LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58093.D

Acqg On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc :

ALS Vvial : 11 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: BGO58093.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.354 42 45 51 rVB2 10077 14095 0.64% 0.072%
2 3.766 111 115 128 rBV 77676 127467 5.82% 0.654%
3 4.101 168 172 177 rBv4 3058 5571 0.25% 0.029%
4 7.079 672 679 693 rBV 212031 367997 16.81%  1.888%
5 7.244 699 707 715 rBV 155017 249732 11.41%  1.281%

6 7.450 735 742 753 rVB 186447 307817 14.06%
7 7.920 814 822 831 rVB 171007 289693 13.23%
8 8.625 935 942 955 rBV 277940 496768 22.70%
9 9.077 1011 1019 1029 rBV 217034 377053 17.23%

9.800 1135 1142 1152 rBV 181059 322973 14.76%
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11 10.340 1227 1234 1251 rBV 292850 521088 23.81%
12 10.722 1290 1299 1307 rBV 262658 469459 21.45%
13 10.852 1315 1321 1335 rBV 168537 312372 14.27%
14 12.309 1564 1569 1575 rVB 5993 8350 0.38%
15 13.437 1757 1761 1769 rVB3 4908 8902 0.41%
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16 13.960 1842 1850 1864 rBV 643170 941861 43.03%
17 14.248 1892 1899 1908 rBV2 725858 1134200 51.82%
18 14.553 1945 1951 1962 rVB 452214 711602 32.51%
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19 14.753 1977 1985 2002 rBV 266117 469735 21.46% 410%
20 14.859 2002 2003 2006 rVV3 4461 4489 0.21% 023%
21 14.900 2009 2010 2017 rVV3 1878 3440 0.16% 0.018%
22 14.970 2019 2022 2027 rVB5 2682 3867 ©0.18% 0.020%
23 15.340 2078 2085 2087 rBV3 2037 2733 0.12% 0.014%
24 15.546 2113 2120 2132 rBV 974922 1490786 68.11% 7.649%
25 15.664 2132 2140 2151 rVB 359780 539494 24.65% 2.768%
26 15.787 2157 2161 2165 rVB2 4206 5644 0.26% 0.029%
27 15.904 2176 2181 2188 rBV 115554 166542 7.61% ©.855%
28 16.222 2231 2235 2238 rVB3 2261 2232 0.10% 0.011%
29 16.257 2238 2241 2246 rBV3 2525 3010 0.14% 0.015%
30 16.463 2273 2276 2284 rVB3 4021 6165 ©0.28% 0.032%
31 16.827 2335 2338 2343 rBV4 2501 3244 0.15% 0.017%
32 16.997 2364 2367 2372 rW4 2515 3944 0.18% 0.020%
33 17.044 2372 2375 2379 rW4 2909 4082 0.19% 0.021%
34 17.085 2379 2382 2387 rVB4 1929 3680 ©0.17% 0.019%
35 17.203 2399 2402 2405 rBV2 1833 2496 0.11% 0.013%

36 17.297 2412 2418 2428 rBV 641944 981843 44.86% 5.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58093.D

Acqg On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc :

ALS Vvial : 11 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 17.397 2428 2435 2443 rVV2 1132219 1713282 78.27% 8.791%
38 17.479 2445 2449 2455 rVB2 17808 24367 1.11% 0.125%
39 18.184 2564 2569 2577 rBvV2 76765 120684 5.51% 0.619%
40 19.107 2723 2726 2728 rVB4 2255 2199 0.10% 0.011%
41 19.248 2745 2750 2757 rVB2 17066 25875 1.18% ©0.133%
42 19.318 2757 2762 2774 rBV 17368 30504 1.39% 0.157%
43 19.459 2783 2786 2792 rBV7 8293 14023 0.64% 0.072%
44 19.565 2799 2804 2805 rBV5 2374 3226 0.15% 0.017%
45 19.594 2805 2809 2810 rvv3 2537 2919 0.13% 0.015%
46 19.612 2810 2812 2815 rVB3 3818 3135 0.14% 0.016%
47 19.688 2818 2825 2844 rVV 1384381 2032746 92.87% 10.430%
48 20.211 2911 2914 2917 rBV2 12349 14002 0.64% 0.072%
49 20.523 2965 2967 2969 rBV3 3117 2532 0.12% 0.013%
50 20.705 2994 2998 3002 rVB3 20575 22740 1.04% 0.117%
51 20.740 3002 3004 3005 rBv2 3213 2943 0.13% 0.015%
52 21.239 3078 3089 3113 rBV7 50352 329286 15.04% 1.690%
53 21.551 3136 3142 3156 rVB2 629696 1049143 47.93% 5.383%
54 21.733 3169 3173 3178 rVB2 20492 30917 1.41% 0.159%
55 22.326 3269 3274 3280 rBV3 21702 34790 1.59% 0.179%
56 22.691 3334 3336 3340 rBV5 4282 6420 0.29% 0.033%
57 23.002 3385 3389 3395 rVB3 22785 34574 1.58% 0.177%
58 23.190 3416 3421 3427 rVB 22132 38954 1.78% ©.200%
59 23.789 3518 3523 3532 rVB3 21253 45749 2.09% 0.235%
60 24.494 3631 3643 3660 rBV2 766066 2188851 100.00% 11.231%
61 24.706 3668 3679 3700 rVB2 430945 1241955 56.74% 6.373%
62 25.270 3773 3775 3777 rBV3 3531 2853 0.13% 0.015%
63 25.805 3860 3866 3871 rBv4 20412 51900 2.37% 0.266%
64 25.910 3882 3884 3886 rBV2 4602 4793 0.22% 0.025%
65 27.127 4085 4091 4099 rVB6 16596 45244 2.07% ©0.232%
66 28.684 4354 4356 4357 rBV2 5201 3890 0.18% 0.020%
Sum of corrected areas: 19488922
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58093.D

Acq On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc

ALS vial : 11 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: BG058093.D\data.ms
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400000
8.625 10-3490 722
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200000 0725450 7.920 9.800 1b.852
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Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG058093.D\data.ms

o

19.688

1200000 17.397
1000000 15.546

800000 14.248

13.960 17.297 21.551
600000
14.553
400000 15.664
4.753

200000

18.184

19]_@ zo_zzbgb 21.239 1.733 22.32@2.6g

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: BG058093.D\data.ms

15.904
13.437 J 34&1 .@Ammeﬁs
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1200000
1000000
800000 24.494
600000
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400000
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1328290 23.789 25.270 238@F0  27.127 28.684
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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@58093.D

Acq On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc

ALS vial : 11 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
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Peak Number 1 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.904 4.68 ng/ul 166542  Acenaphthene-di10 14.553
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 Azobenzene 182 C12H1ON2 000103-33-3 53
Abundance Scan 2181 (15.904 min): BG058093.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
T
16.00
152.0
e pel e e e e 2900 m/z 77.00 65.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0
182.0
5000 ‘/\‘ 1
16.00
51.0 m/z 182.00  54.51%
\\\‘2\?\.9\‘\\‘\\‘\\\H\“\\\\‘\‘\\\112\7.\(\)‘]\-\5}2\.?\\\\‘H\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
T
77.0 182.0 16.00
5000 ' ' ITI/Z 51.00 27 .59%
51.0
b A AR R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone =
105.0 16.00
m/z 106.00 9.76%
77.0
5000 182.0
51.0
270 | | 127.0 1520 A
R R R R e e R AR R ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58093.D

Acq On : 8 Jul 2023 14:23
Operator : CG/JU

Sample 1 03348-14

Misc

ALS vial : 11 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
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.184 2.46 ng/ul 120684  Phenanthrene-die 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2569 (18.184 min): BG058093.D\data.ms (-2564) (- | m/z 60.00 100.00%

60.0
5000
129.0 0132 o .

97.0
157.1
N Il T ‘ 2551 = e
\H‘HH‘\‘\‘\M ‘M‘H”\‘\“H‘”\‘\“\‘H“‘HH‘HH‘HH‘HH‘\‘\H‘H\M\ m/Z 73.00 90.33%

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 —— s

97.0

H 157.01g85,0213.0  256.0 :
\H‘HH“}‘HH!H ‘M‘H\L\‘}‘h‘“\\‘”‘l‘\“\‘H‘HH‘HH‘\‘\H‘H\‘\‘HH‘H\!‘\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
43.0 730

T
18.00 18.50

[ I

5000 129.0 m/z 43.00 82.46%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92070: Tridecanoic acid Y —
73.0 18.00 18.50

m/z 55.00 69.42%

430
5000
129.0
1710 2140
15‘0\‘ e H\\Mlﬂ\\l?‘ - ‘ ] ‘

.00 W Ml e L A ‘
aadll RS RARAR R AAAAN R RS RN RARRA AR T I

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\

Library Search Compound Report

Data File : BG@58093.D

Acq On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc

ALS vial : 11

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Heptafluorobutyric acid, he... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.239 6.28 ng/ul 329286 Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 95

2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 1-Tricosene 322 C23H46 018835-32-0 90

Abundance Scan 3089 (21.239 min): BG058093.D\data.ms (-3078) (- | m/z 57.05 100.00%
57.0

5000

11.0
207.0 R —
il | ( M Ly 266.9 21.00 21.50

L B h\h“‘\”‘\”‘\\\\“\\\\‘\‘\\‘\‘\\\\‘\\\\‘\\\ m/Z 55.00 97.25%

m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0

5000 — —
11.0 21.00 21.50

m/z 43.00 89.33%
‘khh

169
\l [ \“ \ L 224 0269 0 420.(
\\\\‘ \1\\‘\\\\‘\T\\‘\\\\‘\\\\‘\f\
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

7
21.00 21.50
5000 m/z 97.05 78.30%

11.0
LI 3se0 2690 3200
it : P e e
m/z--> 50 100 150 200 250 300 350 400
Abundance joni i

#293797: Pentafluoropropionic acid, hexadecyl ester 7 ‘
57.0 21.00 21.50

m/z 83.00 75.02%

5000 11.0

‘M\ 1680, 22402690 370.0

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58093.D

Acqg On : 8 Jul 2023 14:23
Operator : CG/JU

Sample : 03348-14

Misc

ALS Vvial : 11 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 15.904 4.7 ng/ul 166542 3 14.553 711602 20.0
n-Hexadecanoic ... 18.184 2.5 ng/ul 120684 4 17.297 981843 20.0
Heptafluorobuty... 21.239 6.3 ng/ul 329286 5 21.551 1049140 20.0
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