LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acqg On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc :

ALS Vvial : 75 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58016.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.118 3 5 18 rVB 1328983 1594028 19.35% 6.148%
2 3.376 46 49 53 rVB2 8887 11687 0.14% 0.045%
3 3.799 116 121 128 rBV3 10616 18373 0.22% 0.071%
4 3,899 132 138 146 rVB 17514 27016 ©0.33% 0.104%
5 4.023 154 159 166 rVB 10241 16602 0.20% 0.064%
6 5.133 343 348 356 rVB6 3459 8488 0.10% ©.033%
7 7.113 677 685 693 rBV 145799 252075 3.06% 0.972%
8 7.272 705 712 718 rBV 120367 199172 2.42% 0.768%
9 7.477 741 747 756 rBV 148335 251306 3.05% 0.969%
10 7.948 820 827 834 rBV 159781 267364 3.25% 1.031%
11 8.653 941 947 955 rBV 119989 215017 2.61% ©.829%
12 9.105 1017 1024 1032 rBV 150895 270037 3.28% 1.041%
13 9.828 1140 1147 1158 rBV 117934 212423 2.58% 0.819%
14 10.374 1233 1240 1249 rBV 188164 329968 4.01% 1.273%
15 10.750 1294 1304 1311 rBV 243169 430778 5.23% 1.661%
16 10.885 1321 1327 1334 rBV 67565 128103 1.56%  0.494%
17 13.465 1762 1766 1770 rBV4 9473 14916 ©0.18% 0.058%
18 13.982 1846 1854 1862 rBV 345139 499924 6.97% 1.928%
19 14.275 1897 1904 1912 rVV 409367 637398 7.74% 2.458%
20 14.581 1949 1956 1963 rBV 372285 595598 7.23% 2.297%
21 14.787 1985 1991 2003 rBV 77097 143521 1.74% ©.554%
22 14.928 2010 2015 2019 rBV8 7545 12767 0.16% 0.049%
23 14.986 2021 2025 2030 rVB6 7584 12169 0.15% 0.047%
24 15.421 2095 2099 2101 rVB4 5805 8272 0.10% 0.032%
25 15.574 2118 2125 2135 rBV 507054 794906  9.65%  3.066%
26 15.686 2140 2144 2153 rVB 97404 150119 1.82% 0.579%
27 15.932 2180 2186 2194 rVB 153583 227467 2.76% 0.877%
28 16.420 2265 2269 2278 rVV8 15457 26351 ©0.32% 0.102%
29 16.496 2278 2282 2288 rVB2 12886 18233 0.22% 0.070%
30 16.714 2315 2319 2328 rVBS 11336 23824 0.29% 0.092%
31 17.019 2368 2371 2376 rVB5 7984 11210 0.14% 0.043%
32 17.066 2376 2379 2383 rBV6 7284 10803 0.13% 0.042%
33 17.207 2398 2403 2410 rBV2 48405 81668 ©0.99% 0.315%
34 17.278 2410 2415 2417 rW 36766 55418 ©0.67% 0.214%
35 17.325 2417 2423 2429 rVW 455636 702144  8.52%  2.708%

36 17.425 2433 2440 2447 rVV 430403 680224  8.26% 2.623%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acqg On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc :

ALS Vvial : 75 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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 17.501 2447 2453 2460 rVB5 18734 36437 0.44% 0.141%
38 17.807 2502 2505 2507 rBvV3 6791 8675 ©0.11% 0.033%
39 17.948 2525 2529 2532 rVV6 12021 17882 0.22% 0.069%
40 17.983 2532 2535 2538 rVB3 8755 11680 0.14% 0.045%
41 18.089 2548 2553 2558 rBV5 < 20422 37012 0.45% 0.143%
42 18.147 2559 2563 2568 rBV 70773 98293 1.19% 0.379%
43 18.212 2568 2574 2582 rBV 417413 611708 7.43% 2.359%
44 18.506 2620 2624 2627 rBV5 22489 39484 0.48% 0.152%
45 18.547 2628 2631 2635 rVB2 37097 47956 ©.58% 0.185%
46 19.334 2763 2765 2767 rBV3 33879 30544 0.37% 0.118%
47 19.481 2786 2790 2795 rBvV2 75012 112478 1.37% 0.434%
48 19.710 2824 2829 2839 rVB 678954 1016277 12.34%  3.920%
49 19.863 2850 2855 2860 rBV 282731 367035 4.46% 1.416%
50 20.691 2993 2996 2999 rBV3 82299 104368 1.27% 0.403%
51 21.226 3083 3087 3093 rBV 180154 337644 4.10% 1.302%
52 21.579 3142 3147 3165 rVB2 489643 1057054 12.83% 4.077%
53 23.823 3525 3529 3536 rVB 124807 251526  3.05% 0.970%
54 24.534 3643 3650 3678 rVB2 421407 1872111 22.73% 7.220%
55 24.751 3681 3687 3698 rVB 289254 782926 9.51% 3.020%
56 25.868 3870 3877 3889 rVB2 225204 650653  7.90%  2.509%

57 28.817 4370 4379 4407 rVB3 266010 1260716 15.31% 4.862%
58 31.508 4817 4837 4861 rVB5 1394122 8236627 100.00% 31.767%

Sum of corrected areas: 25928455
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG058016.D\data.ms
1400000118
1200000
1000000
800000
600000

400000
10.750

THFHATT 948 553 9005 ggpg P
' 10.885
E376 338993 5.133 | /\
0 T ‘ T T 1T ‘ L ‘ T 1T ‘ T T ‘ L ‘ L ‘ L ‘ T ‘ L ‘ L ‘ T ‘ T ‘ L ‘ T \—’_'_\ T ‘ L ‘ T TT ‘ L ‘ L

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG058016.D\data.ms

200000

1400000

1200000

1000000

800000 19.710

21.579

600000 15.574

18.212
400000 982 213581

200000 5.932

15. 6
4 787 e
13.465 061 5.4 15641967 ?l‘-’.‘:’j ‘

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058016.D\data.ms

31.508
1400000

1200000
1000000

800000

600000 24.534

4.751 28.817

25.868
400000 23.823

200000 .~/ /\AMMW/\W

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BGO58016.D

Acq On : 5 Jul 2023 11:45

Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.118 119.24 ng/ul 1594030 1,4-Dichlorobenzene-d4 7.948
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 56
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 38
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 35
Abundance Scan 5 (3.118 min): BG058016.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000 43.0
87.0
90 ‘ 3.203.303.403.50
0 H,mWm“‘:“‘ww"mw‘m‘_m‘w_m‘w_ww m/z 43.00  39.08%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L B I R L
43.0 3.203.303.403.50
87.0 m/z 55.00  30.36%
90 oo |||
O H’H\\‘\\H‘H!\‘I\H‘\H\‘\\H‘HH‘HH‘HH‘H\\‘\\H‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
O AR R R
3.203.303.403.50
m/z 87.00  26.50%
5000 55.0
’O 87.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol R RAARaRaEEEEEEA
3.0 3.203.303.403.50
87.0 m/z 41.00 11.79%
5000 41.0 55.0
27.0
0 Ii ‘ 112.0 129.0
H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H A REARERRREEREEEE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.40 3.50

SFAM-EPA-BGO70123.MA.M Wed Jul ©5 13:10:27 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
BGO58016.D

5 Jul 2023 11:45
: CG/IU
: 03248-18

. 75

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

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 unknown-01 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
3.899 2.02 ng/ul 27016 1,4-Dichlorobenzene-d4 7.948

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2-bromo- 164 C6H13Br 003377-86-4 36
2 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
3 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
4 2-Pyrrolidinone 85 C4H7NO 000616-45-5 9
5 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 9

Abundance Scan 138 (3.899 min): BG058016.D\data.ms (-132) (-) m/z 85.00 100.00%

85.0
41.0
5000
60.0
3.60 3.80 4.00 4.20
0! M“““““w““““‘_“““‘ m/z 40.95 78.50%
miz--> 20 40 60 80 100 120 140 160
Abundance #39984: Hexane, 2-bromo-
43.0
85.0
5000 \\\‘\\\\‘\\\\’\\\\W
3.60 3.80 4.00 4.20
m/z 42.95 54.90%
0 180 ‘M | H 1070 1350 1640
\\\\\\\\\ ‘\\\\\\\\\\\\\\\\\\\\\\\
miz--> 20 40 80 100 120 140 160
Abundance #1739 2-Pyrrolidinone
85.0
3.60 3.80 4.00 4.20
5000 m/z 39.00 32.90%
0 15.0 670 \
Mffj : “‘H‘ T
miz--> 100 120 140 160
Abundance #1736: 2—Pynohmnone
3.60 3.80 4.00 4.20
m/z 60.00 30.13%
5000
56.0
m/z--> 100 120 140 160 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.932 7.64 ng/ul 227467  Acenaphthene-di10 14.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
Abundance Scan 2186 (15.932 min): BG058016.D\data.ms (-2180) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0
——
16.00
|
obrrdd a1 2201 2881 4120, 77,00 62.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #56925: Benzophenone
105.0
182.0
5000 T
16.00
510 m/z 182.00  53.51%
O\\‘\‘\}\\“h\\‘\\\\‘h\\\H\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #56927: Benzophenone
105.0
=
182.0 16.00
5000 ' m/z 51.00 27.63%
51.0
o S
m/z--> 50 100 150 200 250 300 350 400 /\
Abundance #56922: Benzophenone i T
105.0 16.00
m/z 181.10 9.49%
5000 182.0
51.0
ot e b e o
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Dodecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.207 2.33 ng/ul 81668  Phenanthrene-dle 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 Dodecanoic acid 200 C12H2402 000143-07-7 50
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 47
5 Tridecanoic acid 214 C13H2602 000638-53-9 46

Abundance Scan 2403 (17.207 min): BG058016.D\data.ms (-2398) (- | m/z 43.00 100.00%

43.0
5000

519289 1991

—
17.00 17.50

b ] 22
ok gl b by S m/z 57.00 74.72%
miz--> 50 100 150 200 250 300 350
Abundance #75719: Dodecanoic acid
73.0
129.0
200.0
5000 T ‘ T T ‘ T
17.00 17.50
29. m/z 72.95 71.43%
0 “ H\ u‘\

UL ‘ 1 ’ 1 w““ ‘\ \“ T " L ‘ UL ‘ L ‘ UL
m/z--> 50 100 150 200 250 300 350
Abundance #75718: Dodecanoic acid
73.0

—
17.00 17.50

5000 1200 m/z 60.00 66.48%
‘ ‘ #710
0L— ‘H ‘u‘ i ‘uh\‘\‘ \h\"\ ‘h “‘ | \;‘ ‘ L “ — J L B e A
m/z--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt
73.0 17.00 17.50

m/z 55.00 61.83%

155.0
5000
29. H 115.
|

| | 2170 279.0 330.0 387.

o

T T
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Palmitoleic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.147 2.80 ng/ul 98293  Phenanthrene-d1e 17.325
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 94
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 93
3 9-Hexadecenoic acid 254 C16H3002 002091-29-4 91
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 90
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 89

Abundance Scan 2563 (18.147 min): BG058016.D\data.ms (-2559) (- | m/z 55.00 100.00%
55.0

5000

97.0
18.00 18.50
H m Wit 9&2“‘ 23‘61‘ S22 4z 69.08  52.77%

M‘\ ’\‘
miz-> 50 100 150 200 250
Abundance #140796: Palmitoleic acid

55.0

5000 97.0 T T
‘H‘ “‘ Ll L

o

18.00 18.50
m/z 41.00 46.71%

37.0 236.0
15.0] I BAD . 1sa0 *H2
miz--> 50 100 150 200 250
Abundance #140810: (E)-Hexadec-9-enoic acid

55.0

e T
18.00 18.50

5000 m/z 83.00 31.11%

97.0
37.0
— \“ H“ " M u“\”\ w‘nﬂ;‘m”\“ “ﬂ‘ e ]"9‘?‘0‘ ‘2‘3\6‘0‘ S
m/z--> 50 100 150 200 250
Abundance

#140798: 9-Hexadecenoic acid — T
55.0 18.00 18.50

m/z 97.00  30.06%

5000
97.0
138.0 236.0
16 L ‘H\Hm‘ H\“ wll 194.0 l |

- S haSas
miz--> 50 100 150 200 250 18.00 18.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.212 17.42 ng/ul 611708  Phenanthrene-di10 17.325
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2574 (18.212 min): BG058016.D\data.ms (-2568) (- | m/z 73.00 100.00%

43.0 73.0
5000
129.0
2131 P s
| H‘ ‘ 171.1 256.1 18.00 1850
ob—— W‘M‘MJWNMJM\W N‘M L\M‘\\M‘\\ H”‘ . m/z 60.00 93.66%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 e ——
129.0 18.00 18.50
213.0 m/z 43.00 85.59%
171.0
O,
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid
43.0 73.0
T —
18.00 18.50
5000 256.0 ITI/Z 57 .00 80.40%
129.0
213.0
AL T
olb— “‘ H‘Mu H“ ‘H‘H‘ uh“‘ “\u‘\‘u‘\ . “ “ “‘m‘ by \‘ —
m/z--> 50 100 150 200 250
Abundance #143507: n-Hexadecanoic acid T ——
43.0 73.0 18.00 18.50
m/z 55.00 72.28%
5000
129.0
256.0
LIl o | g7 230 T
ob— Wl dy e i L e ——
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.481 2.13 ng/ul 112478  Chrysene-di12 21.579
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2790 (19.481 min): BG058016.D\data.ms (-2786) (- | m/z 43.00 100.00%
5000 %
129.0
5.0 185.1 2411 —
284.1
326.0 19.50 ]
0! m/z 57.00 94.26%
miz--> 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 T
129.0 19.50
3.0 ' 284.0 m/z 73.00  89.42%
‘ ‘ 185.0 2410
O+ “! \“‘U‘\ ”‘h“‘ \M‘\‘} \‘ T by \‘ \‘\ | Py \‘ T \‘\ [T T T
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
——
19.50
5000 129.0 m/z 59.95 86.34%
83.0
185.0 241 o 2840
0! \\M H ‘ L “‘ “\‘\‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid 1
73.0 19.50
m/z 55.00 77 .95%
5000 129.0 %
29. 185.0 549 284.0
ol W I NI A N S -
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 4-(3-Fluoro-8-nitronaphthal... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.863 6.94 ng/ul 367035 Chrysene-d12 21.579
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3-Fluoro-8-nitronaphthalen-2-... 276 C14H13FN203 1000409-37-1 92
2 (1H)Pyrrole, 3,4-dimethyl-5-meth... 276 C15H20ON20S 1000197-22-6 81
3 6H-Pyrido[4,3-b]carbazole, 9-met... 276 C18H16N20 010371-86-5 74
4 3,5-di-tert-Butyl-4-hydroxycinna... 276 C17H2403 022014-01-3 70
5 S5H-Furo[3,2-g][1]benzopyran-5-on... 276 C14H1206 000668-10-0 52
Abundance Scan 2855 (19.863 min): BG058016.D\data.ms (-2850) (- | m/z 261.10 100.00%
261.1
5000 K
77.0 1150 q ‘ 19.50 20.00
159
oL f”{u ?\\‘HM ‘u ‘ m ‘u wh\ m i \m‘m mh mhm Jil \M b ‘3‘08“1‘3“52‘3 m/z 276.10 76.37%
m/z--> 50 100 150 200 250 300 350
Abundance #168181: 4-(3-Fluoro-8-nitronaphthalen- 2-yl)morpho||ne
276.
42.0 144.0
218.0
5000
19. 50 20 00
m/z 233.00  34.60%
0 ‘\
miz-> 50 100 200 250 300 350
Abundance #168438: (1H)Pyrrole, 3,4-dimethyl-5-methoxy-2-[3,4-dim
261.0
e vy
19.50 20.00
5000 m/z 247.00 20.20%
310 1630
9.0 1239 ‘ ‘ |
m/z--> 50 100 150 200 250 300 350
Abundance #168756: 6H-Pyrido[4,3-b]carbazole, 9-methoxy-5,11-din - =y
276.0 19.50 20.00
m/z 231.00  19.99%
5000
ol 580 10201380 1000737 | |
e L e B i F
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Heneicosyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.226 6.39 ng/ul 337644  Chrysene-d12 21.579
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3087 (21.226 min): BG058016.D\data.ms (-3083) (- | m/z 57.00 100.00%

57.0
5000

7 7
21.00 21.50

5.0
01]%41‘192.9315.0335,3 m/z 55.00 73.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
5000 e —
21.00 21.50

m/z 43.00 72.85%

5.0
0 J 1 J\J | 1 ]\ A4 }96'0 29l4'0 490'0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecyl pentafluoropropionate
57.0

7 7
21.00 21.50

5000 m/z 69.00 57.61%

5.0
ol ‘JW\JI¢196026§0 412.0
b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester 7 —
57.0 21.00 21.50

m/z 83.00 56.32%

w J‘/\\
5.0
] 1 h 1 252.0
Ll

LT AN TROR M. <1 6481

\ 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

5

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070323\
BGO58016.D

Jul 2023 11:45

: CG/IU
: 03248-18

. 75

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M
: SVOA CALIBRATION

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 10

(DEL) Alkane: Straight-Chai...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.823 6.43 ng/ul 251526  Perylene-di2 24.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3529 (23.823 min): BG058016.D\data.ms (-3525) (- | m/z 57.00 100.00%
57.0
5000 J\wm«w%MNme\WNMNWmW
— ——
131 1691 2391 344.0 23.50 24.00
ol b AL 109 2391 206.03440 4281 0 71 00 59.27%
miz--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — —
23.50 24.00
m/z 43.00 52.47%
0 \‘I\ “‘ \“‘\ I \“‘\“\ \‘:‘1\6\9\0\ ‘2\2\5\ 9‘ T \2\9\6‘ \0\ L I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
23.50 24.00
5000 m/z 85.00 40.50%
113.0
0 L “‘\ I J u‘ | 183.0 239.0 296.0
A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194587: Heneicosane “ 7
57.0 23.50 24.00
m/z 55.00 22.21%
e %
13.0
“ | ]M 69.0 2250 296.0
oHw_uuu_wwmm_m_Hu_ww_m - —
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.868 16.62 ng/ul 650653  Perylene-di12 24.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 83
Abundance Scan 3877 (25.868 min): BG058016.D\data.ms (-3870) (- | m/z 57.00 100.00%
57.0
w0 %/L
— —
| ‘ | ] ]ﬂl 169.1 225.2 2550 26.00
ol LA L[, 1691 2252 3000 3011 .. 7105  59.47%
miz--> 50 100 150 200 250 300 350 400
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 _ =
25.50 26.00
m/z 43.00 51.67%
o LT 3850 0% per0 g0
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
— —
25.50 26.00
5000 m/z 85.00 47 .69%
0 ‘w‘\ uh h‘ \\ \136\90 225.0 295.0 367.0
e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #343615: Triacontane, 1-iodo- = —
57.0 25.50 26.00
m/z 55.00 19.18%
- 4Mw/\/w\
oL ‘ H | |1899 2250 2810 3370 4210
B e LI Sy o P e
m/z--> 50 100 150 200 250 300 350 400 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 Tridecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.817 32.21 ng/ul 1260720  Perylene-di12 24.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Octacosane, 1-iodo- 520 (C28H57I 1000406-32-2 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 2-Methylpentacosane 366 C26H54 000629-87-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 4379 (28.817 min): BG058016.D\data.ms (-4370) (- | m/z 57.00 100.00%
57.0
5000 JL
— —
‘ ‘ 1691 2251 28.50 29.00
oIl M ik 2251 271,0313.9356.9 4181/ 71.00  60.01%
miz--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 = T
28.50 29.00
m/z 43.00 48.56%
183.0
O\‘H\H\‘ “\‘\"].\3\9\’\\\\‘\\\\‘\\\\3‘]_(\)\()\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #340844: Octacosane, 1-iodo-
57.0
— ——
28.50 29.00
5000 m/z 85.05 45.18%
6
oLl L1599 2250 zm10 so7o 3590
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane T T
57.0 28.50 29.00
m/z 55.00 19.22%
L9 1600 2250 zs10 ssns
e L R & — —
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acq On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS vial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 D:C-Friedo-B':A'-neogammace... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.508 210.41 ng/ul 8236630  Perylene-d12 24.751
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 Lupeol 426 C30H500 000545-47-1 50
3 Lupeol 426 C30H500 000545-47-1 25
4 Undec-10-ynoic acid, 2,7-dimethy... 316 C21H3202 1000406-96-7 22
5 Friedelan-3-one 426 C30H500 000559-74-0 15
Abundance Scan 4837 (31.508 min): BG058016.D\data.ms (-4817) (- | m/z 241.10 100.00%
241.1
95.0
5000{ 41. 425.3
59.1 N
31.50
311.2
0! “M}\ .‘J\U\‘“\u‘ M i ‘u‘\ i, L‘ ; Lok ‘3‘6"5"‘1‘\‘ - ‘ m/z 273.10 83.60%
miz--> 50 100 150 200 250 300 350 400
Abundance #322351: D:C-Friedo-B":A-neogammacer-9(11)-ene, 3-m
273.0 425.0
109.0
5000 —
163.0 31.50
m/z 95.00 67.61%
5.
Ot [T “U iﬁ"h F! g \“\“3\‘2\‘3\.9“\ T \L‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #316484: Lupeol
95.0
189.0 LN 1
43. 31.50
5000 ITI/Z 55.00 60.85%
426.0
‘ h 257.0 315.0365.0
0, .‘M‘H‘H‘ “w “ H‘M ‘M ‘\h‘ L‘ e “H‘. ‘“h\‘ - ‘ ‘L‘ " ‘\ ‘ \“\ ‘\‘ -
m/z--> 50 100 150 200 250 300 350 400
Abundance #316482: Lupeol — ‘
95.0 31.50
m/z 69.00 53.84%
189.0
s000] 4%
257.0 315.0365.0 426.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70323\
Data File : BG@58016.D

Acqg On : 5 Jul 2023 11:45
Operator : CG/JU

Sample : 03248-18

Misc

ALS Vvial : 75 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@70123.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|
Butane, 2-metho... 3.118 119.2 ng/ul 1594030 1 7.948 267364 20.0
unknown-01 3.899 2.0 ng/ul 27016 1 7.948 267364 20.0
Benzophenone 15.932 7.6 ng/ul 227467 3 14.581 595598 20.0
Dodecanoic acid 17.207 2.3 ng/ul 81668 4 17.325 702144 20.0
Palmitoleic acid 18.147 2.8 ng/ul 98293 4 17.325 702144 20.0
n-Hexadecanoic ... 18.212 17.4 ng/ul 611708 4 17.325 702144 20.0
Octadecanoic acid 19.481 2.1 ng/ul 112478 5 21.579 1057050 20.0
4-(3-Fluoro-8-n... 19.863 6.9 ng/ul 367035 5 21.579 1057050 20.0
Heneicosyl hept... 21.226 6.4 ng/ul 337644 5 21.579 1057050 20.0
(DEL) Alkane: S... 23.823 6.4 ng/ul 251526 6 24.751 782926 20.0
(DEL) Alkane: S... 25.868 16.6 ng/ul 650653 6 24.751 782926 20.0
Tridecane, 1-iodo- 28.817 32.2 ng/ul 1260720 6 24.751 782926 20.0
D:C-Friedo-B':A... 31.508 210.4 ng/ul 8236630 6 24.751 782926 20.0
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