LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acg On : 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325_MA_M
Title : SVOA CALIBRATION
Signal : TIC: BM049392.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 3.122 19 23 30 rvB 64942 82308 2.76% 0.207%
2 3.510 85 89 103 rBV 454294 677644 22.72%  1.701%
3 3.822 139 142 147 rVB2 15577 19996 0.67%  0.050%
4 4.710 288 293 298 rvB2 16018 25757 0.86% 0.065%
5 6.428 583 585 587 rBV3 3695 4050 0.14% 0.010%
6 6.710 627 633 645 rBY 716979 1135118 38.07% 2.849%
7 6.869 654 660 671 rVB 628482 945482 31.71% 2.373%
8 7.057 686 692 703 rBV 748241 1145444 38.41% 2.875%
9 7.516 764 770 781 rBV 819642 1289743 43.25%  3.238%
10 7.604 782 785 789 rVB5 5736 7159 0.24% 0.018%
11 7.939 839 842 845 rBV4 3504 3579 0.12% 0.009%
12 8.228 885 891 902 rBV 800228 1270663 42.61%  3.190%
13 8.663 958 965 977 rBV 644414 1049069 35.18% 2.633%
14 8.839 991 995 1001 rVB7 12757 20860 0.70% 0.052%
15 9.010 1022 1024 1027 rVB4 3658 3319 0.11% 0.008%
16 9.057 1027 1032 1033 rBV5 3127 5068 0.17% 0.013%
17 9.110 1035 1041 1045 rvw3 14023 20788 0.70% 0.052%
18 9.245 1060 1064 1071 rvv2 27312 48645 1.63% 0.122%
19 9.375 1078 1086 1097 rBV 483898 799364 26.81% 2.007%
20 9.533 1110 1113 1114 rBV3 3757 3101 0.10% 0.008%
21 9.910 1170 1177 1192 rBV 756343 1288294 43.20% 3.234%
22 10.080 1202 1206 1211 rVB7 9793 17226 0.58% 0.043%
23 10.280 1232 1240 1247 rBV 1026472 1640925 55.03% 4.119%
24 10.357 1251 1253 1256 rVB4 3484 3289 0.11% 0.008%
25 10.422 1256 1264 1279 rBV 510007 1036004 34.74% 2.601%
26 10.698 1307 1311 1317 rVB8 3653 5417 0.18% 0.014%
27 10.869 1334 1340 1347 rBV9 10236 24709 0.83% 0.062%
28 11.080 1372 1376 1379 rBV5 2140 3496 0.12% 0.009%
29 11.469 1437 1442 1444 rBV6 2978 3746 0.13% 0.009%
30 11.586 1459 1462 1466 rVB6 3491 6320 0.21% 0.016%
31 11.745 1488 1489 1496 rVB6 4181 5923 0.20% 0.015%
32 11.816 1496 1501 1502 rBV5 6299 7352 0.25% 0.018%
33 11.880 1509 1512 1518 rVB5 10503 17915 0.60%  0.045%
34 11.957 1521 1525 1528 rBV5 2961 4971  0.17%  0.012%
35 12.169 1554 1561 1564 rBV7 3363 5041 0.17% 0.013%
36 12.327 1585 1588 1591 rBV5 2789 3466 0.12% 0.009%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acg On : 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 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 : 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Title : SVOA CALIBRATION

37 12.498 1614 1617 1618 rBV3 3729 3719 0.12% 0.009%
38 12.774 1657 1664 1667 rBV8 4996 9745 0.33% 0.024%
39 12.998 1697 1702 1706 rBV6 9212 11619 0.39% 0.029%
40 13.145 1725 1727 1731 rVB5 2753 3240 0.11% 0.008%
41 13.486 1778 1785 1790 rVB10 7372 15107 0.51% 0.038%
42 13.580 1795 1801 1807 rBY 1220216 1651060 55.37% 4.145%
43 13.621 1807 1808 1814 rVvB2 22341 22423  0.75%  0.056%
44 13.845 1840 1846 1861 rBV 1465562 2117833 71.02% 5.316%
45 14.157 1893 1899 1907 rVV 1431201 2010627 67.42% 5.047%
46 14.221 1908 1910 1914 rVB5 9209 10619 0.36% 0.027%
47 14.386 1932 1938 1960 rBV 208725 505943 16.97%  1.270%
48 14.698 1986 1991 2012 rBY 61481 195587 6.56%  0.491%
49 14.898 2023 2025 2030 rVB6 2968 3975 0.13% 0.010%
50 14.998 2037 2042 2046 rBV5 7430 14513  0.49% 0.036%
51 15.045 2046 2050 2055 rVB6 4983 8232 0.28% 0.021%
52 15.157 2063 2069 2076 rBY 1825304 2526429 84.72% 6.342%
53 15.280 2082 2090 2100 rBV 381781 552353 18.52%  1.387%
54 15.404 2108 2111 2115 rVB5 9066 10353 0.35% 0.026%
55 15.451 2115 2119 2125 rVB8 4536 8525 0.29% 0.021%
56 15.533 2127 2133 2141 rBV 838623 1098336 36.83% 2.757%
57 15.604 2143 2145 2149 rVB5 5561 5606 0.19% 0.014%
58 15.904 2193 2196 2199 rBV5 3592 5043 0.17% 0.013%
59 16.098 2221 2229 2236 rBY 120213 170313 5.71% 0.428%
60 16.521 2300 2301 2304 rBV3 2598 3097 0.10% 0.008%
61 16.574 2306 2310 2317 rVB8 5749 11909 0.40% 0.030%
62 16.698 2327 2331 2336 rBV6 10720 15912 0.53%  0.040%
63 16.756 2339 2341 2346 rVB6 3559 4407 0.15% 0.011%
64 16.862 2355 2359 2361 rBV3 10855 13051 0.44% 0.033%
65 16.909 2361 2367 2373 rBV2 1639749 2211190 74.15% 5.551%
66 17.009 2378 2384 2398 rVV 1802245 2550630 85.53% 6.403%
67 17.109 2398 2401 2405 rVV6 6677 13169 0.44% 0.033%
68 17.162 2408 2410 2414 rBVS 3137 4523 0.15% 0.011%
69 17.321 2433 2437 2447 rW7 26493 52422 1.76% 0.132%
70 17.439 2454 2457 2460 rBv4 6627 7808 0.26% 0.020%
71 17.598 2482 2484 2487 rVB4 4736 3676 0.12% 0.009%
72 17.833 2519 2524 2534 rBY 251303 403977 13.55% 1.014%
73 18.127 2570 2574 2575 rBv4 11445 15749  0.53%  0.040%
74 18.268 2594 2598 2608 rVB 119054 144364 4.84%  0.362%
75 18.674 2663 2667 2671 rVB 39603 60426 2.03% 0.152%
76 18.874 2699 2701 2709 rVB6 23282 31009 1.04% 0.078%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acg On : 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 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 : 0 Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Title : SVOA CALIBRATION

77 18.945 2710 2713 2715 rW 20254 24394 0.82% 0.061%
78 18.980 2715 2719 2726 rVB 55005 82076 2.75%  0.206%
79 19.121 2740 2743 2750 rBV3 57657 87883 2.95% 0.221%
80 19.309 2770 2775 2786 rBV 2264644 2982051 100.00%  7.486%
81 20.862 3034 3039 3054 rBV3 129715 286218 9.60% 0.718%
82 21.139 3080 3086 3092 rBY 1734292 2289627 76.78% 5.748%
83 23.727 3518 3526 3539 rVB 1161724 2499221 83.81% 6.274%
84 23.915 3550 3558 3574 rBV 1052495 2444625 81.98% 6.137%

Sum of corrected areas: 39835865
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acq On 1 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM049392.D\data.ms
2000000
1500000
10.280
1000000 2516
6.710.057 8.228 9.910
.86 8.663
3.510 422
500000 9.375
3122 |l 3890
OJ 822 4710 6.428 604.939 SE#oN8.533 10.08 BDE6DS0 1L 1EREABOTAI B 7
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time-> 3.00 350 4.00 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM049392.D\data.ms
19.809
2000000
15.157 17.009 21139
16.909
1500000 13.843 157
13.580
1000000 15533
500000 15.280
17.833 20.862
14.386
14 16.098 o 18'zfﬁkiﬁﬁﬁgﬂggﬂl«4_¢,¢~wA,,~.~a«Mffﬂ”'Jk‘“““MMWﬁ\“w"'"JLHVN
P139B455\ 4 1 tgﬁ\‘ji B.004 1BoHRARESEi AP0 18.1217

OFF g T e e T e T L A e e e L o L B L e o e

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: BM049392.D\data.ms

2000000

1500000 23.727

3.915

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_M\Data\BM012225\
Data File : BM049392.D

Acq On 1 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 1 Benzophenone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.533 9.93 ng/ul 1098340 Phenanthrene-di10 16.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H100 000119-61-9 93
5 Benzophenone 182 C13H100 000119-61-9 90
Abundance Scan 2133 (15.533 min): BM049392.D\data.ms (-2127) (- | m/z 104.95 100.00%
105.0
77.0
182.0
5000
51.0
T T
15.50
152.0
Ol L A2E0 S0 2070 myz 76.95  70.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — = :
15.50
51.0 m/z 182.00 58.91%
0 27\0 . ull | 127.0 15%0 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56927: Benzophenone
105.0
T I
77.0 182.0 15.50
5000 ' ’ m/z 51.00 27.15%
51.0
0 | ulll | 127.0 15%0 ‘
e e b ST e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56922: Benzophenone ‘ Ag‘ == I
105.0 15.50
m/z 181.00 9.48%
77.0
5000 182.0
51.0
0 2?'0 [, Wl | 127.0 15?'0 |
R Ao e SR wam o —
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_M\Data\BM012225\
Data File : BM049392.D

Acq On 1 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 2 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.833 3.65 ng/ul 403977  Phenanthrene-di10 16.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93
Abundance Scan 2524 (17.833 min): BM049392.D\data.ms (-2519) (- | m/z 73.00 100.00%
43.0 73.0
5000
129.0
213.2 T 1 7
‘ ‘ 1d1.1 1711 256.1 17.50 18.00
Y — n/z 43.05 95.13%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0 256.0
5000 = e
129.0 17.50 18.00
213.0 m/z 60.00 85.25%
H (ﬂ 157 0185 0 ‘
O J\-\S\.’O\\‘l\ HH H \H‘\‘\ HH\ T \““\ \H‘”h “\H\‘\ T ‘ T \ ‘ TT \ T ‘ \‘\ \‘H‘ TTTT ‘ \‘\ TT ‘ TTT \“ TT
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
— Py L
17.50 18.00
5000 129.0 m/z 55.10 79.90%
151018502130 256.0
o‘u,uumu
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #143509: n-Hexadecanoic acid = —
43.0 73.0 17.50 18.00
m/z 41.00 74.68%
5000 256.0
129.0
213.0
LA RS, T
om,“m“w‘W‘”1‘H“““w‘um_HwHH_Mwwww‘_‘ = e
m/z--> 20 40 60 80 100120140160 180200220 240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acq On 1 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA.M
Quant Title : SVOA CALIBRATION

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 3 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.862 2.50 ng/ul 286218 Chrysene-d12 21.139
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 1l-Hexacosene 364 C26H52 018835-33-1 93
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Octacosanol 410 C28H580 000557-61-9 90
5 1-Hexacosanol 382 C26H540 000506-52-5 90
Abundance Scan 3039 (20.862 min): BM049392.D\data.ms (-3034) (- m/z 57.05 100.00%
207.0 = e
| 162.0 ‘ 267.9 327.0 a9, 290 2100
o ad bl B AL 3020, 4, 2073 3270 A2 nsr 43.10  97.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 — —
20.50 21.00
m/z 55.05 96.24%
OJ‘].’O ‘2\2\2\(\)‘\\\?’(‘)?\o\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
P e
20.50 21.00
5000 111.0 m/z 83.10 86.77%
0 \‘ [ | W \‘ ‘\ ]]6? 0 238.0 292.0 364.0
o b b T S T
m/z--> 50 100 150 200 250 300 350 400
Abundance #299848: 1-Heptacosanol e —T
57.0 20.50 21.00
m/z 69.10 80.25%
I \L
5000
oL L d‘h 1070 2220 278.0323.0 378.0
A — —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049392.D

Acg On : 22 Jan 2025 20:44
Operator : RC/JU

Sample : Q1139-18

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325.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 15.533 9.9 ng/ul 1098340 4 16.909 2211190 20.0
n-Hexadecanoic ... 17.833 3.6 ng/ul 403977 4 16.909 2211190 20.0

n-Tetracosanol-1 20.862 2.5 ng/ul 286218 5 21.139 2289630 20.0
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