LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acg On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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: BM049388.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 31 7rVvB 61219 81286 2.62% 0.194%
2 3.510 85 89 102 rBY 613835 889320 28.72% 2.117%
3 4.704 288 292 301 rVB5 11040 22455 0.73% 0.053%
4 6.381 575 577 580 rBv4 3801 5413 0.17% 0.013%
5 6.710 627 633 647 rvB 711855 1149311 37.11% 2.736%
6 6.869 654 660 671 rVB 642428 960294 31.01% 2.286%
7 7.057 686 692 705 rBV 742749 1149137 37.11% 2.736%
8 7.516 764 770 780 rBV 921522 1470208 47.47%  3.500%
9 7.598 780 784 786 rBV5 4142 4689 0.15% 0.011%
10 7.951 842 844 846 rBV3 3641 3530 0.11% 0.008%
11 8.175 880 882 885 rBv4 2628 3594 0.12% 0.009%
12 8.228 885 891 905 rVW 796570 1290644 41.68% 3.073%
13 8.663 958 965 975 rBV 652217 1063359 34.34% 2.532%
14 8.845 992 996 999 rVB5 8020 11801 0.38% 0.028%
15 9.116 1035 1042 1046 rVvB5 13319 25892 0.84% 0.062%
16 9.251 1059 1065 1071 rBv4 22240 40304 1.30% 0.096%
17 9.375 1079 1086 1095 rBV 468872 782988 25.28% 1.864%
18 9.698 1140 1141 1145 rBV3 3202 4106 0.13% 0.010%
19 9.910 1169 1177 1191 rBV 746336 1291793 41.71%  3.075%
20 10.280 1232 1240 1253 rBV 1168573 1899010 61.32% 4.521%
21 10.427 1255 1265 1290 rBV 552902 1120480 36.18% 2.668%
22 10.669 1303 1306 1309 rVB5 3657 4139 0.13% 0.010%
23 10.880 1337 1342 1346 rBV7 6345 12876  0.42% 0.031%
24 10.963 1355 1356 1364 rVB7 3919 6446 0.21% 0.015%
25 11.663 1472 1475 1478 rVB5 3290 3293 0.11% 0.008%
26 11.821 1499 1502 1507 rBV6 3300 5669 0.18% 0.013%
27 11.880 1507 1512 1521 rVB4 9661 22534  0.73%  0.054%
28 12.516 1615 1620 1624 rBV8 2853 5218 0.17% 0.012%
29 12.768 1660 1663 1669 rVB7 4153 7006 0.23% 0.017%
30 12.998 1699 1702 1707 rBV5 6617 9968 0.32% 0.024%
31 13.133 1721 1725 1727 rVB5 2476 3163 0.10% 0.008%
32 13.204 1735 1737 1743 rBV6 3260 5664 0.18% 0.013%
33 13.374 1764 1766 1769 rVB4 2639 3310 0.11% 0.008%
34 13.580 1794 1801 1817 rVV 1256839 1795347 57.97% 4.274%
35 13.680 1817 1818 1823 rVB5 4134 3545 0.11% 0.008%
36 13.845 1839 1846 1856 rBV 1570292 2228705 71.97% 5.306%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acg On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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

37 13.945 1861 1863 1866 rVv3 3684 4290 0.14%  0.010%
38 14.092 1885 1888 1892 rVB6 3831 4760 0.15% 0.011%
39 14.157 1892 1899 1909 rBV 1700083 2358859 76.17% 5.616%
40 14.386 1931 1938 1956 rBV2 170469 473641 15.29%  1.128%
41 14.604 1974 1975 1981 rVB5 3395 5233 0.17% 0.012%
42 14.986 2035 2040 2041 rBVS 5676 5629 0.18% 0.013%
43 15.045 2047 2050 2052 rBV3 3777 4317 0.14%  0.010%
44 15.157 2062 2069 2083 rBV 1970592 2724397 87.97% 6.486%
45 15.286 2085 2091 2100 rBV 354080 499305 16.12%  1.189%
46 15.404 2107 2111 2118 rVB4 10074 14001 0.45% 0.033%
47 15.533 2127 2133 2143 rBV 867212 1152859 37.23% 2.745%
48 15.604 2143 2145 2149 rVv4 5348 7634 0.25% 0.018%
49 15.662 2152 2155 2158 rVB4 2925 3654 0.12% 0.009%
50 16.098 2218 2229 2235 rBV 91409 134317 4.34% 0.320%
51 16.345 2268 2271 2274 rBV3 2853 4415 0.14% 0.011%
52 16.445 2285 2288 2291 rVB4 2826 3164 0.10% 0.008%
53 16.645 2318 2322 2323 rBv4 2824 3717 0.12% 0.009%
54 16.662 2323 2325 2328 rVV3 4920 5998 0.19% 0.014%
55 16.698 2328 2331 2338 rVv4 9362 15710 0.51% 0.037%
56 16.751 2338 2340 2343 rVVv4 3434 3270 0.11% 0.008%
57 16.862 2354 2359 2361 rVv4 10972 13303 0.43% 0.032%
58 16.909 2361 2367 2377 rVV 1981918 2568556 82.94% 6.115%
59 17.009 2378 2384 2399 rVV 1957006 2774047 89.58% 6.604%
60 17.121 2401 2403 2407 rVB5 6277 7618 0.25% 0.018%
61 17.327 2431 2438 2445 rBV7 18867 42684 1.38% 0.102%
62 17.445 2452 2458 2460 rBV6 4569 7938 0.26% 0.019%
63 17.503 2464 2468 2469 rBv4 4606 4598 0.15% 0.011%
64 17.527 2469 2472 2478 rVB7 2246 3657 0.12% 0.009%
65 17.833 2519 2524 2531 rBV 194204 281380 9.09% 0.670%
66 18.127 2567 2574 2578 rBV8 11455 23226  0.75%  0.055%
67 18.268 2593 2598 2603 rBV2 92786 114558 3.70% 0.273%
68 18.539 2642 2644 2650 rVB6 7426 9950 0.32% 0.024%
69 18.603 2653 2655 2657 rBV3 3738 3136 0.10% 0.007%
70 18.674 2662 2667 2671 rBV2 32644 55044 1.78% 0.131%
71 18.880 2697 2702 2707 rVB4 21919 33662 1.09% 0.080%
72 18.945 2710 2713 2717 rW 17654 21001 0.68%  0.050%
73 19.127 2740 2744 2750 rBVS 37499 58817 1.90% 0.140%
74 19.309 2770 2775 2787 rBV 2326572 3096853 100.00%  7.373%
75 20.856 3034 3038 3048 rBv2 160527 341273 11.02%  0.813%

76 21.138 3080 3086 3096 rBV 1909729 2533353 81.80% 6.031%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acg On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM011325.MA_M
Title : SVOA CALIBRATION

77 23.727 3518 3526 3544 rVB 1210767 2598193 83.90% 6.186%
78 23.915 3550 3558 3576 rVB 1116023 2594250 83.77% 6.176%

Sum of corrected areas: 42002764
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

> Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\

: BM049388.D

1 22 Jan 2025 18:09

: RC/JU

: Q1139-14

: 9 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEMI\BNA_M\Methods\SFAM-EPA-BM011325_MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM049388.D\data.ms
2000000
1500000
10.280
1000000 7.516
8.228
057 9.910
3510 6705 8.663
500000 9.375
3.122
. o 4.704 6.381 5987.9811 9.69¢ 0.666863 111&68280 12.5167¢
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\
Time-> 3.00 350 4.00 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11. 50 12.00 1250
Abundance TIC: BM049388.D\data.ms
19.809
21.138
2000000 15.157 16:2099
14.157
13.845
1500000
13.580
1000000 15.533
500000 15.286 20,856
4.386 16068 17833 MM
, A99ERB13, 2 14.60 164680 /10 A 122 | 18 LA
B e e e e 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: BM049388.D\data.ms
2000000
1500000 23.727
3.915
1000000
500000
O\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\\
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 : BM049388.D

Acq On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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 9.77 ng/ul 1152860  Acenaphthene-d10 14.157
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Benzophenone
2 Benzophenone
3 Benzophenone
4 Benzophenone
5 Azobenzene

182 C13H100
182 C13H100
182 C13H100
182 C13H100
182 C12H10N2

000119-61-9 96
000119-61-9 95
000119-61-9 94
000119-61-9 93
000103-33-3 64

Abundance Scan 2133 (15.533 min): BM049388.D\data.ms (-2127) (- | m/z 105.00 100.00%
105.0
182.0
5000
51.0
1T \
15.50
152.1
NS U N N EN—L 2 Y & X (N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
182.0
5000 — :
15.50
510 m/z 182.00 57.13%
| | 152.0
OH\‘\‘H\“HH‘\H”\"HH‘ \H’\\H‘H}‘\‘\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56927: Benzophenone
105.0
—f ‘
182.0 15.50
5000 ’ m/z 51.00 26.98%
51.0
‘ 152.0 |
Olrrrprrrrprbr e ek e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56922: Benzophenone ‘ﬁFf‘ f== I
105.0 15.50
m/z 181.00 9.40%
5000 182.0
51.0
ol80 | o | 1820
S e e e e e —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acq On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.833 2.19 ng/ul 281380 Phenanthrene-d10 16.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
Abundance Scan 2524 (17.833 min): BM049388.D\data.ms (-2519) (- | m/z 73.00 100.00%
43.0 73.0
5000
129.0
213.2 s ——
‘ H 171.1 ‘ 256.3 17.50 18.00
YN ¥ WO O O P m/z 43.05 94.59%
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
0
5000 129.0 [N T
17.50 18.00
1710 213.0 256.0 m/z 60.00 87.28%
ob— “M‘ m\hH\ ‘H‘\ i ‘ ‘ | “‘ \‘ ““\‘ , “\‘ ——
miz--> 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 e
43.0 73.0 256.0 A
— e
17.50 18.00
5000 m/z 55.05 81.97%
129.0
213.0
‘ 171.0 ‘
oL “\ L{M“H\ M“ ) Ll gl ‘ “ “ “‘u\‘ o L‘ — “
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid - T
73.0 17.50 18.00
43.0 m/z 41.05 69.68%
5000
129.0
185.0 228.0 kMWWNMMwJKNM%NMNAM
ok ““ “\‘u‘u‘ HH HM‘ ‘H\ M‘\ ul ‘ b ] “\‘ - ‘\‘ — e it
m/z--> 50 100 150 200 250 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acq On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.856 2.69 ng/ul 341273  Chrysene-di12 21.139
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3038 (20.856 min): BM049388.D\data.ms (-3034) (- | m/z 57.10 100.00%
57.1
97.0
5000
207.0 [ 5110
m | 39.1 | 281.0 356, 20.50 21.00
O A B T R m/z 55.05 97.51%
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 = s
20.50 21.00
25.0 m/z 43.05 96.88%
0 T \“\‘ ‘\““ T ‘\‘ T \H‘ ‘H‘ \““‘\ ‘h ﬂ\-‘ez.‘o \2’19.\0\ T ‘ \2\89.\()‘ T T T T ’ T
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
o —
20.50 21.00
5000 m/z 83.10 88.22%
39.0
0 19'@\ | ‘ \H\ 1& \‘h L ]\FSJ'O 222.0 264.0 308.0
e e L e
m/z--> 50 100 150 200 250 300 350
Abundance #259982: Pentacos-1-ene P —
B55.0 20.50 21.00
7.0 m/z 69.05 83.19%
- KAVNMN*WWJ\\«MWMMAJ
39.0 350.0
ow‘m‘u M‘m L1950 2640 L == o
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM012225\
Data File : BM049388.D

Acg On : 22 Jan 2025 18:09
Operator : RC/JU

Sample : Q1139-14

Misc :

ALS Vial : 9 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 9.8 ng/ul 1152860 3 14.157 2358860 20.0
n-Hexadecanoic ... 17.833 2.2 ng/ul 281380 4 16.909 2568560 20.0
Behenic alcohol 20.856 2.7 ng/ul 341273 5 21.139 2533350 20.0
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