LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

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©41924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@31124.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.146 23 27 34 rVB 14682 20887 0.61% 0.065%
2 3.417 69 73 85 rBv 31444 57222 1.67% 0.178%
3 3.558 96 97 112 rBV 73943 135884 3.98% 0.423%
4 4.764 298 302 309 rBV4 5848 14853 0.43% 0.046%
5 5.734 464 467 473 rVB6 5438 8416 0.25% 0.026%
6 6.805 642 649 663 rBV 231518 405537 11.86% 1.264%
7 6.975 672 678 687 rBV 227979 358544 10.49% 1.117%
8 7.163 704 710 721 rBV 163939 263819 7.72% 0.822%
9 7.258 721 726 733 rVB4 9930 19800 0.58% 0.062%
10 7.634 782 790 798 rBV 466413 740926 21.68% 2.309%
11 7.7065 798 802 808 rVB7 5956 14052 0.41% 0.044%
12 8.340 902 910 921 rBV 304251 501548 14.67% 1.563%
13 8.452 923 929 937 rW 67570 113220 3.31% 0.353%
14 8.787 979 986 994 rBV 269798 442909 12.96% 1.380%
15 9.181 1048 1053 1059 rVB4 7730 11284 ©0.33% 0.035%
16 9.357 1077 1083 1091 rBvV3 16049 31135 0.91% 0.097%
17 9.504 1102 1108 1115 rBV 63138 102597 3.00% 0.320%
18 9.857 1165 1168 1174 rVB4 5126 9224  0.27% 0.029%
19 10.040 1192 1199 1207 rBV 130667 226676 6.63% 0.706%
20 10.410 1251 1262 1277 rW 723548 1280467 37.46% 3.990%
21 10.557 1277 1287 1296 rVV 340235 613892 17.96%  1.913%
22 10.628 1298 1299 1304 rVV5 7983 12274 0.36% 0.038%
23 10.804 1322 1329 1333 rBV9 5588 13010 0.38% 0.041%
24 10.893 1339 1344 1347 rBV6 5832 9707 ©0.28% 0.030%
25 10.963 1350 1356 1363 rVB8 12302 25979 0.76% 0.081%
26 11.069 1369 1374 1375 rBV5 8048 9896 0.29% 0.031%
27 11.1e4 1376 1380 1383 rVV2 15087 25768 ©0.75% ©0.080%
28 11.157 1383 1389 1397 rVV3 53910 121427 3.55% 0.378%
29 11.240 1399 1403 1408 rVV5 22148 36279 1.06% 0.113%
30 11.322 1412 1417 1425 rVB2 33516 63077 1.85% 0.197%
31 11.428 1426 1435 1445 rBV 102833 194092 5.68% 0.605%
32 11.693 1474 1480 1484 rVB7 9222 17694 0.52% 0.055%
33 11.769 1485 1493 1496 rBVS8 8248 19903 0.58% 0.062%
34 11.840 1496 1505 1516 rBV 329336 509636 14.91% 1.588%
35 11.922 1516 1519 1521 rBV3 11220 14260 0.42% 0.044%
36 11.975 1525 1528 1532 rBV5 16806 22659 0.66% 0.071%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

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©41924.MA.M
Title : SVOA CALIBRATION
37 12.063 1539 1543 1550 rVB 43457 73832 2.16% 0.230%
38 12.140 1550 1556 1563 rBvV1e 8226 24807 0.73% 0.077%
39 12.210 1564 1568 1576 rBvVv7 13392 30256 0.89% 0.094%
40 12.293 1576 1582 1585 rBV5 13058 25409 0.74% 0.079%
41 12.481 1609 1614 1618 rBvV2 37397 59200 1.73% 0.184%
42 12.540 1618 1624 1629 rVWVv4 41918 95126 2.78% 0.296%
43 12.593 1629 1633 1637 rVB 30974 38757 1.13% 0.121%
44 12.663 1640 1645 1650 rBV 64384 98140 2.87% 0.306%
45 12.751 1655 1660 1664 rBV 56611 81180 2.38% 0.253%
46 12.804 1664 1669 1674 rVV 175826 231160 6.76% 0.720%
47 12.851 1674 1677 1683 rVB3 17167 26086 0.76% 0.081%
48 13.098 1711 1719 1727 rBV 545238 817064 23.90%  2.546%
49 13.187 1731 1734 1738 rVB3 23493 32565 0.95% 0.101%
50 13.334 1757 1759 1766 rVB6 14728 22332 0.65% 0.070%
51 13.498 1781 1787 1790 rBV6 10782 19374 0.57% 0.060%
52 13.628 1801 1809 1813 rBv4 35082 79074 2.31% 0.246%
53 13.692 1813 1820 1825 rVV 684188 1017942 29.78% 3.172%
54 13.763 1825 1832 1836 rVV 178213 316242 9.25%  0.985%
55 13.804 1836 1839 1845 rVB 63927 92615 2.71% 0.289%
56 13.881 1847 1852 1857 rBV 41446 52793 1.54% 0.164%
57 13.934 1857 1861 1862 rBV3 15410 18816 ©.55% 0.059%
58 13.969 1862 1867 1876 rVB 823220 1188269 34.76% 3.702%
59 14.116 1888 1892 1897 rVB5 15539 30436 0.89% 0.095%
60 14.181 1898 1903 1910 rVV 355814 446631 13.07% 1.392%
61 14.281 1911 1920 1928 rVB 1196285 1728314 50.56% 5.385%
62 14.504 1950 1958 1967 rVB 79580 184576 5.40% 0.575%
63 14.622 1975 1978 1980 rBV2 7151 7935 0.23% 0.025%
64 14.687 1985 1989 1992 rBV5 10263 12923 0.38% 0.040%
65 14.804 2002 2009 2013 rVV6 13718 26902 0.79% 0.084%
66 14.875 2017 2021 2026 rVB6 4273 7774 0.23% 0.024%
67 15.139 2062 2066 2069 rVB 17699 22495 0.66% 0.070%
68 15.275 2083 2089 2099 rBV 1075227 1528383 44.72% 4.762%
69 15.522 2126 2131 2133 rBVS5S 4840 8095 0.24% 0.025%
70 15.839 2179 2185 2189 rBV7 5859 10274 0.30% 0.032%
71 15.998 2208 2212 2220 rBV 14401 29421 0.86% 0.092%
72 16.504 2294 2298 2304 rVBO 5631 8715 0.25% 0.027%
73 16.575 2307 2310 2314 rBV5 6749 9494 0.28% 0.030%
74 16.792 2342 2347 2352 rVV4 20488 30919 0.90% 0.096%
75 16.839 2352 2355 2360 rVB6 9948 15011 0.44% 0.047%

76 17.028 2381 2387 2393 rBV 1503980 2159186 63.17% 6.727%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

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©41924.MA.M
Title : SVOA CALIBRATION

77 17.069 2393 2394 2398 rVWV 31320 30927 0.90% 0.096%
78 17.128 2398 2404 2414 rVB2 1259936 1790691 52.39% 5.579%
79 17.228 2419 2421 2424 rVV4 8625 10498 0.31% 0.033%
80 17.328 2435 2438 2444 rVB7 4126 8387 0.25% 0.026%
81 17.433 2451 2456 2457 rBV5S 5316 7821 0.23% 0.024%
82 17.533 2469 2473 2477 rBV2 48125 57654 1.69% 0.180%
83 17.710 2497 2503 2508 rVB 29324 40731 1.19% 0.127%
84 17.928 2537 2540 2550 rVB5 19649 35640 1.04% 0.111%
85 18.228 2586 2591 2595 rBV 114554 136139 3.98% 0.424%
86 18.363 2611 2614 2618 rVB3 20485 21806 0.64% 0.068%
87 18.410 2620 2622 2626 rVB5 8603 10035 0.29% 0.031%
88 18.510 2636 2639 2643 rVB3 11605 15928 0.47% 0.050%
89 18.739 2675 2678 2682 rBV2 14215 18068 0.53% 0.056%
90 18.869 2695 2700 2708 rBV 152029 226830 6.64% 0.707%
91 18.992 2718 2721 2725 rBV3 20557 28361 ©0.83% 0.088%
92 19.063 2730 2733 2735 rBV2 15187 18678 0.55% 0.058%
93 19.092 2735 2738 2743 rVB 52528 62739 1.84% 0.195%
94 19.433 2790 2796 2804 rBV 1772965 2624120 76.77% 8.176%
95 19.986 2887 2890 2894 rVB 69420 70428 2.06% 0.219%
96 20.486 2972 2975 2979 rBV 47268 53474 1.56% 0.167%
97 20.957 3051 3055 3066 rBv2 156275 290607 8.50%  0.905%
98 21.263 3101 3107 3121 rBV 1908917 2937647 85.95% 9.153%
99 23.968 3559 3567 3588 rVB2 1202723 3002867 87.85% 9.356%

100 24.168 3592 3601 3615 rVB 1368510 3418031 100.00% 10.650%

Sum of corrected areas: 32095183
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN031124.D\data.ms

2000000

1500000

1000000

10.410
500000 7.634
8.340
10.040
8
03-143%%? 4.764 5.734 K floss 7lros  $452 A 90.8857°%.857 Aa
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: BN031124.D\data.ms
b
2000000 21.763
19.433
17.028
1500000
14.281 14128
15.275
1000000
500000
20.957

19.986 20.486
A
A

0 et e 1395.525183998 16641
R e e e e e
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17. oo 17. 50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BN031124.D\data.ms
2000000

24.168
1500000 23.96

1000000

500000

0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.428 3.03 ng/ul 194092 Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 83
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
3 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 80
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 72
5 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72

Abundance Scan 1435 (11.428 min): BN031124.D\data.ms (-1426) (- m/z 57.00 100.00%

57.0
881 . I
11.5
155.1 —
o,mJ“H“uu;“m“l‘m‘wwwmmWﬁ??"?ww_%Eﬂl‘r m/z 71.85  76.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158617: Heptadecane, 2,6-dimethyl-
57.0
5000 W\J\—J\A
11.50
85.0 m/z 43.05  55.26%
13.0
0 H‘H\N‘u‘ | 1410 182.0 2250253.0
’\\\\‘HH‘HH‘HH‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0

:
_

11.50
5000 m/z 41.05 30.57%

29.0‘ ‘
\

P e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester

57.0 11.50

m/z 56.10 24.37%

o

| o
- 1
o
=
[
V)
] o

5000

85.0 113 0
L | H\ “ 1l 141 0

o,w_wwwwwwwwwww‘_mwww
miz—> 20 40 60 80 100120140160 180200220 240260280 11.50

29. 0‘

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.840 7.96 ng/ul 509636  Naphthalene-d8 10.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1505 (11.840 min): BN031124.D\data.ms (-1496) (- m/z 57.05 100.00%

57.0
5000 JL

‘ 99.0 1150 12.00
ob— W‘W‘W‘W‘M‘H‘34?}‘ /il BLO 4/ a3.05  78.51%
m/iz--> 50 100 150 200 250

Abundance #59029: Tridecane

57.0

S

5000 — S
11.50 12.00

m/z 71.05 61.08%

oL 210 L1190 10 a0

\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T T 1

m/z--> 50 100 150 200 250

Abundance #107220: Hexadecane ¥J\ﬂ
57.0

1150 1200
5000 m/z 41.05 41.62%
99.0
oL LI LT, 1410 1830 2260
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane = ——
57.0 11.50 12.00
m/z 85.10  38.20%
5000
27,0 99.0
iy U T - I N W | W'
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 6
R.T. EstConc Area Relative to ISTD R.T.
12.804 2.67 ng/ul 231160  Acenaphthene-di10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 62
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53

Abundance Scan 1669 (12.804 min): BN031124.D\data.ms (-1664) (- m/z 57.00 100.00%

57.0
5000
H 12.50 13, oo
Ol el Iy .. M . 1“ ‘ w“ 1410 1831 2101 7 71.e5  86.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0
5000 M .
12.50 13.00
29.0 85.0 m/z 43.00 55.35%
o “ L | ‘ 130 4550 183.0 206.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
R
12.50 13.00
5000 m/z 41.00  38.46%
290 85.0
113.0
oy kT 1410 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59108: Nonane, 3-methyl-5-propyl- I T
57.0 12.50 13.00
m/z 85.00 35.19%
5000 85.0
29.0
112.0 141.0 M
O O et .S SR PO 0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17

Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924 .MA.M
: 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 1

R.T. EstConc Area Relative to ISTD R.T.
13.098  9.46 ng/ul 817064 Acenaphthene-dio 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 108 clamze 000629-59-4 97

2 Tetradecane 198 C14H30 000629-59-4 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1719 (13.098 min): BN031124.D\data.ms (-1711) (-
57.0

m/z 57.05 100.00%

H 99.0 1411 108.2 1300 1350
. . (
ol M d i, 3411 1982 280 1/, 43.10  75.98%
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
5000 M T T T T I
13.00 13.50
m/z 71.00 63.78%
27‘.0‘ “ | 99.0 1410 198.0
0 T T T ‘\“‘ ‘\ ‘\‘ \“‘\ ““ \“ T “\ \‘ “\ T T T “ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
A ——r ‘
13.00 13.50
5000 m/z 85.05 40.03%
70 || 20 o e
0— ‘M\‘Wu” A e e
miz--> 50 100 150 200 250 M
Abundance #59029: Tridecane ey =
57.0 13.00 13.50
m/z 41.05 39.76%
5000
LT L1990 a0 s
e S AL T = —
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 5 Carbonic acid, eicosyl viny... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.763 3.66 ng/ul 316242  Acenaphthene-d10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 80
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
3 Decane, 5-propyl- 184 C13H28 017312-62-8 74
4 Nonadecane 268 C19H40 000629-92-5 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64

Abundance Scan 1832 (13.763 min): BN031124.D\data.ms (-1825) (- m/z 57.05 100.00%
57.0

- JJ
== =
99.0
141.1 13.50 14.00
183.1
ol “‘u‘hw‘“‘ Lol 8% 2809 .7 7185  96.56%
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 e A
70 13.50 14.00
' m/z 43.10 84.19%
0+ \“‘\ \L“ L H!‘ \‘H“\ ‘H“ 1“‘ \%4‘\‘1.‘0\ %8\2\0‘ T \2\5‘2.\0\ T \32\5\|
miz--> 50 100 150 200 250 300
Abundance #59040: Dodecane, 4-methyl-
43.0
== 2
13.50 14.00
5000 85.0 m/Z 85.05 47 .54%
141.0
ol T as0
miz--> 50 100 150 200 250 300
Abundance #59032: Decane, 5-propyl- = T
57.0 13.50 14.00
m/z 41.00 33.69%
5000
112.0
ol bbby 1840 — _—
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.181 5.17 ng/ul 446631  Acenaphthene-d10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tetradecane 198 C14H30 000629-59-4 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80

Abundance Scan 1903 (14.181 min): BN031124.D\data.ms (-1898) (- m/z 57.05 100.00%
57.0

o e VAKqu«AV\_,ﬁ¥Jw
1400 1450
om‘w\‘:Hh_“‘:“Uu“H“l“lﬁ‘l‘ul“ﬁl”lﬁ??}”“‘2‘1“2“2‘”‘_”‘_m m/z 43.05 72.23%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0
5000 = =
85.0 14.00 14.50
29.0 m/z 71.05 64.03%
0 \‘ L\ H \‘\ il 11\\30\14\101690 2120
H\‘HH‘\\H‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #74005: Tetradecane
57.0
= —
14.00 14.50
5000 85.0 m/z 85.05 44.06%
29.0
ol Mveogotsso
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158598: Nonadecane o =
57.0 14.00 14.50
m/z 41.00 38.51%
85.0
5000
29.0
0 \‘ \\ \\‘\ HH\ \H\ \‘11\\\3 0\141 0169 01970 268(
Hw‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHHM‘HMH‘ —— =
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 7 wunknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.504 2.14 ng/ul 184576  Acenaphthene-di10 14.281
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, tridec-2-yn-1-yl ... 392 C24H4004 1000390-06-3 22
2 Succinic acid, tridec-2-yn-1-yl ... 392 C24H4004 1000390-07-4 22
3 Mesityl oxide semicarbazone 155 C7H13N30 003780-62-9 22
4 Succinic acid, 2-ethylhexyl tran... 326 C19H3404 1000390-07-1 22
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 18

Abundance Scan 1958 (14.504 min): BN031124.D\data.ms (-1950) (- m/z 43.00 100.00%

43.0
5000 971 137.1
| | S
- WH ‘MH“ o d - 1931 2808 m/z 97.10 51.39%
miz--> 50 100 150 200 250
Abundance #296992: Succinic acid, tridec-2-yn-1-yl cis-4-methylcyclc
97.0
5000 — :
55.0 14.50
m/z 101.10 46.68%
(o]t ‘H ‘HH‘ ‘\‘!\ “f‘\\\ h“ “‘ ‘m‘ %5‘\2‘0‘ ‘1‘9?0‘ . ‘2‘4‘9‘0‘ ‘2‘96‘(
miz--> 50 100 150 200 250
Abundance #296994: Succinic acid, tridec-2-yn-1-yl trans-4-methylcy
97.0
A
14.50
m/z 57.00 46.33%
5000 55.0
I e
miz--> 50 100 150 200 250
Abundance #32500: Mesityl oxide semicarbazone o ‘
97.0 14.50
m/z 137.05 45.42%
5000 155.0
41.0
0 ;u“uw!‘uHWHH‘HH
miz--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©41924.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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.869 2.10 ng/ul 226830  Phenanthrene-di10 17.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 (C24H50 000646-31-1 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C1l6H34 000544-76-3 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 2700 (18.869 min): BN031124.D\data.ms (-2695) (- m/z 57.05 100.00%
57.0

-

5000
9.0 410 18.50 19.00
ol ALl Ja0 2070 2810 3409 .07 g 40 73.27%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 = -

18.50 19.00
m/z 43.00 68.08%

9.0
L 1 h\ | 141.0 183.0 225.0 267.0 338.0

S \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane

o
3] i
! L
o

18.50 19.00
5000 m/z 85.05 51.41%
9.0
oL UL pa020 200
miz--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane — T
57.0 18.50 19.00
m/z 41.05 31.52%
5000
9.0
226 0
oML L)1 3010180 280 e
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@42224\
Data File : BN@31124.D

Acqg On : 22 Apr 2024 16:17
Operator : MA/JU

Sample : P2037-01RX

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@41924.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|
(DEL) Alkane: S.. 11.428 3.0 ng/ul 194092 2 10.410 1280470 20.0
(DEL) Alkane: S.. 11.840 8.0 ng/ul 509636 2 10.410 1280470 20.0
(DEL) Alkane: S.. 12.804 2.7 ng/ul 231160 3 14.281 1728310 20.0
(DEL) Alkane: S... 13.098 9.5 ng/ul 817064 3 14.281 1728310 20.0
Carbonic acid, ... 13.763 3.7 ng/ul 316242 3 14.281 1728310 20.0
(DEL) Alkane: S... 14.181 5.2 ng/ul 446631 3 14.281 1728310 20.0
unknown-01 14.504 2.1 ng/ul 184576 3 14.281 1728310 20.0
(DEL) Alkane: S... 18.869 2.1 ng/ul 226830 4 17.028 2159190 20.0
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