitosterol — ‘ ‘
43.0 27.50 28.00
m/z 105.00 51.68%
5000
107.0 414.0
‘HH 2130 3030

. “\‘HMLHMH el
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@15556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS vial : 50 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 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.904 381.69 ng/ul 41213500  Perylene-di12 24.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D:C-Friedo-B':A'-neogammacer-9(1... 440 C31H520 004555-56-0 50
2 9,19-Cyclolanost-25-en-3-0l1, 24-... 440 C31H520 000511-61-5 35
3 propanedinitrile, 2-[2-(3-methyl... 241 C11H7N5S 1000396-51-8 11
4 3-Bromo-4-hydroxy-5-methoxypheny... 241 C9H8BrNO2 081038-44-0 11
5 benzenamine, 2,6-dimethyl-N,N-di... 273 C20H19N 1010401-78-4 11
Abundance Scan 4372 (28.903 min): BP015556.D\data.ms (-4351) (- m/z 241.15 100.00%
241.2
95.1
425.4
5000
59.1
R EE e ERREa
28.60 28.80 29.00
ST ESE -
o A W TNET w2 ‘\‘ b 48465421 y/7 273,15 84.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 TT [T T T [T i rrrr 1
28.60 28.80 29.00
F890 m/z 95.10 67.61%
‘\UMJMUHM bbldy ssso] f|
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #322350: 9,19-Cyclolanost-25-en-3-ol, 24-methyl-, (3.bet
69.0
N AR EER R
28.60 28.80 29.00
5000 1750 m/z 71.10 63.32%
’ 407.0
H 300.0
’ TP
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #124457: propanedinitrile, 2-[2-(3-methyl-2(3H)-benzothié R REEEE
149.0 241.0 28.60 28.80 29.00
m/z 425.35 60.42%
5000
69.0
sl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.60 28.80 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP061423\
Data File : BP015556.D

Acqg On : 15 Jun 2023 15:19
Operator : MA/JU

Sample : 03088-13

Misc

ALS Vvial : 50 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 8.922 5.9 ng/ul 251624 1 8.087 858644 20.0
1,3-Benzenediam... 18.281 2.8 ng/ul 339506 4 17.486 2456500 20.0
n-Hexadecanoic ... 18.345 11.0 ng/ul 1351610 4 17.486 2456500 20.0
10E,12Z-Octadec... 19.433 2.5 ng/ul 310433 4 17.486 2456500 20.0
Octadecanoic acid 19.569 3.0 ng/ul 471662 5 21.569 3169160 20.0
(DEL) Alkane: S... 21.245 4.5 ng/ul 707495 5 21.569 3169160 20.0
(DEL) Alkane: C... 22.204 3.2 ng/ul 500246 5 21.569 3169160 20.0
(DEL) Alkane: S... 24.739 16.0 ng/ul 1731260 6 24.116 2159500 20.0
Oxirane, hexade... 26.204 9.0 ng/ul 973456 6 24.116 2159500 20.0
(DEL) Alkane: S... 26.733 35.3 ng/ul 3814400 6 24.116 2159500 20.0
.gamma.-Sitosterol 27.809 35.1 ng/ul 3789920 6 24.116 2159500 20.0
D:C-Friedo-B':A... 28.904 381.7 ng/ul 41213500 6 24.116 2159500 20.0
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