LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc :

ALS Vvial : 57 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-BP062623.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15889.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.376 28 32 40 rVB 54694 80327 0.13% 0.048%
2 3.823 105 108 122 rBV 403806 734801 1.19% 0.438%
3 3.923 122 125 131 rVB 44246 64547 0.10% 0.038%
4 4.040 140 145 150 rVB 50029 78060 0.13% 0.047%
5 5.117 325 328 336 rVB 47835 75841 0.12% 0.045%
6 7.234 681 688 705 rBV 613176 1570154 2.54% 0.936%
7 7.375 706 712 740 rVB 706440 1327083 2.14% 0.791%
8 7.581 740 747 766 rBV 860456 1640339 2.65% 0.978%
9 8.046 820 826 844 rBV 825708 1645067 2.66% 0.981%
10 8.793 942 953 969 rBvV 643195 1675422 2.71% 0.999%
11  9.240 1022 1029 1046 rBV 770761 1638382 2.65% 0.977%
12 9.969 1144 1153 1176 rBV 533854 1400705 2.26% 0.835%
13 10.546 1242 1251 1288 rBV 595752 2036838 3.29% 1.214%
14 10.881 1300 1308 1326 rBV 1251194 2480301 4.01% 1.479%
15 11.069 1333 1340 1369 rBV 212317 773605 1.25% 0.461%
16 13.575 1758 1766 1776 rVV 56413 117335 ©0.19% 0.070%
17 14.11e0 1851 1857 1870 rVV 1887115 3140902 5.07% 1.872%
18 14.398 1897 1906 1921 rBV 2364949 3808713 6.15% 2.270%
19 14.698 1951 1957 1974 rBV 1998155 3265899 5.27% 1.947%
20 14.987 2000 2006 2024 rBV3 269768 1037870 1.68% 0.619%
21 15.116 2024 2028 2037 rVB7 39904 112811 0.18% 0.067%
22 15.698 2120 2127 2144 rBV 2827468 4705780 7.60% 2.805%
23 15.869 2150 2156 2180 rVB 408233 1003524 1.62% 0.598%
24 16.069 2184 2190 2199 rBV 637250 1017276 1.64% 0.606%
25 16.622 2278 2284 2295 rVV 130650 217662 ©.35% 0.130%
26 17.198 2374 2382 2389 rBV 540481 755258 1.22% 0.450%
27 17.310 2394 2401 2404 rBV2 105638 171755 ©0.28% 0.102%
28 17.463 2421 2427 2432 rBV 2490349 3624121 5.85% 2.160%
29 17.563 2439 2444 2457 rVB2 2411875 3946406 6.37% 2.353%
30 18.092 2531 2534 2538 rVB2 59195 73443  0.12% 0.044%
31 18.204 2549 2553 2557 rBV 114147 158752  0.26% 095%
32 18.263 2558 2563 2568 rBV 1494446 1941098 3.13% 157%

33 18.322 2568 2573 2591 rVB 4979595 7091358 11.45%

(ORI S )
N
N
N
3R

34 18.581 2614 2617 2625 rVB2 75326 127955 0.21% 076%
35 18.957 2678 2681 2688 rVB3 50188 95763 ©.15% 057%

36 19.192 2717 2721 2726 rBV2 106858 155478 ©.25% 0.093%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc :

ALS Vvial : 57 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-BP062623.MA.M
Title : SVOA CALIBRATION
37 19.298 2733 2739 2743 rBV2 108438 200773 ©0.32% 0.120%
38 19.404 2753 2757 2758 rBV2 374412 450638 0.73% 0.269%
39 19.428 2758 2761 2763 rVV2 446688 641363 1.04% 0.382%
40 19.451 2763 2765 2775 rVB2 504799 1013261 1.64% 0.604%
41 19.539 2776 2780 2786 rBV 1334848 1741485 2.81% 1.038%
42 19.786 2811 2822 2837 rVB 3348654 6350478 10.26% 3.786%
43 20.263 2899 2903 2909 rBV 348448 453594 0.73% 0.270%
44 20.486 2938 2941 2946 rVB2 242192 279526 ©.45% 0.167%
45 20.586 2955 2958 2964 rVB2 248915 379368 0.61% 0.226%
46 20.745 2982 2985 2990 rBV3 185742 260587 0.42% 0.155%
47 21.222 3059 3066 3073 rBV2 1242654 2342837 3.78% 1.397%
48 21.516 3113 3116 3117 rBV2 224262 251622 ©0.41% 0.150%
49 21.551 3118 3122 3133 rVB2 1908206 3152483 5.09% 1.879%
50 22.122 3216 3219 3224 rVB 668402 784716 1.27% 0.468%
51 22.175 3225 3228 3235 rVB 458910 726575 1.17% 0.433%
52 22.916 3351 3354 3359 rVB 321354 427137 0.69% 0.255%
53 23.227 3402 3407 3413 rVB 1554532 2458594 3.97% 1.466%
54 23.322 3418 3423 3440 rVB4 634548 1703122 2.75% 1.015%
55 23.927 3521 3526 3541 rVB2 1580303 3656687 5.91% 2.180%
56 24.092 3549 3554 3567 rVB 1229914 2758614 4.46% 1.644%
57 24.663 3644 3651 3663 rVB 2407870 5481862 8.85% 3.268%
58 26.116 3893 3898 3910 rVB 834704 2145477  3.47% 1.279%
59 26.627 3977 3985 3993 rBV 2219781 6635388 10.72% 3.955%
60 27.733 4164 4173 4188 rVB4 1907251 7747551 12.51% 4.618%

61 28.809 4339 4356 4374 rVB 12574142 61917536 100.00% 36.910%

Sum of corrected areas: 167751905
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 01 Jul 2023 18:13
: MA/JU
: 03242-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP©15889.D

: 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BP015889.D\data.ms
1.2e+07
1e+07
8000000
6000000
4000000
2000000 a7l 8,046 0,240 10.881
3533 7. : 8.793 9. 9.969 10.546 ﬁ
O%%7F\\i‘\c\)\\‘\\\\’5\]-]\-7\\‘\\\\‘\\\\’\\\\‘\\/\\/\k‘/\\\\\‘/\\\\\‘\\\\‘\\\\‘\\\\%\\%\?%?\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP015889.D\data.ms
1.2e+07
1e+07
8000000
6000000
18.322
4000000 19.786
9B, 698 e 12583
2000000 14.110') 1% 18. 19.539
69 20.2884:
0 13.575 [L‘ 1438116 ég% 16.622 18.69704.8.58118.95% J%ﬂ I ire
\‘\\\\‘\\\\‘\\\\‘A\\\\‘\\\\‘\\\\\\\\‘\\\\ \\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘
Time-> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 1600 1650 1700 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP015889.D\data.ms
28.809
1.2e+07
1e+07
8000000
6000000
4000000
24.663 26.627 27733
21.551 23.227 2392704,
21.222 : 26.116
2000000 2 d 2B 201623322 4//\/
BG4S . A NN N
0 T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26,50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.069 6.23 ng/ul 1017280  Acenaphthene-d10 14.698
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 86
Abundance Scan 2190 (16.069 min): BP015889.D\data.ms (-2184) (- m/z 105.00 100.00%
105.0
5000 182.1 K
\
29 1600
Ofrobid | L 266,9325.0 400946085201 n/; 77.00  69.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 T
1600
m/z 182.10  48.24%
270 i L |
\\\1‘\\\\‘\\\\’\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
U \
16.00
5000 1820 m/z 50.95 28.25%
270 | -
e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0 1600
m/z 50.00 9.03%
182.0
5000
e A L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:15 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 2 Tris(2-chloropropyl) phosphate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
'17.198  4.17 ng/ul 755258 Phenanthreme-dio 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Tris(2-chloropropyl) phosphate 326 COH1BCL304P  @@6145-73-9 90

2 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 87
3 2-Propanol, 1-chloro-, phosphate... 326 C9H18C1304P 013674-84-5 76

4 Bis(1-chloro-2-propyl)(3-chloro-... 326 C9H18C1304P 137909-40-1 62
5 1-Methylbutyl methylphosphonoflu... 168 C6H14F02P 1010510-51-9 38
Abundance Scan 2382 (17.198 min): BP015889.D\data.ms (-2374) (- m/z 98.90 100.00%
41.0 98.9
5000
156.9
] T
J “ 1l 2%5 0 27\6 9 17.00 17.50
Ol u‘swwm b 3419 4151477.0535.0 /7 a1.00  95.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232388: Tris(2-chloropropyl) phosphate
125.0
41.0
5000
17 00 17 50
201.0 277.0 m/z 125.00  88.77%
‘\\\HL“\‘\“\\ \‘\\l\‘l\\L\\‘L\‘\\H\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232391: 2-Propanol, 1-chloro-, phosphate (3:1)
125.0
—— —r—
17.00 17.50
5000 ITI/Z 156.95 35.15%
201.0 277.0
450 ‘ ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232392: 2-Propanol, 1-chloro-, phosphate (3:1) e e
125.0 17.00 17.50
m/z 200.95 32.13%
5000
41.0 2010 2770
L A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@15889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M

Quant Title : SVOA CALIBRATION

TIC Libra

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 3 Palmitoleic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.263 10.71 ng/ul 1941100  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Palmitoleic acid

2 Hexadecenoic acid, Z-11-
3 9-Hexadecenoic acid

4 Palmitoleic acid

254 C16H3002
254 C16H3002
254 C16H3002
254 C16H3002

000373-49-9 94
002416-20-8 91
002091-29-4 90
000373-49-9 90

5 Myristoleic acid 226 C14H2602 000544-64-9 83

Abundance Scan 2563 (18.263 min): BP015889.D\data.ms (-2558) (- m/z 55.00 100.00%

58.0
5000
——

18.00 18.50

31 2362
‘ Aoy 207 8411399145885193 1., 4100  56.41%

L
Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid
55.0
5000 — —
18.00 18.50

} m/z 69.60  53.24%
Ii

236.0
‘\\ll\“’ \H\“‘\h\“ﬂ\‘\\\“‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
—

U'I

18.00 18.50
5000 ITI/Z 83.00 33.95%
ml 236.0
W‘”MJM"m”w‘”\”JW‘”‘V‘”!”‘W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140798: 9-Hexadecenoic acid Py R
55.0 18.00 18.50

m/z 97.05 27.00%

‘l \4 lH\mm 175.02°%0 JL

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\BP063023\
Data File : BP©15889.D

Acqg On : 01 Jul 2023 18:13

Operator : MA/JU

Sample : 03242-03

Misc

ALS vial : 57

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.322  39.13 ng/ul 7091360  Phenanthrene-d10 17.463
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2573 (18.322 min): BP015889.D\data.ms (-2568) (-
73.0

m/z 73.00 100.00%

—

5000
2132 T ‘
W‘ 30 18.00 18.50
ol b LESS HM 18819 355.1415.1472.8533.8  n/; 43.00  87.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ! T

T
18.00 18.50
m/z 60.00 86.08%

213 0
y‘ lﬂ M‘\ AL l

| |

[T \\‘\\\r‘\r\\‘\\‘\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

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

Abundance #143509: n-Hexadecanoic acid
43.0
— ——
18.00 18.50
5000 256.0 m/z 57.05 67.98%
129.0

Lk W n ‘ H?Hb

: =~

Abundance #143508: n-Hexadecanoic acid
3
43.0 256.0 18.00 18.50
m/z 41.00 67.75%
5000
129.0
‘MNM"\}?¢b — =t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:
BP015889.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

: 01 Jul 2023 18:13
: MA/JU
: 03242-03

: 57 Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 9,12-Octadecadienoic acid (... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.404 2.49 ng/ul 450638  Phenanthrene-d10 17.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 98
3 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 97
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 96
5 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 94

Abundance Scan 2757 (19.404 min): BP015889.D\data.ms (-2753) (- m/z 67.00 100.00%
67.0
5000 ¢
1950
l .
0k M ‘\ *Lhm b 2000 29013388 4200 8381 .. 3100  80.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 T
19.50
m/z 55.00 71.58%
‘F 280.0
\\\"“‘4” ‘\“‘J\\m\"l\%]\-\sa‘o\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173566: Linoelaidic acid
67.0
e
19.50
5000 m/z 41.00 60.41%
’ } 280.0
mwM‘\l_nm.‘1959”_‘1\‘_“_W_HWH_
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #173580: (9E,11E)-Octadecadienoic acid ——
67.0 19.50
m/z 95.00 52.44%
5000
H } k 280.0
R DTN S
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 01
Operator : MA/
Sample : 032

Misc
ALS vial : 57

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP063023\
15889.D

Jul 2023 18:13

Ju

42-03

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9

R.T. EstConc Area Relative to ISTD R.T.
19.539 11.05 ng/ul 1741496  Chrysene-d12 21.551
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 95

Abundance Scan 2780 (19.539 min): BP015889.D\data.ms (-2776) (-

3

m/z 73.00 100.00%

%

5000
185.1
Hl ‘ \ 284 1 3728 19.50
o bbb Ll b Lo L 431.0488.9549. 0 43,00 93.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — ‘
19.50
’ 284.0 m/z 59.95 85.02%
‘\\"\ " Hh“hll“l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
] 1 \
19.50
5000 m/z 57.00 77.70%

185 0 284.0
Il Ly \ ‘

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

—

Abundance #179093: Octadecanoic acid
73.0 19.50
m/z 55.00 70.95%
5000 284.0
185.0
|, ‘Hm\.\ o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:22 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 16
R.T. EstConc Area Relative to ISTD R.T.

20.263 2.88 ng/ul 453594  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 10-Methylnonadecane 282 C20H42 056862-62-5 87
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 87
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2903 (20.263 min): BP015889.D\data.ms (-2899) (- m/z 57.00 100.00%

57.0
5000

_-—
2000 2050
1271 2161
"wthyw“w‘H"H‘w??%?ugﬁﬁﬁ‘ﬁg%?u‘ﬁ¥79“ m/z 43.00  69.38%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

5000 — e
20.00 20.50

m/z 71.05 63.35%

1132272 3970 2550
\\\\‘\\\\‘\\\\‘\\\\‘f\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176388: 10-Methylnonadecane
57.0

—
20.00 20.50
5000 m/z 85.00 45.51%

154.0
U oo
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #206621: Sulfurous acid, 2-propy! tridecyl ester —— ——
43.0 20.00 20.50

m/z 55.00  32.43%

o

5000

||| 110 1820

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:23 2023 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 01

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP©15889.D

Jul 2023 18:13

: MA/JU
: 03242-03

. 57

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 8 Eicosanoic acid Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.586 2.41 ng/ul 379368 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 99
2 Eicosanoic acid 312 C20H4002 000506-30-9 96
3 Eicosanoic acid 312 C20H4002 000506-30-9 96
4 Heptadecanoic acid 270 C17H3402 000506-12-7 93
5 Heptadecanoic acid 270 C17H3402 000506-12-7 93

Abundance Scan 2958 (20.586 min): BP015889.D\data.ms (-2955) (- m/z 43.00 100.00%

9.

5000

?‘

129.0
i, 2259, s o
A MR L ) 32693808 462.9 549 p 73,00 97.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214911: Eicosanoic acid
73.0
5000 S
312.0 20.50
' m/z 57.00 87.73%
‘ 185.0
J IL,HMH 12500,

‘\H\"\ T H\w\rr\‘\H\[HH“H\|HH|HH|HH|HH|\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214912: Eicosanoic acid

43.0

3

20.50
5000 m/z 60.00 78.59%

129.0
’ 312.0
L

\MKMHJ\F\\... |

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

-

Abundance #214913: Eicosanoic acid
43.0 20.50
m/z 55.00 72.27%
5000 129.0
“ 312.0
I SR -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:24 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS vial : 57

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
21.222 14.86 ng/ul 2342840  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 (C24H48 010192-32-2 98
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 96
3 1-Tetracosene 336 C24H48 010192-32-2 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3066 (21.222 min): BP015889.D\data.ms (-3059) (- m/z 57.00 100.00%

57.0
5000
i 2100 2150
228.1 : :
o ML 2282063 sr7aa3715030 L ssa0  9o.05%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0
5000 e ——
21.00 21.50
125.0 m/z 43.85 94.44%
\} 336.0
\\\\\"\\\‘\‘\‘\‘Jl‘l\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
—— —
21.00 21.50
5000 ITI/Z 83.05 93.60%

5.0
1], 1880 2080
e ,“W‘H‘ P e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

#244231: 1-Tetracosene T —T—
43.0 21.00 21.50

m/z 69.00 84.45%

111.0
: A\JMMJVMJALAM\%ﬁ\Jw\
\‘ | “ ‘ \ J\ | 11820 336.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:26 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.122 4.98 ng/ul 784716  Chrysene-di12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Eicosane 282 C20H42 000112-95-8 91
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3219 (22.122 min): BP015889.D\data.ms (-3216) (- m/z 57.05 100.00%
57.0
20 JL/HJ\M
—— —
‘ | [12L 207.0 2810 01.9 22.00 2250
0 mwwh Lo tnfd 22003382 401.9460.7 5344 pyy 71,10 70.71%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 = e
22.00 22.50
m/z 43.00 66.50%
338.0
\\\‘\‘\\J\J“\F\‘L‘\l“\\‘\]-\?T\(\)\56\?\(\)‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176384: Eicosane
57.0
—— —
22.00 22.50
5000 m/z 85.10 48.65%
1
W re 220
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #345481: Dotriacontane, 1-iodo- 7 —
57.0 22.00 22.50
m/z 41.00 23.94%
- AAJ\//\QJ\/\/W\AM
N ‘” ﬁu%??o 267.0 337.0 _ 449.0
A A A e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:27 2023 Page: 13



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@15889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.174  4.61 ng/ul 726575 Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentacos-1-ene e CosHse 016980-85-1 94

2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Tetracosene 336 C24H48 010192-32-2 93
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Nonacos-1-ene 406 C29H58 018835-35-3 91
Abundance Scan 3228 (22.175 min): BP015889.D\data.ms (-3225) (- m/z 55.00 100.00%
55.0
5000 L/MJU\MA/\
207.0 éfod 5556
"~ 281.0 . .
om,hnuu‘\whm,wuH“H‘W‘Ju_‘H"?“97:1‘”_499@1‘5‘4?:' m/z 43.00 97.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
5000 7 ——
22.00 22.50
5.0 m/z 57.00 96.00%
350.0
\\“\"‘\ J\““!\\J‘\I}"\1]_25‘.\()\\\2‘6\4\.\()\‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
—— —
22.00 22.50
5000 ITI/Z 83.05 93.95%
H 1F5-° 210.0
HL,V“MWJ,HJwLH‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene T ——
55.0 22.00 22.50
m/z 69.00  79.96%
5000
125.0
\} 336.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:28 2023 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
BP©15889.D

: 01 Jul 2023 18:13
: MA/JU
: 03242-03

. 57

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 12 Tricosanal Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
22.916 3.10 ng/ul 427137  Perylene-di12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosanal 338 C23H460 072934-02-2 90
2 Hexacosanal 380 C26H520 026627-85-0 83
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
4 Eicosanal- 296 C20H400 002400-66-0 74

5 (R)-(-)-(Z)-14-Methyl-8-hexadece... 254 C17H340 030689-78-2 70

Abundance Scan 3354 (22.916 min): BP015889.D\data.ms (-3351) (- m/z 57.00 100.00%
57.0
- ,/MJ\&
207.0 hann
3.1 23.00
283.0 355.1
OJ\JHHhﬂlw"43114911548 m/z 43.00 87.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246458: Tricosanal
82.0
5000 T
23.00
‘ 20,0 m/z 82.00 66.97%
\\‘\\\‘\‘\“\‘J\'J\-\F‘z\?\\‘\2\3\6\‘9\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287971: Hexacosana
57.0
—r
23.00
5000 m/z 55.00  64.69%
4.0 362.0
bl 182.0 250.0
A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl- ——
82.0 23.00
m/z 83.00 60.68%
- WMNW/\fVNMJ\VMWNMj\j\K
malll| g0 20e0 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:30 2023 Page: 15



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Z
B
)
: M
: 0

: 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
P015889.D

1 Jul 2023 18:13

A/JU

3242-03

7 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
23.227 17.82 ng/ul 2458590  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Nonadecane 268 C19H40 000629-92-5 94
3 2-Methylpentacosane 366 C26H54 000629-87-8 94
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3407 (23.227 min): BP015889.D\data.ms (-3402) (- m/z 57.00 100.00%
57.0
- ¢
— —
o ML 3072 300.3360.1428.0489.1545° /) 71 65 go.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 P —_—
23.00 23.50
m/z 43.00 61.43%
|71 1970 2670 3380
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
—— —
23.00 23.50
5000 m/z 85.10 51.07%
‘ 1 HF70 197.0 268.0
\\‘\\‘\\\J‘\‘\\A\\l“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane T T
57.0 23.00 23.50
m/z 55.00 22.75%
5000
’ 323.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:31 2023 Page: 16



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP063023\

Data File : BP@15889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS vial : 57

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.663 39.74 ng/ul 5481860 Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heneicosane 296 C21H44 000629-94-7 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3651 (24.663 min): BP015889.D\data.ms (-3644) (- m/z 57.05 100.00%

57.0
5000

oA L1, 2972 2661 365.4420.1488.4549 /7 71 05  70.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0

5000 — —
24.50 25.00

m/z 43.00 60.87%

7.0
L \‘\ J Jlliﬁ L 11?‘7"0\ .267'0 33\8.0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

T —
24.50 25.00

5000 m/z 85.05 51.76%
\‘ | J\ II J\ll 17[0d 11970 2960
et e A e S e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane = =
57.0 24.50 25.00

m/z 55.00  23.63%

- ,J\,~MMV«/\W/\W\AJP\
7.0
J\ .| J)llgl | 240.0

R R R R o e e RN AR RN
I I | I I I I I I I I I [N

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

SFAM-EPA-BP062623.MA.M Mon Jul ©3 04:15:32 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 Heptadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
26.116  15.55 ng/ul 2145480  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Tetradecanal 212 C14H280 000124-25-4 86
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81

Abundance Scan 3898 (26.116 min): BP015889.D\data.ms (-3893) (- m/z 57.00 100.00%
57.0

h

5000
‘ 194.1 281.0 418.3 26.00 2650
o ,um Al M b e oo O A0S 4885549, 7 43,10 85.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141014: Heptadecanal
43.0
5000 —— —
26.00 26.50
109.0 m/z 82.00 79.11%
‘\\|\ "WJ'!\‘\‘U\"HIW[l\l%(‘)18\0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158580: Oxirane, hexadecyl-
82.0
—— —
26.00 26.50
5000 m/z 83.00 58.67%

l5b\mJ “PFM“MIM 2690

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

N

Abundance #158578: Oxirane, hexadecyl-
82.0 26.00 26.50
m/z 55.00 54.14%
5000 \wf\/\¢/x/\w~wvgﬁJﬁ/
15$\ | “P52021002680
T ‘“H‘H‘w"H‘H‘W‘H“H‘W‘H‘_“W‘H‘_ —— —
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\BP063023\

Data File : BP@15889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.627 48.11 ng/ul 6635390  Perylene-d12 24.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 11-Methylpentacosane 366 C26H54 015689-71-1 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3985 (26.627 min): BP015889.D\data.ms (-3977) (- m/z 57.00 100.00%

57.0
5000
T

|| 1271 17, 26.50 27.00
o"Hw«‘,”wm"‘?“?‘?‘1‘3??73‘35?‘1‘4““4_37‘“5”“‘-‘9‘ m/z 71.05 71.89%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275546: 2-Methylpentacosane
57.0

5000 — =
26.50 27.00
323.0 m/z 43.00 58.55%
}“]WJW\JJll’lJ?GW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
T —
26.50 27.00
5000 m/z 85.10 51.38%
\‘ J I J‘]-F?ﬂ i 1197-0 296.0
e e S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane — =
57.0 26.50 27.00

m/z 55.00  23.81%

- M
112270 197.0 281.0

| 394.0

T ‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 17 .gamma.-Sitosterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
27.733  56.17 ng/ul 7747550  Perylene-d12 24.092
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 96
3 .beta.-Sitosterol 414 C29H500 000083-46-5 95
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 414 C29H500 029365-29-5 86
5 Pregn-5-en-3-o0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 86

Abundance Scan 4173 (27.733 min): BP015889.D\data.ms (-4164) (- m/z 43.05 100.00%

43.0
5000 107.0
27.50 28.00

L M 47315390 'n/z 55.00  60.44%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0

5000 — e
414.0 27.50 28.00

213.0 303.0 m/z 57.00 54.77%

‘ T \J‘f ‘“\“‘ !‘.\‘\‘J“\ h“ mmm"“l \“\}‘\“l“\ \h\ T ‘\ T \ T \ T \‘MM‘ T \ TT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310596: .beta.-Sitosterol
43.0

T T
27.50 28.00

5000 m/z 107.00  51.42%

107.0 414.0
3.0
1YY Dot Y
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #310595: .beta.-Sitosterol T T
43.0 27.50 28.00

m/z 105.00  46.24%

P

h

‘ T
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\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.810 448.90 ng/ul 61917500  Perylene-d12 24.092
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 16,22-Epoxycoprostan-3.beta.,26,... 434 C27H4604 122337-91-1 22
3 Undec-10-ynoic acid, 2,7-dimethy... 316 C21H3202 1000406-96-7 22
4 2-(2-Benzothiazolyl)-5-methylphenol 241 C14H11NOS 056048-54-5 15

5 2-Chloro-7-methyl-7H-purin-6-0l,... 256 C9H13CIN40Si  1000471-30-2 11

Abundance Scan 4356 (28.809 min): BP015889.D\data.ms (-4339) (- m/z 241.20 100.00%

241.2
71.0 425.4
5000
7.1

T
MMHH\‘ 11.3 28.4028.6028.8029.00
0 Ml kAT, 73684 || 8031 s 073,15 87.94%
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 FSLANLALINL N FLALLL IL L L

28.4028.6028.8029.00
m/z 425.40 70.22%

89.0
Wbl ol A /\
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance  #319795: 16,22-Epoxycoprostan-3.beta.,26,27-triol

273.0
ENMNEVANS SHUNSR
55.0 28.4028.6028.8029.00
5000 160.0 ITI z 71.00 66.69%
331.0
il
H‘w“ I
miz--> 100 150 200 250 300 350 400 450 500 550
Abundance #220101: Undec-10-ynoic acid, 2,7-dimethyloct-1-en-3-y RREREEE e
119.0 273.0 28.4028.6028.8029.00
55.0 m/z 95.18  65.72%

I JL

m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.4028.6028.8029.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP063023\
Data File : BP015889.D

Acqg On : 01 Jul 2023 18:13
Operator : MA/JU

Sample : 03242-03

Misc :

ALS Vvial : 57 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062623.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|
Benzophenone 16.069 6.2 ng/ul 1017280 3 14.698 3265900 20.0
Tris(2-chloropr... 17.198 4.2 ng/ul 755258 4 17.463 3624120 20.0
Palmitoleic acid 18.263 10.7 ng/ul 1941100 4 17.463 3624120 20.0
n-Hexadecanoic ... 18.322 39.1 ng/ul 7091360 4 17.463 3624120 20.0
9,12-Octadecadi... 19.404 2.5 ng/ul 450638 4 17.463 3624120 20.0
Octadecanoic acid 19.539 11.1 ng/ul 1741490 5 21.551 3152480 20.0
(DEL) Alkane: S... 20.263 2.9 ng/ul 453594 5 21.551 3152480 20.0
Eicosanoic acid 20.586 2.4 ng/ul 379368 5 21.551 3152480 20.0
(DEL) Alkane: S... 21.222 14.9 ng/ul 2342840 5 21.551 3152480 20.0
(DEL) Alkane: S... 22.122 5.0 ng/ul 784716 5 21.551 3152480 20.0
(DEL) Alkane: S... 22.174 4.6 ng/ul 726575 5 21.551 3152480 20.0
Tricosanal 22.916 3.1 ng/ul 427137 6 24.092 2758610 20.0
(DEL) Alkane: S... 23.227 17.8 ng/ul 2458590 6 24.092 2758610 20.0
(DEL) Alkane: S... 24.663 39.7 ng/ul 5481860 6 24.092 2758610 20.0
Heptadecanal 26.116 15.6 ng/ul 2145480 6 24.092 2758610 20.0
(DEL) Alkane: S... 26.627 48.1 ng/ul 6635390 6 24.092 2758610 20.0
.gamma.-Sitostero 27.733 56.2 ng/ul 7747550 6 24.092 2758610 20.0
D:C-Friedo-B':A... 28.810 448.9 ng/ul 61917500 6 24.092 2758610 20.0
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