LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc :

ALS Vvial : 30 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©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34461.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.999 15 19 27 rVB 28410 41119 1.47% 0.119%
2 3.387 81 85 107 rBV 312420 516542 18.49% 1.493%
3  3.687 132 136 140 rVB 12205 18427 0.66% 0.053%
4 3.887 168 170 171 rBV2 3796 3409 0.12% 0.010%
5 4.581 281 288 293 rVV2 11310 20689 0.74% 0.060%
6 6.434 599 603 607 rBv7 2892 4909 0.18% 0.014%
7 6.581 621 628 638 rBV 437588 721914 25.84%  2.086%
8 6.734 648 654 670 rVB 372526 573744 20.54% 1.658%
9 6.916 678 685 695 rBv 514945 781440 27.98% 2.258%
106 7.375 755 763 773 rBV 868649 1336239 47.84% 3.862%
11 8.093 878 885 892 rBV 587473 921367 32.99% 2.663%
12 8.516 950 957 968 rvVv 422710 700442 25.08% 2.024%
13 8.693 985 987 993 rVB7 2682 4126 0.15% 0.012%
14  8.963 1028 1033 1040 rVB5 5519 11115 0.40% 0.032%
15 9.105 1053 1057 1066 rVB 32633 49716 1.78% 0.144%

16 9.234 1072 1079 1088 rBV 356391 586496 21.00%
17 9.769 1162 1170 1188 rBV 568299 977934 35.01%
18 10.005 1208 1210 1218 rVB8 2165 3065 0.11%

NUVTONER
(W]
[
]
R

19 10.134 1223 1232 1243 rVV 1135215 1904130 68.17% 503%
20 10.281 1250 1257 1271 rBV 508934 920009 32.94% 659%
21 10.722 1327 1332 1343 rBV 7562 22868 ©0.82% 0.066%
22 11.434 1447 1453 1458 rBV9 2171 5060 0.18% 0.015%
23 11.734 1498 1504 1512 rVB4 9035 19023 0.68% 0.055%
24 12.781 1677 1682 1684 rBV5 2024 3029 0.11% 0.009%
25 12.869 1691 1697 1704 rBV7 6591 11953 0.43% ©0.035%
26 13.075 1729 1732 1736 rVB6 2147 2852 0.10% 008%

27 13.457 1791 1797 1808 rBV 968383 1376467 49.28%
28 13.716 1834 1841 1851 rBV 1158364 1690377 60.52%
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0
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R

29 13.969 1877 1884 1888 rBV8 4197 7354  0.26% 021%
30 14.028 1888 1894 1904 rBV 1710466 2501748 89.56% 230%
31 14.269 1929 1935 1955 rBV 174185 419625 15.02% 213%
32 14.863 2032 2036 2040 rBV5 5190 7658 0.27% 022%
33 14.928 2043 2047 2049 rVB5 2632 3164 0.11%

34 15.034 2058 2065 2077 rBV 1474761 2104511 75.34%
35 15.169 2081 2088 2102 rVV 235057 339075 12.14%

[N IR
[
[
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36 15.269 2102 2105 2111 rVB6 7017 11418 0.41% 0.033%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc :

ALS Vvial : 30 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©91124.MA.M
Title : SVOA CALIBRATION
37 15.410 2124 2129 2140 rBV 539974 742632 26.59%  2.146%
38 15.487 2140 2142 2149 rVB8 2803 4328 ©0.15% 0.013%
39 15.598 2158 2161 2164 rBv4 2469 3227 0.12% 0.009%
40 15.740 2183 2185 2188 rVB4 2580 2936 0.11% ©.008%
41 15.781 2188 2192 2193 rBv4 2279 3056 0.11% 0.009%
42 15.975 2219 2225 2229 rBv2 15199 23948 0.86% 0.069%
43 16.539 2318 2321 2324 rBV4 2586 3666 ©0.13% 0.011%
44 16.575 2324 2327 2328 rBvV2 4993 4685 0.17% 0.014%
45 16.787 2357 2363 2374 rBV 1946912 2793252 100.00% 8.072%
46 16.887 2374 2380 2389 rBV 1519128 2133955 76.40% 6.167%
47 17.010 2397 2401 2407 rVB6 15093 19074 0.68% 0.055%
48 17.169 2426 2428 2432 rBV5 2344 3231  0.12% 0.009%
49 17.316 2452 2453 2458 rVB5 4037 5560 0.20% 0.016%
50 17.369 2458 2462 2464 rBV5 3542 5544 0.20% 0.016%
51 17.722 2517 2522 2531 rBV 213587 359354 12.87% 1.038%
52 18.004 2567 2570 2572 rBvV3 5534 7368 0.26% 0.021%
53 18.157 2593 2596 2600 rBV6 4535 6968 0.25% 0.020%
54 18.410 2637 2639 2644 rVB6 5928 9982 0.36% 0.029%
55 18.563 2660 2665 2669 rvB4 11991 17278 0.62% 0.050%
56 18.763 2694 2699 2702 rBV3 18596 29635 1.06% ©0.086%
57 18.828 2707 2710 2713 rBV 16164 20066 0.72% 0.058%
58 19.022 2739 2743 2749 rBV2 46144 80402 2.88% 0.232%
59 19.198 2767 2773 2781 rBV 1747382 2284592 81.79% 6.602%
60 20.757 3034 3038 3045 rBV 277309 422792 15.14% 1.222%
61 20.969 3072 3074 3077 rVB 37308 32828 1.18% 0.095%
62 21.022 3078 3083 3093 rBV2 1806615 2391220 85.61% 6.910%
63 23.545 3505 3512 3522 rVB 942132 1996793 71.49% 5.771%
64 23.727 3536 3543 3551 rBV 1108103 2572073 92.08% 7.433%

Sum of corrected areas: 34603459
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN034461.D\data.ms
1500000
10.134
1000000 7375
8.093
6.916 9.769 %.281

500000 6.58
3.387 13 890 923
0-999 3.68887  4.581 6.4 .G%SEJE 0.0 10.722  11.434.734 12.7

Time--> 3.00 350 400 450 500 550 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: BN0O34461.D\data.ms
16.y87 21.022
19.198
14.028
16.887
1500000 15.034
13.716
1000000 13.457
15.410
500000 20.757
14.269 . W
/88975 13.969 1B, 20REEMED 75 16 STHLT1APWED | 181601EAA1
e R e e e e e e = T S
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: BN034461.D\data.ms
1500000
23.727
23.54
1000000
500000
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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.
15.410 5.32 ng/ul 742632  Phenanthrene-di10 16.787
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 C13H100 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 83
5 Benzophenone 182 C13H1e0 000119-61-9 74
Abundance Scan 2129 (15.410 min): BN034461.D\data.ms (-2124) (- | m/z 104.95 100.00%
105.0
77.0
182.1
5000
51.0 AU
15.50
152.1
bl L 2200 ST 2070 sz 77.00 63.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 L
15.50
51.0 m/z 182.10  52.57%
oh 20, 4 ) 12701520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
T
77.0 182.0 1550
5000 ’ ' m/z 51.00 24.04%
51.0
O et e A RO D
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone ‘Arf‘ —
105.0 15.50
m/z 181.10 8.63%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 127'0 15\2.0 H
R A R e L RN R T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 3
R.T. EstConc Area Relative to ISTD R.T.
17.722 2.57 ng/ul 359354  Phenanthrene-d10 16.787
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 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2522 (17.722 min): BN034461.D\data.ms (-2517) (- m/z 72.95 100.00%

43.0 73.0
5000 129.1

213.2 ——
m ‘ 1711 ‘ 256.1 17.50 18.00
Iy wh“w‘”‘uwu YA P A m/z 43.05 86.53%

0L
mi/z--> 50 100 150 200 250
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 L

e
213.0 17.50 18.00
m/z 60.00 84.42%

171.0
0b— \“ “\ ‘H‘\‘ h!\‘ ) | “\L | ‘\‘ “‘ “\‘h“ AL “ — “ ——
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid

43.0 73.0 256.0
1%50 1&00
5000 ITI/Z 57.05 68.71%
129.0
213.0
171.0
oL nt ‘H‘\ M“ MM T : “ “ “‘u\‘ “\ - : “ L
m/z--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid oy e
43.0 73.0 17.50 18.00

m/z 55.00 66.62%

5000 256.0
129.0
213.0
LA, 238
0 L \‘ I M‘L ;\\H‘u; L ‘ ‘ Lw b |

e :
miz--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.757 3.54 ng/ul 422792  Chrysene-d12 21.022
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 95
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3038 (20.757 min): BN034461.D\data.ms (-3034) (- | m/z 57.05 100.00%

57.0
5000 111.1
‘

T T
20.50 21.00

‘ ‘ 207.0 2873
[ H\“‘U‘u“”wmgﬂq Lh, 28783410 429, s5.00  94.15%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #232316: Behenic alcoho
83.0
5000
20.50 21.00

m/z 43.05 90.84%

29. #39.0
T \“\‘ ‘\“‘ H‘ ‘T“ \‘H‘\ ‘h “I\“W ]1-9\6‘.\0\ T ‘ \2\89;()‘ L ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0

o

ZdSO 2£00
5000 11.0 ITI/Z 83.10 89.36%
0 H\‘M‘\‘ "\H\‘\‘\‘\‘\“\‘}%G‘Z'p"‘“‘2‘6‘(?'9“””“”“”” A/\L
m/z--> 50 100 150 200 250 300 350 400
Abundance #306022: Nonacos-1-ene T .
57.0 20.50 21.00
m/z 69.05 82.72%

5000 11.0 k’L
1 ‘ \H\ | “L‘ | 167.0 406.0

o b L e e = Rate
miz--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100724\
Data File : BN@34461.D

Acqg On : 08 Oct 2024 06:42
Operator : RC/JU

Sample : P4131-18

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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 15.410 5.3 ng/ul 742632 4 16.787 2793250 20.0
n-Hexadecanoic ... 17.722 2.6 ng/ul 359354 4 16.787 2793250 20.0
Behenic alcohol 20.757 3.5 ng/ul 422792 5 21.022 2391220 20.0
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