LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acqg On : 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc :

ALS Vvial : 35 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: BGO58116.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.335 38 42 43 rBV3 8513 11118 0.64% 0.064%
2 3.353 43 45 51 rVB 14072 21198 1.23% 0.123%
3 3.764 110 115 127 rBV 157683 251703 14.58% 1.457%
4 3,999 153 155 158 rVvB4 1970 2041 0.12% 0.012%
5 4.105 170 173 178 rVB2 3733 4849 0.28% 0.028%
6 4.634 258 263 267 rBV3 3270 5113 ©.30% 0.030%
7 7.078 672 679 693 rBV 176046 293308 16.99% 1.697%
8 7.243 700 707 718 rBV 140014 227372 13.17% 1.316%
9 7.448 734 742 749 rBV 166592 273682 15.86% 1.584%
10 7.918 815 822 829 rBV 218139 373712 21.65% 2.163%
11 8.617 933 941 955 rBV 212560 371206 21.51% 2.148%
12 9.076 1011 1019 1028 rBV 167485 294299 17.05% 1.703%
13 9.798 1135 1142 1151 rBV 137136 239975 13.90% 1.389%
14 10.339 1227 1234 1243 rBV 213363 367371 21.29% 2.126%
15 10.721 1292 1299 1306 rBV 348028 609081 35.29%  3.525%
16 10.856 1314 1322 1337 rBV 209056 395204 22.90% 2.287%
17 12.237 1552 1557 1562 rBV2 2344 3472 0.20% 0.020%
18 12.307 1565 1569 1575 rVB4 3120 5523 0.32% 0.032%
19 13.441 1756 1762 1769 rVB2 8376 12363 0.72% 0.072%

3.

20 13.952 1843 1849 1858 rBV 414364 612464 35.49%

21 14.246 1892 1899 1912 rBV 488720 762651 44.19%
22 14.434 1930 1931 1937 rVB3 1740 2085 0.12%
23 14.552 1944 1951 1959 rBV 627335 949323 55.00%

oORruUVIopd
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E

24 14.751 1978 1985 2001 rBV 108645 217541 12.60% 259%
25 15.345 2080 2086 2088 rBV3 1258 1935 0.11% 011%
26 15.392 2091 2094 2097 rVB 2212 2293  0.13% 013%

27 15.545 2113 2120 2134 rBV 679367 995561 57.68%
28 15.662 2134 2140 2149 rVV 135147 203032 11.76%

OO0 Rr UV
=
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R

29 15.780 2156 2160 2166 rVB4 2584 3715 0.22% 021%
30 15.903 2176 2181 2187 rBV 112238 166022 9.62% 961%
31 16.214 2229 2234 2237 rBV 2263 3070 ©0.18% 0.018%
32 16.250 2237 2240 2242 rVWVW2 2197 2637 0.15% 0.015%
33 16.273 2242 2244 2250 rVB4 1487 1972 0.11% 0.011%
34 16.473 2273 2278 2283 rVB2 7542 10490 0.61% 0.061%
35 16.708 2315 2318 2323 rBV2 1245 2024 0.12% 0.012%
36 16.825 2333 2338 2341 rBV2 1825 2140 0.12% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acqg On : 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc :

ALS Vvial : 35 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 16.996 2364 2367 2371 rvB3 2292 2443 0.14% 0.014%
38 17.049 2371 2376 2377 rBvV3 2352 2411 0.14% 0.014%
39 17.084 2380 2382 2388 rVB4 1883 2513 0.15% 0.015%
40 17.207 2395 2403 2404 rBV3 1490 2087 0.12% 0.012%
41 17.295 2412 2418 2428 rBV 836245 1287531 74.60% 7.451%
42 17.395 2428 2435 2445 rVWW 753394 1129345 65.43% 6.535%
43 17.478 2445 2449 2454 rVB3 14529 21430 1.24% 0.124%
44 18.089 2550 2553 2556 rVB3 1234 1737 0.10% 0.010%
45 18.183 2564 2569 2578 rBV2 35386 65043 3.77% 0.376%
46 18.277 2583 2585 2589 rVB4 1912 2889 0.17% 0.017%
47 18.382 2602 2603 2609 rVB4 1985 2048 0.12% 0.012%
48 18.899 2689 2691 2692 rBV 2252 2218 0.13% 0.013%
49 19.105 2723 2726 2730 rBv4 2376 2772 0.16% 0.016%
50 19.252 2744 2751 2758 rVV 10032 14620 0.85% 0.085%
51 19.323 2758 2763 2766 rBv2 9497 11790 0.68% 0.068%
52 19.464 2784 2787 2790 rVB4 2837 2872 0.17% 0.017%
53 19.605 2807 2811 2814 rBV5 3174 3627 0.21% 0.021%
54 19.687 2818 2825 2834 rBV 933410 1341565 77.73% 7.763%
55 20.210 2912 2914 2918 rVvB2 6349 5083 0.29% 0.029%
56 20.421 2949 2950 2954 rBV4 2060 1941 0.11% 0.011%
57 20.468 2954 2958 2959 rBV4 3225 2804 0.16% 0.016%
58 20.645 2985 2988 2991 rvB4 3171 3379 0.20% 0.020%
59 20.703 2993 2998 3003 rBV5 13419 19866 1.15% 0.115%
60 21.009 3048 3050 3053 rBV5 3135 2864 0.17% 0.017%
61 21.203 3078 3083 3084 rBV 12387 15303 0.89% 0.089%
62 21.250 3084 3091 3093 rBVS5 17154 36246 2.10% 0.210%
63 21.549 3135 3142 3158 rBV2 838242 1405617 81.44% 8.134%
64 21.731 3169 3173 3177 rBV 15444 17904 1.04% 0.104%
65 22.160 3244 3246 3247 rBvV2 2944 2342 0.14% 0.014%
66 22.325 3270 3274 3282 rVB2 17308 25655 1.49% 0.148%
67 23.001 3384 3389 3398 rVB 31147 59102 3.42% 0.342%
68 23.189 3415 3421 3426 rBvV2 21928 40882 2.37% 0.237%
69 23.782 3516 3522 3528 rVB 43118 88415 5.12% 0.512%
70 24.487 3630 3642 3657 rBV2 522547 1439507 83.40%  8.330%
71 24.704 3667 3679 3696 rBV 599195 1725950 100.00%  9.988%
72 25.809 3859 3867 3877 rVB2 68070 189694 10.99% 1.098%
73 26.726 4021 4023 4029 rBV7 2554 5566 0.32% 0.032%
74 27.125 4078 4091 4104 rBV2 66605 238197 13.80% 1.378%
75 28.494 4322 4324 4325 rBV2 3787 3309 0.19% 0.019%

76 28.712 4351 4361 4374 rVB4 45264 185165 10.73% 1.072%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\

Data File : BGO58116.D

Acqg On 9 Jul 2023 7:46

Operator : CG/JU

Sample : 03349-06

Misc

ALS Vvial : 35 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

77 29.422 4481 4482 4485 rBV2 3339 3440 0.20% 0.020%

78 30.639 4677 4689 4704 rVB5 34004 159339 9.23% 0.922%

79 32.207 4954 4956 4958 rVB3 3448 2704 0.16% 0.016%
Sum of corrected areas: 17280760
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acq On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS vial : 35 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: BG058116.D\data.ms
800000
600000
400000 10.721
200000 7078 7918  8.617 10.339 10.856
3.764 754448 9076 4798
0@«2‘35 34995 4.634 J\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058116.D\data.ms
19.687
800000 17395
15.545
14.552
600000
14.246
13.952
400000
200000 I
4.751 15662903
13.441 M@ J\\ ma&ﬂ&mﬂn@m&&%m 18%48%82 15 sotpeREnsca0s 20 ZmmagHes SIS 71 73100206825
e e T e T T T
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: BG058116.D\data.ms
800000
24.704
600000 i
24.48
400000
200000
399159 23782 25.809 27.125 28.712 30,639
x A I 26.726 |\ 28.49 29.422 32.207
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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\BGO70823\
Data File : BG@58116.D

Acq On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS vial : 35 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 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.903 3.50 ng/ul 166022  Acenaphthene-di10 14.552
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
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2181 (15.903 min): BG058116.D\data.ms (-2176) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
——
16.00
152.0
H\‘H\\‘H‘M‘\\\““‘\\H‘\‘\\\1‘2\5\.\9\‘HV\‘HH‘H\H m/Z 77 .00 65.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 182.60  50.25%
210 | A 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
o
77.0 182.0 16.00
5000 ' ' m/z 51.00 27.06%
51.0
b 1289, 320
miz--> 20 40 60 80 100 120 140 160 180 /\\
Abundance #56922: Benzophenone A
105.0 16.00
m/z 181.10 8.73%
77.0
5000 182.0
51.0
210 |l 1260 1520 | :
R L o e e e e R —
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acq On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS vial : 35 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 2 Dotriacontane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.809 2.20 ng/ul 189694  Perylene-d12 24.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3867 (25.809 min): BG058116.D\data.ms (-3859) (- m/z 57.00 100.00%
57.0
2550  26.00
169.0 : :
H MW b 2890 m/z 71.85 56.13%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo-
57.0
5000 o caawi
25.50 26.00
m/z 43.05 50.18%
169.0
\“\ ‘\‘ ‘ h‘l \““\ ‘ \J‘ T ‘\ \l‘ T ‘\ \‘ T “2\‘2\5\ \0’ T \2\9\5‘ \0\ \:3\5‘1\(\)\ T ‘ T \i4i4‘9\(
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
= —
25.50 26.00
5000 m/z 85.00 46.75%
13.
| ‘ | 1130 169.0 225.0 281.0 337.0 394.0
e ““‘H‘ T e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #261137: Hexadecane, 1-iodo- — P
57.0 25.50 26.00
m/z 55.00 19.67%
5000
‘ 13.0 159 225.0
A e bl YR
m/z--> 50 100 150 200 250 300 350 400 450 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acq On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS vial : 35 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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.125 2.76 ng/ul 238197 Perylene-di2 24.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 4091 (27.125 min): BG058116.D\data.ms (-4078) (- m/z 57.00 100.00%
57.0

5000

— =
27.00 27.50

1 7.1 211.1281.0 .
‘\H\‘\J\J\hilf\\‘\\\\’HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘\H m/Z 71.09 62.354

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347241: Tetratetracontane
57.0

5000 R ‘

o

27.00 27.50
m/z 43.00 50.34%

| 1 J | }£7:0197.0267.0337.0407.0 491.0562.0

‘\\\\‘\\\\‘\\\T‘\\f\’\\\W‘\\f\‘W\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #176385: Eicosane
57.0
T Y
27.00 27.50
5000 ITI/Z 85.00 45.26%
Ji.l.‘2‘701g70 2820
I
e e e e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane s Ly e
57.0 27.00 27.50

m/z 55.00  21.24%

5000

1] 2870 197 0 281.0 3940

T T
m/z--> 0 50 100150200250300350400450500550600 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acq On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS vial : 35 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.712 2.15 ng/ul 185165 Perylene-di2 24.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Tetracosane 338 C24H50 000646-31-1 86
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 80

Abundance Scan 4361 (28.712 min): BG058116.D\data.ms (-4351) (- m/z 57.00 100.00%
57.0

5000 M/k%
2850  29.00
41.0 2100 264.8 : :
\\\\“”“ h‘ ‘h H‘ \“\‘\ ‘\‘ ‘\‘\\\‘\\\\‘\\\\‘\\\:\35‘5\\0\\‘ m/Z 71.09 65.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000
28.50 29.00
9.0 m/z 85.05 57.16%
T '\d\ H‘ \h‘\ h“ \H‘ \]T\ “ ‘\%8\3\?2\2\5\9‘ T \%9\6‘(\)\ T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
28.50 29.00
5000 ITI/Z 43.00 50.65%
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 28.50 29.00
m/z 55.00 25.76%
- wﬂwdwmmwM/%\MNMMMmMV
Ll h‘ H | 141 9183 0225.0 281.0 337.0 394.
i “‘ e T T e e T T T —— ——
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58116.D

Acqg On 9 Jul 2023 7:46
Operator : CG/JU

Sample : 03349-06

Misc

ALS Vvial : 35 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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzophenone 15.903 3.5 ng/ul 166022 3 14.552 949323 20.0
Dotriacontane, ... 25.809 2.2 ng/ul 189694 6 24.704 1725950 20.0
(DEL) Alkane: S... 27.125 2.8 ng/ul 238197 6 24.704 1725950 20.0
(DEL) Alkane: S... 28.712 2.1 ng/ul 185165 6 24.704 1725950 20.0
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