LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@59252.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.529 21 24 28 rVvB3 12277 14751 1.25% 0.107%
2 3.964 94 98 109 rBV2 50536 88396 7.51% 0.641%
3 4.181 132 135 142 rVB5 12543 15615 1.33% 0.113%
4 4.434 173 178 181 rBV5 3981 6662 0.57% 0.048%
5 4.681 218 220 222 rBV2 2835 2934 0.25% 0.021%
6 4.757 229 233 235 rBV3 2359 2954 0.25% 0.021%
7 4.839 245 247 251 rVW3 5750 6561 ©0.56% 0.048%
8 4.875 251 253 257 rW3 1817 2548 ©0.22% 0.018%
9 4.927 260 262 265 rvv2 3160 2865 0.24% 0.021%
10 5.145 296 299 301 rBV3 3114 3372 0.29% 0.024%
11 5.239 311 315 317 rBV3 3832 5885 0.50% 0.043%
12 5.450 349 351 354 rVV 2698 2533 0.22% 0.018%
13 5.503 357 360 363 rVv2 3119 3562 ©0.30% 0.026%
14 5.838 413 417 420 rBvV4 2775 5605 0.48% 0.041%
15 5.891 423 426 428 rVB2 2199 2714 0.23% 0.020%
16 5.920 428 431 435 rBV3 2682 3816 ©.32% 0.028%
17 6.855 588 590 594 rVB2 1937 2572  0.22% 0.019%
18 7.001 613 615 621 rVB2 2325 3256 0.28% 0.024%
19 7.189 644 647 651 rVvV 1645 2591 0.22% 0.019%
20 7.354 670 675 681 rBV 48227 81209 6.90% ©.589%
21 7.395 681 682 686 rVB 4470 3678 0.31% 0.027%
22 7.554 703 709 717 rBV 150209 250680 21.29% 1.818%
23 7.748 734 742 749 rBV2 137154 235210 19.98% 1.705%
24 8.229 816 824 833 rBV 194766 340770 28.94%  2.471%
25 8.441 858 860 862 rVB2 4186 3303 0.28% 0.024%
26 8.470 862 865 867 rBV 2804 3414 0.29% 0.025%
27 8.682 898 901 904 rBV 2275 2531 0.21% ©0.018%
28 8.923 935 942 950 rBvV2 118226 212690 18.07% 1.542%
29 9.052 963 964 969 rVB 2658 2647 0.22% 0.019%
30 9.117 973 975 977 rBv2 2195 2622 0.22% 0.019%
31 9.363 1015 1017 1020 rvv2 2267 2642 0.22% 0.019%
32 9.428 1020 1028 1034 rVV 184066 326232 27.71% 2.365%
33 9.786 1086 1089 1093 rBV2 3028 3798 0.32% 0.028%
34 9.845 1098 1099 1104 rvVvB2 2595 3597 0.31% 0.026%
35 9.880 1104 1105 1108 rBV 2707 3025 0.26% 0.022%

36 10.145 1143 1156 1159 rBV2 144258 252833 21.48% 1.833%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION
37 10.233 1163 1165 1170 rvVB2 2618 3155 0.27% 0.023%
38 10.327 1178 1181 1184 rBvV2 1838 2741 0.23% 0.020%
39 10.674 1231 1240 1251 rBV 206255 366020 31.09% 2.654%
40 11.073 1300 1308 1318 rVB 302090 540991 45.95%  3.923%
41 11.214 1324 1332 1340 rBV 136911 257701 21.89% 1.869%
42 11.543 1385 1388 1394 rBV 3070 4022 0.34% 0.029%
43 11.719 1415 1418 1420 rBV 3507 2802 0.24% 0.020%
44 12.389 1529 1532 1534 rBV 2242 2849 0.24% 0.021%
45 12.630 1571 1573 1579 rVB2 3897 4290 0.36% 0.031%
46 13.323 1688 1691 1693 rBvV2 2060 2867 0.24% 0.021%
47 13.611 1736 1740 1743 rVB2 2933 4451 0.38% 0.032%
48 13.694 1749 1754 1758 rVB2 7854 13087 1.11% 0.095%
49 13.940 1792 1796 1800 rBv2 2204 4064 0.35% 0.029%
50 14.093 1818 1822 1825 rVB 2626 3399 0.29% 0.025%
51 14.258 1844 1850 1856 rBV 432822 606446 51.51% 4.397%
52 14.299 1856 1857 1862 rVB2 2171 2589 0.22% 0.019%
53 14.334 1862 1863 1869 rBvV2 2070 3444 0.29% 0.025%
54 14.569 1895 1903 1910 rVV2 470177 757692 64.36% 5.494%
55 14.804 1940 1943 1946 rVvVv4 1917 3009 0.26% 0.022%
56 14.863 1946 1953 1961 rVB 486928 757752 64.36% 5.494%
57 15.057 1978 1986 1994 rBV3 27976 58767 4.99% 0.426%
58 15.215 2010 2013 2015 rBvV2 3403 3552 0.30% 0.026%
59 15.245 2017 2018 2023 rVV 3746 2959 0.25% 0.021%
60 15.580 2072 2075 2078 rVB2 3230 3539 0.30% 0.026%
61 15.621 2078 2082 2084 rBV 3081 4088 ©0.35% 0.030%
62 15.850 2115 2121 2128 rBV 644052 943482 80.14% 6.841%
63 15.956 2134 2139 2144 rBV 154163 229337 19.48% 1.663%
64 16.026 2149 2151 2157 rVv2 4035 3679 0.31% 0.027%
65 16.091 2159 2162 2164 rVB2 4921 5067 0.43% 0.037%
66 16.349 2205 2206 2211 rVB 3875 4280 0.36% 0.031%
67 16.549 2235 2240 2242 rBV3 3563 5163 0.44% 0.037%
68 16.602 2245 2249 2251 rBV 1924 2609 0.22% 0.019%
69 16.855 2289 2292 2293 rBV2 3028 2815 0.24% 0.020%
70 17.283 2361 2365 2368 rVB2 3577 5777 ©0.49% 0.042%
71 17.313 2368 2370 2373 rBV2 3824 4392 0.37% 0.032%
72 17.613 2415 2421 2429 rVB 616274 905986 76.95% 6.569%
73 17.712 2431 2438 2446 rVV 679698 1023866 86.97% 7.424%
74 17.842 2458 2460 2464 rVB 2269 3249 0.28% 0.024%
75 18.171 2512 2516 2519 rVB3 3188 4282 0.36% 0.031%
76 18.206 2519 2522 2523 rBV2 3722 2807 0.24% 0.020%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc :

ALS vial : 8 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_ G\Methods\SFAM-EPA-BG092723.MA.M
Title : SVOA CALIBRATION
77 18.429 2556 2560 2568 rVvVv3 51462 84780 7.20% ©.615%
78 18.488 2568 2570 2572 rVB3 3906 2798 0.24% 0.020%
79 18.952 2646 2649 2651 rVB3 3187 2874 0.24% 0.021%
80 18.970 2651 2652 2653 rBV 4125 2730  0.23% 0.020%
81 19.052 2664 2666 2668 rBV2 4306 4403 0.37% 0.032%
82 19.546 2747 2750 2755 rVB5 10206 14350 1.22% 0.104%
83 19.616 2761 2762 2767 rVB5 10978 9128 0.78% 0.066%
84 19.692 2771 2775 2778 rBV3 16483 19839 1.69% 0.144%
85 19.833 2797 2799 2801 rVB3 7797 4979 0.42% 0.036%
86 19.986 2818 2825 2832 rBV 834663 1177309 100.00% 8.536%
87 20.280 2874 2875 2877 rBV2 3196 2718 0.23% 0.020%
88 20.433 2896 2901 2906 rBV9 8362 18481 1.57% ©.134%
89 20.727 2950 2951 2953 rBV2 6032 4965 0.42% 0.036%
90 20.868 2973 2975 2978 rVB4 6866 5145 0.44% 0.037%
91 21.467 3072 3077 3087 rBV5 46963 92797 7.88% ©.673%
92 21.913 3146 3153 3160 rBv2 528985 918159 77.99% 6.657%
93 22.654 3276 3279 3284 rBV3 22249 32818 2.79% 0.238%
94 22.707 3286 3288 3294 rVB7 16381 27764  2.36% 0.201%
95 22.936 3325 3327 3328 rBV2 7645 6154 ©.52% 0.045%
96 24.252 3544 3551 3559 rVB2 80096 186499 15.84%  1.352%
97 25.145 3693 3703 3715 rVB2 375554 1151815 97.83% 8.352%
98 25.386 3733 3744 3756 rBV2 347220 1056661 89.75% 7.662%
99 26.479 3923 3930 3942 rVB2 150518 486964 41.36% 3.531%
100 31.073 4710 4712 4713 rBV2 6883 4240 0.36% 0.031%
Sum of corrected areas: 13791510
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059252.D\data.ms
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 8.50 900 9.50 1000 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059252.D\data.ms
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Abundance TIC: BG059252.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 Cyclohexanecarboxaldehyde, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.467 2.02 ng/ul 92797  Chrysene-d12 21.907
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanecarboxaldehyde, 3,3-d... 154 C9H1402 065080-66-2 64
2 1-Nonadecene 266 C19H38 018435-45-5 58
3 Cycloeicosane 280 C20H40 000296-56-0 58
4 Cyclotetradecane 196 C14H28 000295-17-0 55
5 1-Heneicosanol 312 C21H440 015594-90-8 53
Abundance Scan 3077 (21.467 min): BG059252.D\data.ms (-3072) (- | m/z 43.10 100.00%
43.1
7.0
5000
207.1 2811 21'50
L N C I o os.17
0l BIIE L Thr e T m/z 55.10  98.17%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #32226: Cyclohexanecarboxaldehyde, 3,3-dimethyl-5-0x
g
730 126.0
5000 1
21.50
m/z 83.10 83.13%
0 H ‘\lHJM“" ‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155960: 1-Nonadecene
41.0
7.0 21.50
5000 m/z 57.10 82.33%
11111 |-
oL R e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #173728: Cycloeicosane P
55.0 21.50
m/z 41.05 78.88%
5000
111.0
0 1J1‘1\11.68-°224-0289-° ¢
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG©92723.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.252 3.53 ng/ul 186499  Perylene-di12 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 80
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 72
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 3551 (24.252 min): BG059252.D\data.ms (-3544) (- | m/z 57.10 100.00%
7.1

5
5000

s
e —
113.1 208.2 24.00 24.50
281.0
Ol bl 2103399 4020 522, 43 05 61.43%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane
57.0
5000 LN

T
24.00 24.50
m/z 71.10 49.17%

\‘ “ ‘ ‘\ .\wl\llflolllelglo.zzso 31.00
\\\‘\\\\‘\\VV‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158608: Octadecane, 2-methyl-
57.0

o

24.00 24.50
5000 m/z 85.10 38.65%
N o |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275540: Docosane, 9-butyl-
43.0 24.00 24.50

m/z 55.10  23.70%

5000
9.0 1820 309.0
252.0 .
0 .“\ Ly | T 3640

I T
m/z--> 50 100 150 200 250 300 350 400 450 500 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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 1
R.T. EstConc Area Relative to ISTD R.T.
26.479 9.22 ng/ul 486964  Perylene-di12 25.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Decane, 1-iodo- 268 C1oH21I 002050-77-3 81
3 Decane, 1-iodo- 268 C1leH21I 002050-77-3 74
4 1-Iodoundecane 282 C11H23I 004282-44-4 72
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 72
Abundance Scan 3930 (26.479 min): BG059252.D\data.ms (-3923) (- | m/z 57.10 100.00%
57.1
26.50
130  207.0 . :
ol “‘ LAYRD, | POT0 2818 34103925 472 1/, 4310 62.35%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
5000 T
26.50
m/z 71.10 40.23%
13.0
0 \“\ ‘\‘ “\'“ \”‘\]ﬂ‘ \"‘\"\ \l%\G?\O\ |2\2\E\>\0‘ \2\8\2\?\ L O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #157264: Decane, 1-iodo-
57.0
e
26.50
5000 m/z 85.10 39.04%
‘ 155.0
olbbiiy ST weo
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #157263: Decane, 1-iodo- ol
43.Q 26.50
m/z 55.05  20.39%
5000
9.0
ol B0 s I\
m/z--> 50 100 150 200 250 300 350 400 450 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100223\
Data File : BG@59252.D

Acqg On : 2 Oct 2023 16:57
Operator : MA/JU

Sample : 04480-05

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG092723.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|

Cyclohexanecarb... 21.467 2.0 ng/ul 92797 5 21.907 918159 20.90
(DEL) Alkane: S... 24.252 3.5 ng/ul 186499 6 25.392 1056660 20.0
(DEL) Alkane: S... 26.479 9.2 ng/ul 486964 6 25.392 1056660 20.0
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