LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc :

ALS vial : 5 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 M\Methods\SFAM-EPA-BM101223.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42318.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.369 26 31 40 rVB 45220 69262 1.33% 0.139%
2 3.804 101 105 120 rBV 168984 279692 5.35% 0.563%
3  3.998 133 138 144 rVB 35758 50510 0.97% 0.102%
4 4.116 154 158 163 rVB 10521 13921 0.27% 0.028%
5 4.334 191 195 200 rBV2 11703 16752 0.32% 0.034%
6 4.498 221 223 231 rVB4 8386 10979 0.21% 0.022%
7 4.751 262 266 270 rVB3 7211 8318 0.16% 0.017%
8 5.051 313 317 323 rVB 12168 17896 0.34% 0.036%
9 5.634 412 416 422 rVB5 4762 6859 0.13% 0.014%
106 6.969 641 643 649 rVB3 4214 6638 0.13% 0.013%
11  7.151 667 674 683 rBV 194058 305025 5.84% 0.613%
12 7.345 700 707 720 rBV 859339 1303860 24.95% 2.622%
13 7.528 731 738 748 rBV 747725 1142154 21.86% 2.297%
14 8.004 813 819 828 rVB 552826 887652 16.99% 1.785%
15 8.71@0 933 939 948 rBV 565281 868448 16.62% 1.747%
16 9.204 1014 1023 1033 rBvV 977727 1570123 30.05% 3.158%
17 9.410 1052 1058 1064 rVB 27995 43113 0.83% 0.087%
18 9.916 1137 1144 1157 rVB 769087 1219982 23.35%  2.454%
19 10.033 1157 1164 1172 rBV3 8922 21423 0.41% 0.043%
20 10.280 1200 1206 1209 rBV6 4281 7894 0.15% 0.016%

21 10.439 1226 1233 1246 rBV 1010321 1637235 31.33%
22 10.827 1291 1299 1307 rBV 815793 1356063 25.95%
23 10.992 1319 1327 1341 rBV 882403 1523819 29.16%
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24 11.904 1475 1482 1491 rVB2 31536 49640 0.95% 100%
25 12.416 1563 1569 1574 rVB 16421 26664  0.51% 0547%
26 12.974 1658 1664 1667 rVB5 3509 5393 ©.10% 0.011%
27 13.233 1704 1708 1711 rVB4 4457 5921 ©.11% 0.012%
28 13.498 1747 1753 1758 rBV 15193 22062 0.42% 0.044%
29 13.892 1815 1820 1825 rVB 7398 11086 0.21% 0.022%
30 14.068 1843 1850 1861 rBV 2108354 2836761 54.29% 5.705%
31 14.357 1892 1899 1910 rBV 2187134 3242028 62.04% 6.520%
32 14.651 1942 1949 1959 rVB 1218104 1790445 34.27%  3.601%
33 14.862 1977 1985 2000 rBV 152587 262644 5.03% 0.528%
34 15.392 2069 2075 2077 rBV6 3629 6066 0.12% 0.012%
35 15.445 2077 2084 2090 rVB8 5821 15219 ©0.29% ©0.031%

36 15.645 2111 2118 2126 rBV 2947105 4081536 78.11% 8.209%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc :

ALS vial : 5 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 M\Methods\SFAM-EPA-BM101223.MA.M
Title : SVOA CALIBRATION
37 15.768 2133 2139 2148 rBV 1094308 1357810 25.99% 2.731%
38 15.880 2153 2158 2162 rVB4 12847 17683 0.34% 0.036%
39 16.962 2338 2342 2347 rBvV3 15796 19771 0.38% 0.040%
40 17.404 2411 2417 2427 rBV 1520225 2098118 40.15% 4.220%
41 17.504 2427 2434 2447 rBV 3316137 4427001 84.72%  8.904%
42 18.245 2556 2560 2572 rBvV3 50131 75065 1.44% 0.151%
43 18.345 2573 2577 2581 rVB 7404 10830 0.21% 0.022%
44 18.527 2605 2608 2610 rBV3 4796 5802 0.11% 0.012%
45 18.674 2630 2633 2635 rBv4 4625 5350 0.10% 0.011%
46 19.356 2745 2749 2754 rBv2 32212 48697 0.93% 0.098%
47 19.427 2757 2761 2766 rVB 78132 93956 1.80% ©.189%
48 19.521 2774 2777 2786 rVB4 32864 42755 0.82% 0.086%
49 19.668 2797 2802 2807 rBV 173937 183028 3.50% 0.368%
50 19.733 2811 2813 2817 rVB4 8157 7870 0.15% 0.016%

51 19.797 2818 2824 2832 rVV 4078822 5225286 100.00% 10.509%

52 20.509 2942 2945 2949 rVB2 24970 27851 ©.53% 0.056%
53 20.715 2976 2986 2984 rBV 121119 134006 2.56% 0.270%
54 20.768 2986 2989 2993 rwv2 23604 29104 ©.56% ©.059%
55 21.586 3123 3128 3134 rBV2 1703133 2214661 42.38%  4.454%
56 21.680 3141 3144 3147 rBV2 42971 45424 0.87% ©0.091%
57 22.138 3220 3222 3227 rBV 46112 51956 ©.99% 0.104%
58 22.644 3304 3308 3316 rVB 118769 160014 3.06% ©.322%
59 23.203 3399 3403 3410 rVB 164419 260146  4.98%  0.523%
60 23.838 3507 3511 3515 rBV 208727 342709 6.56% 0.689%

61 23.903 3515 3522 3534 rVB2 2651628 5054044 96.72% 10.165%

62 24.062 3542 3549 3560 rVB 1081537 2254771 43.15%  4.535%
63 24.574 3632 3636 3644 rVB 197990 392629 7.51% 0.790%
64 25.432 3777 3782 3791 rVB 185121 411453 7.87% ©.828%

Sum of corrected areas: 49720873
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\

BM042318.D
: 17 Oct 2023 11:43
: MA/JU
: 04900-06
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
: SVOA CALIBRATION

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

38
REELY Y hopasase 755.051

TIC: BM042318.D\data.ms

10.439

9.204
1082992

7:39%78 9.916

8.004 8.710
7.15

5.634 6.96 j\ 9.410 .0B3.28 11.¢

Time-->

3.50

400 450 500 550 600 650 700 750 800 850 9.00 950

10.00 10.50 11.00 11.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM042318.D\data.ms

19.y97

17.504
15.645

14.084-357

17.4

14.651 5 768

k 4862 1&33@1 880

12.416 12.978.233.49813.89 J 16.962 L 1&3%@574 1@%% S5 2050¢

Time-->

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 1600 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM042318.D\data.ms

23.903

21.586

24.062

23.203 23-% 24574 25.432
Gi“_JJ TR

21.680 22.138 22.

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.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 Dodecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.203 2.31 ng/ul 260146  Perylene-di2 24.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane, 1-iodo- 548 C30H61I 1000406-32-3 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 3403 (23.203 min): BM042318.D\data.ms (-3399) (- | m/z 57.10 100.00%
57.1
5000
I =
‘ || 1131 160, 23.00 23.50
oL d 1)L 1692 2670 3574 4300 . 7165  68.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #193303: Dodecane, 1-iodo-
57.0
5000 —— —
23.00 23.50
m/z 43.05 66.65%
155.0
O\\H‘ H‘f“‘\“lo\\“\‘\\\z’]-\]-\.q\‘\\2\9\6‘.\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
— =
23.00 23.50
5000 m/z 85.10 46.29%
oL || 3180 1690 2250 2810 380.0
el A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #343615: Triacontane, 1-iodo- — =
57.0 23.00 23.50
m/z 41.05 24.01%
oL 1 L ‘\ \ 1990 2250 2810 3370 4210
e ““““‘H‘,““ R e — —
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\

Library Search Compound Report

Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
: SVOA CALIBRATION

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 3
R.T. EstConc Area Relative to ISTD R.T.
23.838 3.04 ng/ul 342709  Perylene-d12 24.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Eicosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3511 (23.838 min): BM042318.D\data.ms (-3507) (- | m/z 57.10 100.00%
57.1

—

5000
— —
‘ ¥ 131004 0811 23.50 24.00
Ofrrrhhddd L0 021 228.22501  356.0 4151 489,y 7 43.10  67.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 — —
23.50 24.00
m/z 71.10 67.09%
113.0
D000 520
0 \\‘\‘\“\‘\\\“\”\“\}\‘“\‘%\‘\“\‘\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
— ——
23.50 24.00
5000 ITI/Z 85.10 49,91%
o L 12016902250 2820
B e e LA maa e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane _— e
57.0 23.50 24.00
m/z 55.05 23.89%
5000
“ 1?30
0 ‘u“u_‘”‘”‘“‘«‘lwhﬂl‘??}?‘z‘z‘?'ﬂ“2‘9?"0‘”_m_m_m‘ o =
m/z--> 0 50 100 150 200 250 300 350 400 450 23.50 24.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\

BM042318.D
: 17 Oct 2023 11:43
: MA/JU
: 04900-06
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.MA.M
: SVOA CALIBRATION

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 2

R.T. EstConc Area Relative to ISTD R.T.
24.574 3.48 ng/ul 392629 Perylene-d12 24.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 86

Abundance Scan 3636 (24.574 min): BM042318.D\data.ms (-3632) (- | m/z 57.10 100.00%

57.1
5000
—r

24.50
2070
ob—d Y ]ﬂ‘ 1398970 2830 3851 429 ./, 7110 72.50%
miz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 i ‘

24.50

43.10  64.99%

o “J | 1130 160.0 2250 281.0 337.0 394.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307033: Octacosane, 2-methyl-

57.0

2450
5000 m/z 85.10 47 .05%
ool Ll LI 1090 2280 amo _ as0
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane = ‘
57.0 24.50
55.10  24.37%
5000 WMAWGV«NMJ\#M\MNMWNM
o J\k 1139 160.0 2250 281.0 338.0
““‘ “‘“““““““““““““““““
m/z--> 50 100 150 200 250 300 350 400 2450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.432 3.65 ng/ul 411453  Perylene-di12 24.062
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 3782 (25.432 min): BM042318.D\data.ms (-3777) (- | m/z 57.10 100.00%
57.1
5000 J\\
[ ]2 ! 160.1 2252 2811 3410 2550
N _\‘Jwm_‘H‘Hw_m_‘w‘“???‘”” m/z 71.10  71.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000
25 50
64.43%
113.0
O \“\l\“\“l\ \“\h" \”‘\“\!‘“\6?\‘(\)‘2\2\5\,\0‘\2\8\?\(‘)\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0
25 50
5000 m/z 85. 48.83%
113.0
oL ‘ | |7],169.0 2250 2950 367.0
i “““ H— e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane ]
57.0 25 50
21.82%
- iv
oLl 1130 169.0 225.0 281.0 337.0 394.0
‘H“"w“‘w‘“‘_““H“‘H““H““H““
m/z--> 50 100 150 200 250 300 350 400 450 25 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM101723\
Data File : BM@42318.D

Acqg On : 17 Oct 2023 11:43
Operator : MA/JU

Sample : 04900-06

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM101223.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|
Dodecane, 1-iodo- 23.203 2.3 ng/ul 260146 6 24.062 2254770 20.0
(DEL) Alkane: S... 23.838 3.0 ng/ul 342709 6 24.062 2254770 20.0
(DEL) Alkane: S... 24.574 3.5 ng/ul 392629 6 24.062 2254770 20.0
(DEL) Alkane: S... 25.432 3.6 ng/ul 411453 6 24.062 2254770 20.0
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