LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31860.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 29 33 41 rBV 68652 94427 1.23% 0.100%
2 3.452 71 79 90 rvVB 41821 76868 1.00% 0.081%
3 3.587 100 102 116 rBV 595125 928657 12.12% 0.979%
4 3.693 116 120 126 rVB 23854 34702 0.45% 0.037%
5 3.905 150 156 165 rVB 100480 148334 1.94% 0.156%
6 4.416 238 243 251 rVB7 12965 24485 0.32% 0.026%
7 5.769 467 473 480 rVB3 11943 23703 0.31% 0.025%
8 6.357 567 573 581 rVB 57418 102388 1.34% 0.108%
9 6.681 620 628 638 rBv4 15827 45247 0.59% 0.048%
10 6.846 645 656 669 rVB 1327578 2212711 28.89%  2.333%
11 7.01@ 677 684 695 rBV 1047201 1625090 21.22% 1.713%
12 7.204 710 717 725 rBV 1367902 2166998 28.29% 2.285%
13 7.275 725 729 742 rVB 79964 153040 2.00% 0.161%
14 7.669 787 796 805 rBV 1337069 2131984 27.84%  2.248%
15 8.210 876 888 891 rBV9 7504 23796 0.31% 0.025%
16 8.381 909 917 932 rBV 1614378 2665112 34.80% 2.810%
17 8.828 986 993 1000 rVV 1252867 2081453 27.18% 2.194%
18 8.993 1016 1021 1029 rVB8 11547 25269 ©0.33% 0.027%
19 9.393 1079 1089 1095 rVB3 21157 42386 0.55% 0.045%
20 9.546 1107 1115 1127 rBV 1004511 1738022 22.69% 1.832%
21 10.081 1198 1206 1224 rBV 1568298 2749913 35.90% 2.899%
22 10.451 1261 1269 1276 rBV 1839323 3211747 41.93% 3.386%
23 10.504 1276 1278 1283 rVB2 19710 22958 0.30% 0.024%
24 10.598 1283 1294 1305 rBV 1302779 2323582 30.34%  2.450%
25 10.928 1344 1350 1355 rVB3 15992 27781 0.36% 0.029%
26 11.198 1390 1396 1402 rBV3 26708 57715 0.75% 0.061%
27 11.469 1437 1442 1448 rBV 19358 29950 0.39% 0.032%
28 11.881 1506 1512 1521 rVB 22372 38041 0.50% 0.040%
29 12.045 1534 1540 1547 rBV 29546 54638 0.71% 0.058%
30 12.122 1547 1553 1561 rVB 29747 55405 0.72% 0.058%
31 12.257 1569 1576 1581 rBV9 11159 27571 0.36% 0.029%
32 12.340 1584 1590 1597 rvV 32403 55085 0.72% 0.058%
33 12.681 1643 1648 1654 rVB8 24270 47786 0.62% 0.050%
34 13.063 1708 1713 1717 rBV8 12565 23421 0.31% 0.025%
35 13.134 1721 1725 1730 rVV2 44035 68591 0.90% 0.072%

36 13.210 1730 1738 1743 rVWV2 65256 129897 1.70% 0.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
37 13.469 1775 1782 1791 rBV3 29655 83967 1.10% ©.089%
38 13.563 1791 1798 1805 rVV = 263743 455586 5.95% 0.480%
39 13.628 1805 1809 1815 rvVv 55385 101644 1.33% 0.107%
40 13.686 1815 1819 1820 rVV 33766 44369 0.58% 0.047%
41 13.728 1820 1826 1835 rVV 2557388 3707540 48.41%  3.909%
42 13.798 1835 1838 1842 rVVv3 33371 48568 0.63% 0.051%
43 13.869 1847 1850 1853 rVV2 20826 29389 0.38% 0.031%
44 14.010 1867 1874 1888 rVB 3253811 4963011 64.80% 5.232%
45 14.151 1893 1898 1902 rBV5S 20242 37713 0.49% 0.040%
46 14.216 1905 1909 1913 rVB 31482 45555 0.59% 0.048%
47 14.269 1913 1918 1920 rBV = 122279 171502  2.24% 0.181%
48 14.316 1920 1926 1933 rVB 2778078 4293567 56.06% 4.527%
49 14.381 1933 1937 1939 rBv4 17884 29124 0.38% 0.031%
50 14.469 1947 1952 1956 rVB 71416 94325 1.23% 0.099%
51 14.534 1956 1963 1966 rBV 1268620 1973678 25.77% 2.081%
52 14.575 1966 1970 1986 rVB 4810600 7659070 100.00% 8.075%
53 14.933 2026 2031 2037 rBV2 28953 57588 0.75% 0.061%
54 14.986 2037 2040 2044 rVB2 18634 25553  ©0.33% 0.027%
55 15.104 2054 2060 2065 rBV6 29995 65675 0.86% 0.069%
56 15.169 2067 2071 2079 rVW 150287 226830 2.96% 0.239%
57 15.310 2087 2095 2101 rVV 3910661 6224084 81.26% 6.562%
58 15.357 2101 2103 2108 rvv3 28413 40367 ©.53% 0.043%
59 15.439 2112 2117 2125 rVB 657726 919731 12.01% 0.970%
60 15.551 2132 2136 2138 rBv4 16113 21941 0.29% 0.023%
61 15.657 2148 2154 2163 rBV6 43279 101736 1.33% 0.107%
62 15.886 2187 2193 2198 rBV6 20438 44989 0.59% 0.047%
63 15.957 2200 2205 2213 rBV 74919 120738 1.58% 0.127%
64 16.039 2213 2219 2220 rBV3 58940 92334 1.21% 0.097%
65 16.169 2233 2241 2248 rBV3 35465 91535 1.20% ©0.097%
66 16.251 2251 2255 2263 rVB3 29959 52660 0.69% 0.056%
67 16.416 2281 2283 2288 rVB5 15597 23909 0.31% 0.025%
68 16.475 2289 2293 2298 rVW5 24491 38497 0.50% 0.041%
69 16.604 2311 2315 2319 rBVS 24083 39884 0.52% 0.042%
70 16.722 2331 2335 2342 rVB2 44009 78936 1.03% 0.083%
71 16.828 2342 2353 2355 rBV4 46060 115548 1.51% 0.122%
72 16.880 2359 2362 2369 rVB4 38243 65405 0.85% 0.069%
73 16.963 2371 2376 2384 rBV6 39912 87275 1.14% 0.092%
74 17.063 2387 2393 2398 rVV 3349270 5026045 65.62% 5.299%
75 17.104 2398 2400 2404 rVV 383402 471477 6.16% ©0.497%

76 17.163 2404 2410 2421 rVV 3962803 5812445 75.89% 6.128%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

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_ N\Methods\SFAM-EPA-BN©52924.MA.M
Title : SVOA CALIBRATION
77 17.245 2421 2424 2430 rVB6 28549 56278 ©.73% 0.059%
78 17.563 2474 2478 2481 rBV3 34981 50230 0.66% 0.053%
79 17.639 2487 2491 2498 rVB3 40590 72207 0.94% 0.076%
80 17.739 2504 2508 2513 rBV2 75601 88274 1.15% 0.093%
81 17.963 2538 2546 2556 rBV2 850368 1700177 22.20% 1.792%
82 18.127 2570 2574 2578 rBV2 111595 195228 2.55% 0.206%
83 18.169 2578 2581 2587 rVB 90102 124580 1.63% 0.131%
84 18.257 2592 2596 2599 rBV3 67492 97133 1.27% 0.102%
85 18.292 2599 2602 2607 rBV3 98447 133607 1.74% 0.141%
86 18.445 2624 2628 2632 rBV 79593 108206 1.41% 0.114%
87 18.486 2632 2635 2645 rVB3 65529 109394 1.43% 0.115%
88 18.692 2667 2670 2673 rVB2 42867 49778 0.65% 0.052%
89 18.739 2676 2678 2682 rVB 31231 33862 0.44% 0.036%
90 18.863 2695 2699 2702 rBV 97982 149094 1.95% 0.157%
91 19.022 2719 2726 2729 rBV3 85275 192400 2.51% 0.203%
92 19.127 2736 2744 2752 rBV 778047 1135562 14.83% 1.197%
93 19.251 2762 2765 2773 rVB2 196273 290529 3.79% 0.306%
94 19.463 2796 2801 2815 rVB2 4342334 7015748 91.60% 7.396%
95 19.986 2888 2890 2893 rVB 76477 73259 0.96% 0.077%
96 20.821 3029 3032 3039 rVB 227004 285687 3.73% 0.301%
97 20.986 3056 3060 3068 rBV2 1086297 1475507 19.26% 1.556%
98 21.304 3107 3114 3119 rBV 2649572 4263207 55.66% 4.495%
99 24.039 3572 3579 3587 rBV2 1802520 4217234 55.06% 4.446%
100 24.245 3606 3614 3623 rBV 1580192 4082976 53.31% 4.305%

Sum of corrected areas: 94852700
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 08 Jun 2024 15:51
: MA/JU
. P2647-20

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
BN©31860.D

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN052924 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: BN031860.D\data.ms
4000000
3000000
2000000 10.451
8.381 10.081
6.8467.204 7.669 8.828
.01
1000000 9.546
3.587
031814 69905 4.416 5.769 635368 275 8.21 .9939.39 10.5) 409231384691rmm2ﬂ3m2681
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ T T \\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\ \\‘\\\\\\\
Time--> 3.00 350 400 450 5.00 5.50 600 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 1150 12.00 12.50
Abundance TIC: BN031860.D\data.ms
14.575 19.463
4000000 15.310 17.163
14.010 17.063 21.304
3000000 14.316
13.728
2000000 20.986
1000000 20.82 kahww~waJVvafL
19.986
05 e
Time--> 1300 1350 1400 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: BN031860.D\data.ms
4000000
3000000
24.039
4.245
2000000
1000000
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_N\Data\BN060824\
Data File : BN@©31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 1,4-Naphthalenedione Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.563 2.12 ng/ul 455586  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Naphthalenedione 158 C10H602 000130-15-4 96
2 1,4-Naphthalenedione 158 C10H602 000130-15-4 96
3 1,4-Naphthalenedione 158 C10H602 000130-15-4 95
4 1,4-Naphthalenedione 158 C10H602 000130-15-4 93
5 2,3-Naphthalenediamine 158 C10H1eN2 000771-97-1 43
Abundance Scan 1798 (13.563 min): BN031860.D\data.ms (-1791) (- | m/z 158.00 100.00%
158.0
102.0
76.0
5000 130.0
50.0 A
R \
13.50
0ol b Al L1890 102 00 66.67%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34670: 1,4-Naphthalenedione
158.0
102.0
5000 76.0 130.0 T T \
13.50
50.0 m/z 104.00  65.54%
0 260 \\\‘\\H\\‘\\\\“‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34675: 1,4-Naphthalenedione
158.0 /L
— —
104.0 13.50
5000 76.0 130.0 m/z 76.00 57.42%
50.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34673: 1,4-Naphthalenedione - ‘
158.0 13.50
m/z 130.00 40.11%
76.0 102.0
5000 130.0
50.0
28.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@©31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.963 6.77 ng/ul 1700180 Phenanthrene-d10 17.063
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tetradecanoic acid 228 C14H2802 000544-63-8 93

Abundance Scan 2546 (17.963 min): BN031860.D\data.ms (-2538) (- | m/z 73.00 100.00%

5000 128.9 JL
213.2 17
H‘ ‘ 1711 ‘ 256.1 18.00
oL, 360U Ak Ll b I 3080 385, s 05 78.85%
miz--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 IR
213.0 18.00
171.0 m/Z 43.05 71.41%
L]

29.0 ‘ ‘ L
0 \“\ H‘“‘“ ”}“H\‘M ‘\‘L‘ T \“ \‘\“‘ T “\ L B B
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
18.00
5000 m/z 57.10 63.99%
129.0
3.0 213.0
‘ H ‘ 171.0 ‘
o] i “ \‘“‘\‘w‘\hh“\ \M Ll | “ “ “‘u\‘ bl ‘ “ e
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0 18.00
m/z 55.00 60.99%
5000 129.0
H‘ ‘ 171.0 213.0 256.0
oLl ‘“ “H‘u‘ ﬂh“\ M‘n} ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ R AR
0

T
m/z--> 5 100 150 200 250 300 350 18.00

N
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@©31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©52924.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: Cyclic20.986 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.986 6.92 ng/ul 1475510  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Cyclopentadecane 210 C15H30 000295-48-7 93

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

Abundance Scan 3060 (20.986 min): BN031860.D\data.ms (-3056) (-~ ' m/z 57.05 100.00%
57.
5000 h11.1 /LJJLJ
‘ | 2261 21.00
167.1
O bl "“‘\““‘w L 30213571 4182 490. ./, g3.05 88.71%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #104594: Cyclohexadecane
55.0
5000 T
111.0 21.00
‘ { } m/z 43.05  82.39%
224.0
0 \\‘\L[1\\\“‘A\“M“}JDG\?\.\O\J‘\\‘\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
——
21.00
5000 ITI/Z 55.00 80.44%
111.0
|‘ } ‘ 169.0 238.0
o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol T
55.0 21.00
m/z 97.05 76.76%
5000 111.0 J\\V
ol”x.@ﬁ?ozew,,,, s
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN060824\
Data File : BN@31860.D

Acqg On : 08 Jun 2024 15:51
Operator : MA/JU

Sample : P2647-20

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@52924.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|

1,4-Naphthalene... 13.563 2.1 ng/ul 455586 3 14.316 4293570 20.0
n-Hexadecanoic ... 17.963 6.8 ng/ul 1700180 4 17.063 5026050 20.0
(DEL) Alkane: C... 20.986 6.9 ng/ul 1475510 5 21.304 4263210 20.0
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