LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc :

ALS vial : 6 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-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59229.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.489 10 17 37 rBV 1242108 2431101 5.90% 3.314%
2 3.965 93 98 113 rBV2 191716 383849 0.93% 0.523%
3 4.864 239 251 270 rBV 17302201 41172931 100.00% 56.131%
4 7.355 667 675 686 rBV2 144402 260462 ©.63% 0.355%
5 7.555 701 709 722 rBV 377887 632812 1.54% 0.863%
6 7.749 734 742 749 rBV 338970 573465 1.39% 0.782%
7 8.231 818 824 834 rBV 229135 395397 ©.96% 0.539%
8 8.924 934 942 951 rBV 315138 546314 1.33% 0.745%
9 9.429 1020 1028 1039 rBV 450665 802155 1.95% 1.094%
10 10.146 1142 1150 1161 rBV 325571 590772 1.43% 0.805%
11 10.675 1231 1240 1251 rBV 496548 868807 2.11% 1.184%
12 11.075 1300 1308 1315 rBV 360289 651104 1.58% 0.888%
13 11.221 1325 1333 1346 rBV 425162 795752 1.93% 1.085%
14 14.265 1844 1851 1857 rBV 1085398 1507086 3.66%  2.055%
15 14.570 1896 1903 1912 rBV 1223432 1857959 4.51%  2.533%
16 14.864 1944 1953 1961 rBV2 571027 892217 2.17% 1.216%
17 15.052 1979 1985 1992 rBV2 139902 234869 ©.57% 0.320%
18 15.857 2113 2122 2128 rBV 1424161 2233474 5.42%  3.045%
19 15.963 2133 2140 2150 rVV 506186 732909 1.78% 0.999%
20 17.614 2413 2421 2428 rBV 686812 1037465 2.52% 1.414%
21 17.714 2430 2438 2447 rBV 1497990 2314353 5.62%  3.155%
22 18.437 2556 2561 2568 rBV 123401 185882 0.45% 0.253%
23 19.553 2745 2751 2756 rBV5 27845 49893 0.12% 0.068%
24 19.623 2757 2763 2769 rVB5 30711 55164 ©.13% 0.075%
25 19.694 2772 2775 2782 rBV4 54755 80934 0.20% 0.110%
26 19.994 2819 2826 2834 rVB 1931019 2831725 6.88% 3.860%
27 21.474 3070 3078 3088 rBv2 111413 277693 0.67% 0.379%
28 21.915 3147 3153 3162 rVV 596071 1029092 2.50% 1.403%
29 22.032 3165 3173 3177 rBV7 27380 55621 0.14% 0.076%
30 22.667 3275 3281 3285 rBV 63684 110433 0.27% 0.151%
31 22.720 3285 3290 3301 rVB5 53452 154719 ©0.38% 0.211%
32 23.407 3399 3407 3416 rBV 75422 165448 0.40% 0.226%
33 24.271 3545 3554 3562 rBV 233386 552220 1.34% 0.753%
34 24.371 3565 3571 3577 rVWV8 43158 118989 ©.29% 0.162%
35 25.164 3691 3706 3718 rBV2 932346 2941512 7.14% 4.010%

36 25.287 3720 3727 3735 rVV2 130369 365656 0.89%  0.498%

SFAM-EPA-BGO92723.MA.M Fri Sep 29 14:52:37 2023 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 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-BG092723.MA.M
Title : SVOA CALIBRATION

37 25.399 3736 3746 3760 rVB 384414 1165648 2.83% 1.589%
38 26.515 3924 3936 3947 rVB2 301421 997062  2.42%  1.359%
39 26.709 3959 3969 3972 rBV8 33547 95003 0.23% 0.130%
40 27.990 4172 4187 4201 rVB4 111279 455185 1.11% 0.621%
41 29.759 4476 4488 4503 rBV5 124870 569341 1.38% 0.776%

42 31.932 4846 4858 4865 rBV6 44722 179383 0.44%  0.245%

Sum of corrected areas: 73351856
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059229.D\data.ms
4.864
1.6e+07

1.4e+07
1.2e+07
1le+07
8000000
6000000

4000000

20000001 4g9
3.965 13§§5§49 8.231 8.924 9.429  10.146 10.6731107221

F‘\\\\'\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\A\j\‘\\\‘\\A\\‘\\\\A‘\\\\‘\\\\‘\A\\\‘\\‘v_v_r\*\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059229.D\data.ms

1.6e+07
1.4e+07
1.2e+07

le+07
8000000
6000000
4000000
2000000 14.264.570 15.857 17.714 19.994

1480850 13963 17644 18437 1m4ﬂ 21.478%30%2  omewx

O‘Y_Y_Y_'_Y_Y_Y_Y_‘_Y_r L L L I I L B L L L B L B I B

Time--> 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: BG059229.D\data.ms

1.6e+07

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

o

25104
23.407  2%2%n #% P9 2654509 27.990 29.759 31.932
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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Tetrachloroethylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.864 2082.61 ng/ul 41172900 1,4-Dichlorobenzene-d4 8.231

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
2 Tetrachloroethylene 164 C2Cl4 000127-18-4 98
3 Tetrachloroethylene 164 C2Cl4a 000127-18-4 98
4 Tetrachloroethylene 164 C2Cl4 000127-18-4 93
5 Pyrimidine, 5-fluoro-2,4-dichloro- 166 C4HC12FN2 002927-71-1 35
Abundance Scan 251 (4.864 min): BG059229.D\data.ms (-239) (-) m/z 166.00 100.00%
166.0
94.0
5000

AR Ra

’ l l ‘ 4.60 4.80 5.00 5.20
owh_lulw e 3493 535 myz 129.00  87.14%

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

Abundance #39852: Tetrachloroethylene

166.0
5000 LB L BB B B
04.0 4.60 4.80 5.00 5.20
m/z 131.00  84.88%
O‘\\\\‘Pl\‘\\h\"‘\\\’\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39850: Tetrachloroethylene
166.0
R AR Ra
4.60 4.80 5.00 5.20
5000 m/z 164.00 83.14%
94.0

SSLE‘\ il

F:::::::::)

O i e e e T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #39854: Tetrachloroethylene T T T
166.0 4.60 4.80 5.00 5.20
m/z 94.00 61.44%
5000
94.0 /k
OF\ .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.436 3.58 ng/ul 185882  Phenanthrene-di10 17.614
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Nonadecanoic acid 298 C19H3802 000646-30-0 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2561 (18.437 min): BG059229.D\data.ms (-2556) (- | m/z 43.10 100.00%
43.1
- \A’h
129.1 ]
213.2
18.50
298.1 438.
oy — | m/z 73.16  87.17%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 B e
129.0 18.50
m/z 60.10 85.17%
185.0
O TT \1 ‘[
miz--> 0 50 100 150 200 250 300 350 400
Abundance #92070: Tridecanoic acid
73.0
R
18.50
5000 m/z 57.05 73.26%
129.0
270 ‘ 214.0
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #143507: n-Hexadecanoic acid
43.0 18.50
m/z 55.10 71.21%
5000
129.0 256.0
| ‘ |} \\ 1850
Of b e e o e e e e e , Shia
m/z--> 0 50 100 150 200 250 300 350 400 18.50

SFAM-EPA-BG@92723.MA.M Fri Sep 29
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Data Path :
Data File :
: 28 Sep 2023 11:33
: MA/JU

: 04480-01

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\

BGB59229.D

: 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.474 5.40 ng/ul 277693  Chrysene-di12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 81
2 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 80
3 Cycloeicosane 280 C20H40 000296-56-0 74
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 58
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 58

Abundance Scan 3078 (21.474 min): BG059229.D\data.ms (-3070) (1 m/z 57.85 100.00%
57.0
- ﬂJLM
111.1 é \6
1.5
207.0 2651  354.9
0“‘WL‘JW\MWu“‘ W‘H““H““w“‘w““ﬁ?g‘ m/z 55.10 85.66%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 T
21.50
11.0 m/z 43.10 78.82%
0 \‘\ “ | } | ,167.0 223.0 280.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
——
21.50
5000 m/z 83.15 60.12%
“ ‘ 125.0
0t Wq A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173728: Cycloeicosane
55.0 21.50
m/z 97.10 56.42%
5000
11.0
ob }\468022402890 gt
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Sulfurous acid, butyl tride... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.667 2.15 ng/ul 110433  Chrysene-di12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 64
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 59
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 52
4 Docosane, 7-butyl- 366 C26H54 055282-15-0 50
5 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 50

Abundance Scan 3281 (22.667 min): BG059229.D\data.ms (-3275) (- | m/z 57.10 100.00%

57.1
5000
T

Py
‘ }‘ 22.50 23.00
ﬂ

127.14
ol A dlliirtise 2638 3698 4374 ./, 43.10  63.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 e it
22.50 23.00

m/z 85.15 32.03%

\\\‘\H‘\‘\‘].\f\‘c\)‘\‘\].\s\lg\o‘\z\s\?‘o\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0

o

22.50 23.00
5000 m/z 71.15 31.72%
oLl bl >0 2070 \
m/z--> 50 100 150 200 250 300 350 400
Abundance #262017: Heptadecane, 9-octyl-
57.0 22.50 23.00

m/z 55.00  21.95%

- Mj\/\w
13.0 239.0
‘ JNM || 1690 """ 294.0 352.0

R e T e
miz--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Cyclic22.720 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.720 3.01 ng/ul 154719  Chrysene-di12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 2-isopropyl-1,3-di... 140 C10H20 032281-85-9 70
2 Cyclododecane 168 C12H24 000294-62-2 52
3 Dotriacontyl propyl ether 509 C35H720 1000406-28-7 43
4 1-Hexacosanol 382 C26H540 000506-52-5 43
5 Hexacosyl propyl ether 424 C29H600 1000406-28-4 38

Abundance Scan 3290 (22.720 min): BG059229.D\data.ms (-3285) (- | m/z 55.10 100.00%

585.1
5000
111.1

209.1 280.9 2250
L] { o1 209508 4530500, 2250  23.00
bl by b DTS m/z 43.100 93.13%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #20767: Cyclopentane, 2-isopropyl-1,3-dimethyl-
55.0
5000 il e
22.50 23.00

m/z 97.10 69.76%

‘m“?'o
fl\l\u\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #43469: Cyclododecane
55.0 M
otgapp Mgyl

o

22.50 23.00
5000 m/z 57.10 66.82%
‘1?L0
AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #339317: Dotriacontyl propyl ether T T
43.0 22.50 23.00

m/z 83.10 54.61%

5000
ol ‘L 167.0223.0278.0334.0392.0448.0
ML £ 01223.0278.0334.0392.0095 0

m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.407 3.22 ng/ul 165448  Chrysene-di12 21.915
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 Heptacosane 380 C27H56 000593-49-7 53
5 Octacosane 394 (C28H58 000630-02-4 49

Abundance Scan 3407 (23.407 min): BG059229.D\data.ms (-3399) (- | m/z 57.10 100.00%
57.1
— 4
‘ eos 266.8 327.0374.2 431! 23:50
ob—ddd M L 9 280 ‘: ot 92003782 A3LY /7 4310 62.17%
miz--> 50 100 150 200 250 300 350 400
Abundance #59029: Tridecane
57.0
5000 T
23.50
m/z 71.05 51.09%
\\\1‘\!\\]\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #228591: Tetradecane, 1-iodo-
57.0
23.50
5000 m/z 85.05 39.21%
‘ 13.0 197.0
0 e hu‘,JN‘JH‘H‘H‘“““““““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0 23.50
m/z 55.10 25.75%
5000
‘ 13.0 268.0
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 4
R.T. EstConc Area Relative to ISTD R.T.

24.271 9.47 ng/ul 552220  Perylene-d12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 80
3 Pentadecane 212 C15H32 000629-62-9 80
4 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 3554 (24.271 min): BG059229.D\data.ms (-3545) (- m/z 57.10 100.00%

57.1
5000

H 31 101 2400 2450
Ot bbby 2101 309.0369.9425.0 5160 sz 43.10  57.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #74012: 3,5-Dimethyldodecane
57.0
5000
2400 2450

m/z 71.05 42.20%

‘ 113, 0169 0
O\\‘\‘\\\\‘\‘\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275547: Docosane, 11-butyl-

43.0

24 00 24 50
5000 ITI z 85.20 33.06%
210.0 309.0
O w“**N““ﬁﬁg*\wyw**wwh*§949\*w*\w**w** M/\ﬂMMMM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0 24 00 24. 50

m/z 55.10  22.23%

5000
\‘ 1130 2120
0 \m‘llm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 24 00 24 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 E-14-Hexadecenal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.371 2.04 ng/ul 118989  Perylene-di2 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 93
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 93
3 1-Octadecene 252 C18H36 000112-88-9 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 89
5 Heptadecafluorononanoic acid, he... 702 C26H35F1702 1000356-03-3 83
Abundance Scan 3571 (24.371 min): BG059229.D\data.ms (-3565) (- | m/z 57.10 100.00%
57.1
- /N/\
2400 2450
” { ‘ L 9.0 282.1 525.; : : .
0 H%‘H“wwaNuw“th‘Hu‘_“w“u“u“u“_“‘ m/z 55.10 82.37%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #121278: E-14-Hexadecenal
43.0
5000 o e
24.00 24.50
m/z 43.10 78.15%
o ML seo_ 290
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138490: E-15-Heptadecenal
43.0
== —
24.00 24.50
5000 m/z 83.05 50.61%
0 ’ 1\15.4 o 220
‘H “H Li T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138521: 1-Octadecene
57.0 24 00 24.50
97.05 44.82%
5000
111.0
oL L)oo _zs2o ot
m/z--> 50 100 150 200 250 300 350 400 450 500 24 00 24 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Decane, 1l-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.287 6.27 ng/ul 365656  Perylene-d12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 1-iodo- 268 C10H21I 002050-77-3 90
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Octacosane 394 C28H58 000630-02-4 58
5 Hexatriacontane 507 C36H74 000630-06-8 52
Abundance Scan 3727 (25.287 min): BG059229.D\data.ms (-3720) (- | m/z 57.10 100.00%
57.1
5000 /\’
s =
‘ 1131 18302391 an 475 25.00 25.50
ol kb7, 18302391 3084 3844 475. . 4319 70.61%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #157263: Decane, 1-iodo-
43.Q
5000 s Sha
25.00 25.50
m/z 71.10 44.43%
9.0
O\“\ [‘\!‘!M\%!\\115)“5\.1()\\‘\\\\2‘§\8.\()\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
25.00 25.50
5000 m/z 85.10 39.57%
oL L || 1132 1690 205.0 2810 3380
A A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228591: Tetradecane, 1-iodo-
57.0 25.00 25.50
m/z 41.10 22.75%
5000
113.0 197.0
Y N N oy diliis
m/z--> 50 100 150 200 250 300 350 400 450 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Tridecane, 1-iodo- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
26.515 17.11 ng/ul 997062  Perylene-di2 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
2 Eicosane 282 C20H42 000112-95-8 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 80
Abundance Scan 3936 (26.515 min): BG059229.D\data.ms (-3924) (- | m/z 57.10 100.00%
57.1
5000
U T
132 169.2 224.9 26:50
Ol kh 4 17716922249 287.9 3550 4367 1/, 43.10  61.15%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 s :
26.50
m/z 71.05 47.51%
183.0
113.0
0 \"\H\‘[‘\‘L\h\d‘ \‘\‘\\‘“\\\‘\‘\\\\‘\\\\3:‘[9\.(\)\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
U \
26.50
5000 m/z 85.10 36.15%
o I ‘ | | 1130 160.0 225.0 282.0
A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107244: Dodecane, 2-methyl-6-propyl- e ‘
57.0 26.50
m/z 55.10 24.08%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\

Data File : BG@59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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.
27.990 7.81 ng/ul 455185  Perylene-di12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Heptadecane 240 C17H36 000629-78-7 72
3 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 68
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 4187 (27.990 min): BG059229.D\data.ms (-4172) (- | m/z 57.10 100.00%
57.1
28.00
ol H\M L5 200026693267 4015 4792535 /0 g3ies  62.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #90190: Pentadecane
57.0
5000 IR
28.00
m/z 71.05 45.42%
\‘ [ | 113.0  212.0
0 \\‘\“‘H\"‘\“\“\‘\i"'u\\‘\‘\H’HH‘\H\‘HH‘HH‘HH’HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #123961: Heptadecane
57.0
b opuanpeapet 0
28.00
5000 m/z 85.10 29.87%
113.0
obll P 0e00 2400
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo- st e ahetyes
57.0 28.00
m/z 55.10 21.14%
) «WM/\WW
183.0
113.0
ol T meo [
m/z--> 50 100 150 200 250 300 350 400 450 500 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
29.759 9.77 ng/ul 569341  Perylene-d12 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 Decane, 1-iodo- 268 C1OH21I 002050-77-3 74
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Eicosane 282 C20H42 000112-95-8 70
5 Pentadecane 212 C15H32 000629-62-9 64
Abundance Scan 4488 (29.759 min): BG059229.D\data.ms (-4476) (- | m/z 57.10 100.00%
57.1
5000
2050 3000
111.1 : :
208.9 280.9 .
ol AL, 2089 29093322 4275 487. .. 4310 53.83%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
5000 et e
29.50 30.00
m/z 71.10 45.97%
113.0
o LT 16902250 2050 3670
T \\f\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #157263: Decane, 1-iodo-
43.Q
S g o
29.50 30.00
5000 m/z 85.10 37.61%
9.0
oLl B0 meo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228592: Tetradecane, 1-iodo- s bage sy el Ces
57.0 29.50 30.00
m/z 55.05 22.84%
5000
155.0
P 0 i - N RS- Y R . oV O W A .Y
m/z--> 50 100 150 200 250 300 350 400 450 29.50 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
31.933 3.08 ng/ul 179383  Perylene-di2 25.399
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
2 Eicosane 282 C20H42 000112-95-8 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 4858 (31.932 min): BG059229.D\data.ms (-4846) (- | m/z 57.10 100.00%
57.1
- i
32.00
196.2 253.0 355.1 428. :
0 “‘HLMN“”““m‘q‘wv‘_“‘y‘cmq““‘u“““‘ m/z 43.10 66.23%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #59045: Dodecane, 2-methyl-
43.0
5000 R
32.00
141.0 m/z 71.10 61.29%
O‘\\L‘\‘“1‘!‘\”\1‘b\‘\\!‘\g\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
32.00
5000 m/z 85.15 44 .13%
ol LLLLITED 1690 2250 2620
e H A A e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0 32.00
m/z 55.10 22.74%
5000
13.0
‘\ ‘ Lil] 169.0 254.0
O bbb b e e e —
m/z--> 0 50 100 150 200 250 300 350 400 32.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59229.D

Acqg On : 28 Sep 2023 11:33
Operator : MA/JU

Sample : 04480-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@92723.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|
Tetrachloroethy... 4.864 2082.6 ng/ul 41172900 1 8.231 395397 20.0
n-Hexadecanoic ... 18.436 3.6 ng/ul 185882 4 17.614 1037470 20.0
(DEL) Alkane: S... 21.474 5.4 ng/ul 277693 5 21.915 1029090 20.0
Sulfurous acid,... 22.667 2.1 ng/ul 110433 5 21.915 1029090 20.0
(DEL) Alkane: C... 22.720 3.0 ng/ul 154719 5 21.915 1029090 20.0
(DEL) Alkane: S... 23.407 3.2 ng/ul 165448 5 21.915 1029090 20.0
(DEL) Alkane: S... 24.271 9.5 ng/ul 552220 6 25.399 1165650 20.0
E-14-Hexadecenal 24.371 2.0 ng/ul 118989 6 25.399 1165650 20.0
Decane, 1-iodo- 25.287 6.3 ng/ul 365656 6 25.399 1165650 20.0
Tridecane, 1-iodo- 26.515 17.1 ng/ul 997062 6 25.399 1165650 20.0
(DEL) Alkane: S... 27.990 7.8 ng/ul 455185 6 25.399 1165650 20.0
(DEL) Alkane: S... 29.759 9.8 ng/ul 569341 6 25.399 1165650 20.0
(DEL) Alkane: S... 31.933 3.1 ng/ul 179383 6 25.399 1165650 20.0
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