LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc :

ALS Vvial : 18 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@59242.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 12 17 21 rBV7 13097 21092 0.13% 0.057%
2 3.965 94 98 103 rBvV 77334 121733 0.75% 0.330%
3 4.176 131 134 141 rVB2 12899 22292 0.14% 0.060%
4 4.846 239 248 266 rBV 8594558 16237522 100.00% 44.005%
5 5.457 344 352 357 rVB2 13006 23949 0.15% 0.065%
6 7.355 666 675 682 rBV 78598 136312 0.84% 0.369%
7 7.554 702 709 716 rBV 250184 413641  2.55% 1.121%
8 7.748 735 742 750 rBV 224425 387923 2.39% 1.051%
9 8.230 818 824 832 rBV2 160990 275945 1.70% 0.748%
10 8.923 935 942 952 rBV 200221 355386 2.19% 0.963%
11  9.429 1021 1028 1033 rBV 305528 571167 3.52% 1.548%
12 9.470 1033 1035 1042 rVB2 85995 111153 0.68% 0.301%
13 10.146 1141 1150 1159 rBV 220817 406990 2.51% 1.103%
14 10.674 1233 1240 1249 rVB 342541 598666 3.69% 1.622%
15 10.915 1276 1281 1291 rVB3 17519 37745 0.23% 0.102%
16 11.074 1300 1308 1314 rBv2 251139 448804 2.76% 1.216%
17 11.215 1325 1332 1341 rBV 264811 499651 3.08% 1.354%
18 13.694 1748 1754 1759 rVB3 10030 17808 0.11% 0.048%
19 14.264 1844 1851 1859 rBV 751335 1081334 6.66% 2.931%
20 14.570 1893 1903 1912 rVB2 827611 1301540 8.02% 3.527%

21 14.864 1944 1953 1962 rBv2 391198 622713 3.84%
22 15.057 1976 1986 1993 rBV3 78028 142352 0.88%
23 15.857 2115 2122 2127 rBV 1075814 1665060 10.25%
24 15.962 2134 2140 2146 rBV 329778 473154  2.91%

PR MAOR
Ul
=
N
B

25 17.613 2414 2421 2427 rBV 478217 727916  4.48% 973%
26 17.713 2430 2438 2445 rBV2 1215556 1878174 11.57% 5.090%
27 18.436 2556 2561 2572 rBV2 202674 302847 1.87% ©0.821%
28 19.552 2746 2751 2755 rBV3 23443 36823 0.23% 0.100%
29 19.617 2760 2762 2766 rVV2 15236 19088 0.12% 0.052%
30 19.693 2770 2775 2783 rBV2 99575 153239 0.94% 0.415%

31 19.987 2819 2825 2833 rBV 1587096 2252700 13.

3 6.
32 21.468 3072 3077 3085 rBV3 88379 167368 1.03% 0.454%
33 21.914 3147 3153 3163 rVB2 459914 782676  4.82%  2.121%
34 22.026 3169 3172 3176 rVB5 14072 16606 ©.10% ©0.045%
35 22.666 3277 3281 3286 rVB7 25080 41294 0.25% 0.112%

36 23.395 3401 3405 3417 rVB2 46080 93516 ©.58% 0.253%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS Vvial : 18 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 23.606 3435 3441 3447 rVB4 30901 63153 0.39% 0.171%
38 24.258 3547 3552 3560 rVB3 63264 142384 0.88% 0.386%
39 25.157 3693 3705 3718 rBV2 791434 2341099 14.42% 6.345%
49 25.281 3720 3726 3734 rVv2 78400 217234 1.34% 0.589%
41 25.398 3736 3746 3757 rVB2 312696 892817 5.50% 2.420%
42 26.497 3923 3933 3935 rBvV 78715 166691 1.03% 0.452%
43 27.972 4172 4184 4195 rBv4 70741 298045 1.84% 0.808%
44 29.758 4471 4488 4503 rBV6 55170 255672 1.57% 0.693%
45 31.914 4846 4855 4859 rBvV8 24773 75865 0.47% 0.206%
Sum of corrected areas: 36899139
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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: BG059242.D\data.ms
8000000

7000000
6000000
5000000
4000000
3000000

2000000

1000000
44 4 10.67 72
489 3.963176 5.457 7. 3?,'%5 8 8.230 8.923 % @% 10.146 110’ 15

\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\v_[v_r\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘v*\‘(\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 350 400 450 5,00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG059242.D\data.ms

O

8000000
7000000
6000000
5000000
4000000
3000000

2000000 19.987
15.857 17.713

1000000 14.284.570 17613
14.864 15.962 . 18.436

21.914
13.694 }(5057 3 21.468 29.026 22.666
T \ﬁ

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: BG059242.D\data.ms

o

8000000
7000000
6000000
5000000
4000000
3000000
2000000
1000000 25.157

23.39%06  24.258 2/@%?8 26.497 27.972 29.758 31.914

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®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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.
4.846 1176.87 ng/ul 16237500 1,4-Dichlorobenzene-d4 8.236
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 97

4 Tetrachloroethylene 164 C2Cl4 000127-18-4 94
5 Phosphorodichloridothioic acid, ... 164 CH3C120PS 002523-94-6 23

Abundance Scan 248 (4.846 min): BG059242.D\data.ms (-239) (-) m/z 165.90 100.00%

165.9

©
~
o

5000
R R A BAR
’ ‘ 4.60 4.80 5.00 5.20
owh_m‘ ALl 4455 nz 163.90 80.99%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39850: Tetrachloroethylene
166.0
5000 L B I L LI LN B
94.0 4.60 4.80 5.00 5.20
m/z 129.00  80.83%
3. \ |
O‘\\\\?‘!‘\\“\‘\\\\‘\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39852: Tetrachloroethylene
166.0
R R N Bl
4.60 4.80 5.00 5.20
5000 m/z 130.85 77 .73%
94.0

80 | |

—

0 i e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #39854: Tetrachloroethylene R RARERER RN SN
166.0 4.60 4.80 5.00 5.20
m/z 94.00 61.72%
5000
94.0 K

OF‘ SRS A S —
m/z--> 0 50 100 150 200 250 300 350 400 450 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®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 Heptadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.436 8.32 ng/ul 302847  Phenanthrene-d10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 95
2 Heptadecanoic acid 270 C17H3402 000506-12-7 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 2561 (18.436 min): BG059242.D\data.ms (-2556) (- | m/z 43.05 100.00%
43.0
129.1
213.2 -
| WJJ 269.6 451, 1850
0 frrrdly . r m/z 60.10 94.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161155: Heptadecanoic acid
73.0
270.0
5000 129.0 IS
18.50
185.0 ITI/Z 57.10 90.21%
l%#)\u il \\H \“h M‘ Wl ‘\ “ u ‘\ |
O‘\\\\‘ \\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #161157: Heptadecanoic acid
73.0
R T T ‘ T
270.0 18.50
5000 m/z 73.10 85.49%
129.0
s, 2
ol LD L L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143508: n-Hexadecanoic acid Y
43.0 256.0 18.50
m/z 55.10  81.48%
5000
129.0
185.0
O ] “ T
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 3 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.693 4.21 ng/ul 153239  Phenanthrene-di10 17.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 2775 (19.693 min): BG059242.D\data.ms (-2770) (- m/z 43.10 100.00%

43.1
5000

129.1 Pt S
185.1 24115841 10 19.50 20.00

- m/z 60.10  73.38%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 sty feslpach
129.0 19.50 20.00
29.( 185.0 547 ¢284.0 m/z 55.05 72.65%
‘u‘ uhL u‘u‘\ Mol

0 ‘”kH\ ‘\““W“‘\“w‘\““W“‘\“
mizw> 0 50 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid

43.0
19ﬁ50 20ﬁ00
5000 ITI/Z 57.10 67.92%
129 0 284.0
185.0 2410

0 H‘\‘ w\ M\M \‘\"\“‘\‘M\H“‘H‘\“HH‘HH‘H
m/z--> 0 5 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e :

T T
43.0 19.50 20.00

m/z 73.05 60.30%

5000 284.0
129 0
Il 1850 241.0
0 u\u u‘H M\ ) | ‘ Ll ‘ 372.0 : ‘ ‘

T
m/z--> 0 5 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.468 4.28 ng/ul 167368  Chrysene-di12 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 80
2 Fumaric acid, dodecyl 2,3,4,6-te... 496 C22H28C1404 1000348-20-4 78
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 58
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 55

5 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 53

Abundance Scan 3077 (21.468 min): BG059242.D\data.ms (-3072) (- m/z 57.10 100.00%
57.1

o MUJﬂ“WNWM/\MWVMWWMW»

R
1%5.1 207.0 5g09 4211 5067 21.50
0l v -‘“',l' B N v S S m/z 55.85 95.92%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209741: 1-Docosene
58.0
5000 U
21.50
111.0

m/z 43.10 93.41%

. VP ——

‘\\f‘ 1\]f\\\‘\\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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

Abundance #337204: Fumaric acid, dodecyl 2,3,4,6-tetrachloropheny
69.0

P
21.50
5000 267.0 m/z 83.20 62.07%
31.0 4
203.
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245846: Trifluoroacetoxy hexadecane “”MW%MMW‘ —
57.0 21.50
m/z 69.10 55.61%
5000
125.0
] ‘m 1960 269.0
o e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 Sulfurous acid, butyl tride... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
23.395 2.39 ng/ul 93516  Chrysene-d12 21.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 72
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 72
3 Eicosane 282 C20H42 000112-95-8 70
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 64
5 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 58

Abundance Scan 3405 (23.395 min): BG059242.D\data.ms (-3401) (- | m/z 57.05 100.00%
57.0

5000
— —r
‘ ‘ ”1331 207.0 281.6 3552 526. 23.00 23.50
0 H‘WMMWNMJNM‘;wﬂwuywu“u"_‘H“H“H“_“‘ m/z 43.10  56.30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224370: Sulfurous acid, butyl tridecyl ester
57.0
5000 — —

m/z 71.15 36.08%

30
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #188718: Sulfurous acid, butyl undecyl ester
57.0
Sy

23.00 23. 56
}l

o

2300 2350
5000 m/z 85.10 30.73%
155.0
b b L i 2190
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #176385: Eicosane
57.0 23.00 23.50
m/z 55.05 29.12%
5000
||| 430169.0225.0282.0
0"kw‘H‘Jmﬂﬁ\uq‘H‘_“W‘H“H‘W‘H“H‘W“H - —
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.258 3.19 ng/ul 142384  Perylene-di2 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 83
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Heneicosane 296 C21H44 000629-94-7 76
4 Eicosane 282 (C20H42 000112-95-8 72
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 68
Abundance Scan 3552 (24.258 min): BG059242.D\data.ms (-3547) (- | m/z 57.10 100.00%
57.1
5000
e
1349 207.0 2819 ) : :
ol by 140 27O 2819 D14 es 67 70y
miz--> 50 100 150 200 250 300 350 400
Abundance #45481: Dodecane
57.0
5000 s —
24.00 24.50
m/z 71.10 43.72%
’ } 113.0 170.0
O \\l\‘\"‘\‘!‘\‘\“’\“\‘\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #193301: Dodecane, 1-iodo-
57.0
el i
24.00 24.50
5000 m/z 85.15 36.67%
‘ ‘ 13,0 1690 296.0
ol T eeso L
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0 24.00 24.50
m/z 55.10 26.25%
5000
ow,,,l69°225°296° i —
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z
B
02

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
G059242.D
8 Sep 2023 20:24

: MA/JU

Y

01

Quant Method
Quant Title

TIC Library

4480-07

8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
25.281 4.87 ng/ul 217234  Perylene-di12 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 86
3 Eicosane 282 C20H42 000112-95-8 80
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
5 Nonadecane 268 C19H40 000629-92-5 74

Abundance Scan 3726 (25.281 min): BG059242.D\data.ms (-3720) (1 m/z 57.10 100.00%
57.1
2500 2550
131 2088 2828 356.2 : : :
0 Hu‘w ‘H“h]“ Wi b eo0 S92 A8 43,10 68.27%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158598: Nonadecane
57.0
5000 o e
25.00 25.50
m/z 71.10 50.49%
1
O \J\‘\“‘\‘\\\“\”‘\‘\\‘]‘_\6\9\(\)‘\\\\2‘§\8\0\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #206617: Sulfurous acid, butyl dodecyl ester
57.0
25.00 25.50
5000 m/z 85.05 41.40%
13.0
0 \‘H AR02210
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0 25.00 25.50
m/z 41.10 21.16%
) WWJ\WW
o ||| 11301690 2250 282.0
‘“w“‘w"‘w‘“w“‘w“‘w“‘w“‘w“w“‘w P e
m/z--> 50 100 150 200 250 300 350 400 450 25.00 25.50
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Data Path : Z

Library Search Compound Report

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

Data File : BG@59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.497 3.73 ng/ul 166691  Perylene-di2 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 4-Methylheneicosane 310 C22H46 025117-29-7 72
3 Nonadecane 268 C19H40 000629-92-5 70
4 Tetradecane 198 C14H30 000629-59-4 64
5 Docosane 310 C22H46 000629-97-0 58
Abundance Scan 3933 (26.497 min): BG059242.D\data.ms (-3923) (- | m/z 57.10 100.00%
57.1
- MMMMMQVWMN/\\Nwamm«v¢
26.50
141.3 208.0 355.1 | '
ol ablLL M3 2000 2841 3551 4832548 43 a0 ge.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0
5000 R
26.50
m/z 71.10 43.97%
O\‘\"\‘J\‘\J‘\J‘lﬁz.\‘(‘)‘\\1\9\7.\9\\2‘6\\8;9‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212284: 4-Methylheneicosane
57.0
bl
26.50
5000 m/z 85.10 32.84%
267.0
127.0
o7 270
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0 26.50
m/z 55.10 24.94%
) WW\M/\A/\“MW
ol LI AFT0 om0 2080 i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27.972 6.68 ng/ul 298045  Perylene-di2 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 (C28H58 000630-02-4 83
3 Pentadecane 212 C15H32 000629-62-9 72
4 Docosane, 7-butyl- 366 C26H54 055282-15-0 72
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 4184 (27.972 min): BG059242.D\data.ms (-4172) (- m/z 57.10 100.00%
57.1
28.00
13.2 207.0 282 1 .
ol ““ WAL e 282 BALT 4420 0 43,10 68.05%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 R
28.00
m/z 71.10 52.45%
O\\“\‘\‘ “\”‘\Jﬂ‘\“\‘\\‘]‘7\6\9\9‘2\2\5\9‘\2\8\2\(’)\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
28.00
5000 m/z 85.20 38.62%
13.
oLl ‘ h ﬁ 7, 169.0 225.0 281.0 337.0 394.0
i A e e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #90189: Pentadecane
57.0 28.00
m/z 55.10 25.04%
5000
A“ | 13.0 212.0
0 bbb e e —
m/z--> 50 100 150 200 250 300 350 400 28.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG092823\

Data File : BG@59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
29.758 5.73 ng/ul 255672  Perylene-di2 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 46
2 2-Butanone, 1-bromo-3,3-dimethyl- 178 C6H11BrO 005469-26-1 43
3 Heptane, 4-(bromomethyl)- 192 C8H17Br 101654-29-9 38
4 Tetracosane 338 (C24H50 000646-31-1 38
5 Tetratetracontane 619 C44H99 007098-22-8 38

Abundance Scan 4488 (29.758 min): BG059242.D\data.ms (-4471) (- m/z 57.10 100.00%

57.1
5000
AT

‘ \113 1 207.0 266.1 355.1 475.0 29.50 30.00
o“w“‘wwwMwemueq“H“H“H“_“w“w“w“u m/z 43.15 60.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339056: Hexatriacontane
57.0
5000 Ak MGl
29.50 30.00

m/z 85.10  43.21%

JL AAHl 3.0169.0225.0 295.0 365.0 435.0 506.(
‘\\\1‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\[\\1\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #53130: 2-Butanone, 1-bromo-3,3-dimethyl-
57.0

29.50 30.00
5000 m/z 71.05 36.14%

‘ || |121.0180.0

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

o

o

Abundance #67287: Heptane, 4-(bromomethyl)-
57.0 29.50 30.00
m/z 55.05 29.23%
5000
113.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 29.50 30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG092823\
Data File : BG®59242.D

Acqg On : 28 Sep 2023 20:24
Operator : MA/JU

Sample : 04480-07

Misc

ALS Vvial : 18 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... 4.846 1176.9 ng/ul 16237500 1 8.236 275945 20.0
Heptadecanoic acid 18.436 8.3 ng/ul 302847 4 17.613 727916 20.0
Octadecanoic acid 19.693 4.2 ng/ul 153239 4 17.613 727916 20.0
(DEL) Alkane: S... 21.468 4.3 ng/ul 167368 5 21.914 782676 20.0
Sulfurous acid,... 23.395 2.4 ng/ul 93516 5 21.914 782676 20.0
(DEL) Alkane: S.. 24.258 3.2 ng/ul 142384 6 25.392 892817 20.0
(DEL) Alkane: S.. 25.281 4.9 ng/ul 217234 6 25.392 892817 20.0
(DEL) Alkane: S.. 26.497 3.7 ng/ul 166691 6 25.392 892817 20.0
(DEL) Alkane: S.. 27.972 6.7 ng/ul 298045 6 25.392 892817 20.0
(DEL) Alkane: S.. 29.758 5.7 ng/ul 255672 6 25.392 892817 20.0
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