LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample : 01422-12

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_ N\Methods\SFAM-EPA-BN©20623.M
Title : SVOA CALIBRATION

Signal : TIC: BN@24004.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 20 24 29 rVB 27455 37971 1.21% 0.103%
2 3.534 73 76 79 rBV3 4221 6865 0.22% 0.019%
3 3.652 93 96 110 rBV 328990 536732 17.06%  1.456%
4 3.875 132 134 139 rVB5 5563 7403 0.24% 0.020%
5 3.975 147 151 155 rBvV2 9175 12775 0.41% 0.035%
6 4.087 168 170 176 rVB5 4830 6474 0.21% 0.018%
7 4.352 214 215 222 rVB6 3470 5722 0.18% 0.016%
8 4.911 305 310 318 rVB2 10993 22446 0.71% 0.061%
9 6.216 530 532 537 rVB5 2965 3828 0.12% 0.010%
106 6.999 659 665 675 rVW 501878 772646 24.57% @ 2.096%
11 7.169 687 694 705 rBV 398059 621914 19.77% 1.687%
12 7.363 720 727 738 rBV 502954 791396 25.16% 2.147%
13 7.834 800 807 814 rBV 547604 857217 27.25%  2.326%
14 7.899 816 818 823 rVB4 3987 4822 0.15% 0.013%
15 8.552 921 929 940 rBV 610379 962144 30.59% 2.611%
16 8.999 999 1005 1016 rBvV 477694 765219 24.33% 2.076%
17 9.399 1070 1073 1077 rVB2 6678 9753 0.31% 0.026%
18 9.722 1120 1128 1138 rBV 418757 654575 20.81% 1.776%
19 10.263 1213 1220 1232 rBV 628686 1030335 32.76% 2.796%
20 10.640 1274 1284 1292 rBV 799420 1281862 40.75% 3.478%
21 10.787 1301 1309 1330 rBV 602519 1015516 32.29% 2.755%
22 11.899 1493 1498 1502 rVB3 2810 3359 0.11% 0.009%
23 11.969 1507 1510 1515 rVB4 1936 3319 0.11% 0.009%
24 12.234 1548 1555 1561 rVB 10665 17962 0.57% 0.049%
25 13.298 1732 1736 1742 rVB4 6606 10777 ©0.34% 0.029%
26 13.904 1832 1839 1848 rBV 1113939 1529772 48.64% 4.151%
27 14.010 1853 1857 1861 rBV6 4182 6569 0.21% ©0.018%
28 14.087 1867 1870 1874 rBV 4009 4862 ©0.15% 0.013%
29 14.181 1879 1886 1895 rBV 1277273 1758065 55.90% 4.770%
30 14.381 1916 1920 1924 rVB4 3682 5202 0.17% 0.014%

31 14.487 1931 1938 1948 rBV 1264949 1798538 57.18%

4.
32 14.692 1967 1973 1992 rBV 455463 691556 21.99% 1.876%
33 14.910 2006 2010 2016 rBv4 8160 12713 0.40% 0.034%
34 15.275 2066 2072 2074 rBV6 3950 5002 0.16% 0.014%
35 15.328 2078 2081 2086 rVB4 3385 4453  0.14% 0.012%

36 15.481 2099 2107 2122 rBV 1691980 2295275 72.98% 6.228%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample : 01422-12

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_ N\Methods\SFAM-EPA-BN©20623.M
Title : SVOA CALIBRATION
37 15.604 2122 2128 2136 rBV 519702 643607 20.46% 1.746%
38 15.722 2142 2148 2151 rBV4 6933 8701 0.28% 0.024%
39 15.851 2164 2170 2182 rBV 824358 1066818 33.92% 2.895%
40 16.192 2224 2228 2231 rBV5 2404 3585 0.11% 0.010%
41 16.410 2260 2265 2272 rBV 30693 42483 1.35% ©0.115%
42 16.645 2300 2305 2307 rBv4 4791 6471 0.21% 0.018%
43 17.028 2365 2370 2374 rBV5 3347 6513 0.21% ©0.018%
44 17.239 2399 2406 2416 rBV 1582854 2250114 71.54% 6.105%
45 17.334 2416 2422 2433 rBV2 1829633 2534585 80.58% 6.877%
46 17.434 2434 2439 2443 rVB7 22333 35104 1.12% 0.095%
47 17.522 2451 2454 2459 rVB4 2524 3593 0.11% 0.010%
48 17.628 2467 2472 2475 rBV7 2429 3459 0.11% 0.009%
49 17.945 2523 2526 2532 rVB7 2455 4346 0.14% 0.012%
50 18.010 2534 2537 2542 rVVé6 4376 6022 0.19% 0.016%
51 18.133 2553 2558 2569 rBV 247529 386426 12.29% 1.048%
52 18.557 2627 2630 2634 rVB4 18594 21262 0.68% 0.058%
53 18.816 2672 2674 2676 rBV3 3569 3784 0.12% 0.010%
54 19.192 2734 2738 2745 rBV2 24283 37077 1.18% 0.101%
55 19.269 2747 2751 2753 rBV2 42868 54823 1.74% 0.149%
56 19.298 2753 2756 2764 rVB6 29680 54784 1.74% 0.149%
57 19.416 2772 2776 2784 rBV 76542 112560 3.58% 0.305%
58 19.563 2799 2801 2805 rBV4 8473 9930 0.32% 0.027%
59 19.633 2807 2813 2819 rBV 2443133 3145289 100.00% 8.534%
60 19.763 2833 2835 2839 rBV3 21320 22016 0.70% 0.060%
61 20.175 2902 2905 2908 rVB2 18801 19502 0.62% 0.053%
62 20.557 2968 2970 2976 rBV8 21778 32848 1.04% 0.089%
63 20.669 2985 2989 2993 rBV3 38670 45688 1.45% 0.124%
64 21.139 3065 3069 3079 rBV2 153967 282795 8.99% 0.767%
65 21.427 3112 3118 3126 rBV 2148901 2718837 86.44% 7.377%
66 23.651 3489 3496 3508 rBV2 1618330 3088706 98.20%  8.381%

67 23.804 3516 3522 3535 rVB 1410571 2648385 84.20% 7.186%

Sum of corrected areas: 36855152
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\

BN©24004.D
: 10 Feb 2023 16:41
: CG/JU
: 01422-12
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20623.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BN024004.D\data.ms
2000000
1500000
1000000
10.640
8.552 10.263 10.787
6.9997.363 7.834 8.999
500000 :
3.652 9.122
082835 3.3B3B4.352 4.911 6.216 9.399
\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\ \\\\‘\\\\‘\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN024004.D\data.ms
19.633
2000000
17.334
15.481
17.239
1500000
14.1814 487
13.904
1000000
15.851
500000 14.692 1p-604
18.133
A 0.5!
,B969.234 13208 140087381 |14.910527215.7 16192064517, on @msraaqkm.smem@w- 76320.178
T T T T e e e T e e A e R e e e e e T o T
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 1600 1650 1700 1750 1800 18.50 19.00 19.50 20.00
Abundance TIC: BN024004.D\data.ms
21.427
2000000 23.651
23.804
1500000
1000000
500000
21.139
669
0\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample : 01422-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-

Quant Title : SVOA CALIBRATION

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

EPA-BNO20623 .M

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.
15.851 11.86 ng/ul 1066820  Acenaphthene-d10 14.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H100 000119-61-9 96
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 87
Abundance Scan 2170 (15.851 min): BN024004.D\data.ms (-2164) (- m/z 105.00 100.00%
105.0
182.1
5000
51.0
— ——
| | 152.0 H 280 15.50 16.00 .
O vrmvepribapeden e b ST m/z 77.00 77.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
182.0
5000 — —
15.50 16.00
51.0 m/z 182.10  55.47%
‘ ‘ 152.0
0H\’HH‘\\H‘H\h“’\\H‘\H\‘HH‘\\1“\‘H\\’\H\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
— ——
182.0 15.50 16.00
5000 m/z 51.00 30.48%
51.0
152.0
O ettt e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone I j\‘ —
105.0 15.50 16.00
m/z 50.00 10.89%
5000 182.0
51.0
LS M O S TR N — N —
mlz--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample : 01422-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©20623.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.134 3.43 ng/ul 386426  Phenanthrene-d10 17.233
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95

Abundance Scan 2558 (18.133 min): BN024004.D\data.ms (-2553) (- m/z 73.00 100.00%

43.0 73.0
5000
129.0

213.2
oL, : ‘\\ ‘H‘u“ \!M‘

P
171.1 ‘ 256.1 18.00 18.50
)
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0

P A VAN m/z 43.05 86.91%

5000 —7 =
129.0 18.00 18.50
213.0 m/z 60.00 80.22%
‘ 171.0 ‘
0 \“ LM‘H‘ M“ 2 bl \“ T “\ \“ \‘\H“ T “\ T ‘\ |
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
18.00 18.50
5000 129.0 m/Z 41.00 70.98%
97.0 1710 2130 2560
oL ‘“‘ L Mh“\ ;‘H‘\‘ i ‘\ | “‘ “ “‘ \‘ “‘ N | ‘\‘
m/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid D =
73.0 18.00 18.50
m/z 57.00 65.80%
43.0 129.0 256.0
5000 213.0
171.0
olb— \“ \“J ‘H‘H“ W ) ] “\L | ‘\‘ “‘ “\‘\“ A “ — “ T 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_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample : 01422-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©20623.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: Cyclic21.139 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.139 2.08 ng/ul 282795  Chrysene-di2 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 92

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

Abundance Scan 3069 (21.139 min): BN024004.D\data.ms (-3065) (- m/z 57.10 100.00%

57.1
5000
1111 207.0
“d

281.0
41182 ‘L |

- 2100 2150
oAl b 90214008 s 43 00 91.48%

m/z--> 50 100 150 200 250 300 350 400
Abundance #104594: Cyclohexadecane
55

0
5000 = Sk

111.0 21.00 21.50
m/z 83.05 75.19%

224.0
‘{ “ \“‘\Ns‘ﬂ.\.(\)\ \“ T \‘\ T ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-

57.0

T T
21.00 21.50

5000 m/z 55.00 74.71%

111.0
oLl 1540 2100 200
m/z--> 50 100 150 200 250 300 350 400
Abundance

#292190: Trichloroacetic acid, hexadecyl ester T T
43.0 21.00 21.50

m/z 69.00 69.97%

7.0
5000
. 1,,1530196.0
0 T
| [ I T

AL T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©21023\
Data File : BN©24004.D

Acqg On : 10 Feb 2023 16:41
Operator : CG/JU

Sample 1 01422-12

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@©20623.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 15.851 11.9 ng/ul 1066820 3 14.487 1798540 20.0
n-Hexadecanoic ... 18.134 3.4 ng/ul 386426 4 17.233 2250110 20.0
(DEL) Alkane: C... 21.139 2.1 ng/ul 282795 5 21.427 2718840 20.0
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