LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc :

ALS Vvial : 28 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51614.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.033 990 93 105 rBV 24709 40607 2.72% ©0.382%
2 4.286 131 136 141 rVB2 5737 10677 0.72% 0.100%
3 6.647 532 538 543 rVB3 6309 13632 0.91% 0.128%
4 6.735 549 553 561 rvB4 7032 11226 ©0.75% 0.106%
5 6.812 561 566 571 rBV2 14154 20593 1.38% 0.194%
6 6.911 577 583 589 rVB5 5940 16786 1.13% ©0.158%
7 7.405 660 667 677 rVB2 94532 183368 12.29% 1.725%
8 7.581 689 697 706 rBV 66010 129285 8.67% 1.216%
9 7.757 723 727 729 rVWV3 9659 13838 0.93% 0.130%
10 7.798 729 734 746 rVB2 86383 167960 11.26% 1.580%
11 8.192 793 801 803 rBV7 4404 11028 0.74% 0.104%
12 8.274 805 815 821 rVB3 143736 286241 19.19% 2.692%
13 8.345 821 827 834 rVB7 10139 25395 1.70% 0.239%
14 8.409 834 838 843 rBV6 5750 13265 ©0.89% 0.125%
15 8.462 843 847 853 rVB3 13656 20926 1.40% 0.197%
16 8.515 853 856 868 rVB4 15759 37403 2.51% 0.352%
17 8.832 904 910 915 rBV3 11785 22544  1.51% 0.212%
18 8.968 927 933 941 rBV2 118745 210907 14.14%  1.984%
19 9.138 958 962 965 rBV3 7842 11960 0.80% 0.112%
20 9.396 998 1006 1007 rBV4 9282 12362 0.83% 0.116%
21  9.443 1007 1014 1019 rVWV 89094 162988 10.93% 1.533%
22 9.614 1038 1043 1046 rBV5 8899 16475 1.10% 0.155%
23 9.872 1080 1087 1093 rBv4 9054 17431 1.17% 0.164%
24 9.937 1093 1098 1103 rBV6 11608 21943 1.47% 0.206%
25 10.172 1131 1138 1147 rBV 79836 154631 10.37% 1.454%
26 10.289 1150 1158 1162 rBV8 7880 16775 1.12% 0.158%
27 10.718 1222 1231 1238 rVV 108388 203458 13.64% 1.914%
28 10.830 1243 1250 1254 rBV7 5071 11330 0.76% 0.107%
29 11.112 1286 1298 1304 rVV 192907 372190 24.95% 3.501%
30 11.165 1304 1307 1312 rVV2 15697 26021 1.74% 0.245%
31 11.229 1312 1318 1330 rVB3 64904 153478 10.29% 1.443%
32 12.122 1463 1470 1474 rBv2 23517 36907 2.47% 0.347%
33 12.157 1474 1476 1482 rVV5 7020 10749 0.72% 0.101%
34 12.727 1568 1573 1577 rBV5 8278 15840 1.06% 0.149%
35 12.856 1587 1595 1600 rVvB9 4570 10211 0.68% 0.096%
36 12.968 1610 1614 1619 rVB4 15935 26182 1.76% 0.246%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc :

ALS Vvial : 28 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-BG121421.M
Title : SVOA CALIBRATION
37 13.450 1691 1696 1700 rVB 25642 35972 2.41% 0.338%
38 13.732 1736 1744 1753 rBV8 16098 41228 2.76% ©.388%
39 14.072 1797 1802 1807 rBVv7 8249 17632 1.18% 0.166%
40 14.231 1824 1829 1835 rVV4 20486 36969 2.48% 0.348%
41 14.296 1835 1840 1845 rVV 212047 309329 20.73%  2.909%
42 14.343 1845 1848 1851 rVWv3 10979 12891 0.86% 0.121%
43 14.384 1851 1855 1859 rVB4 27997 37316 2.50% 0.351%
44 14.607 1887 1893 1899 rBV 209433 340452 22.82%  3.202%
45 14.748 1914 1917 1921 rVB5 11590 15602 1.05% 0.147%
46 14.789 1921 1924 1928 rBV5 8405 11109 0.74% 0.104%
47 14.907 1935 1944 1953 rBV 315759 519249 34.81% 4.884%
48 15.065 1964 1971 1978 rBvV2 87315 145090 9.73% 1.365%
49 15.300 2006 2011 2016 rVV5 28986 42286 2.83% 0.398%
50 15.523 2045 2049 2054 rVB6 9694 13996 0.94% 0.132%
51 15.629 2063 2067 2072 rVB7 5992 11264 0.76% 0.106%
52 15.700 2072 2079 2083 rBvVS8 17567 38635 2.59% 0.363%
53 15.735 2083 2085 2089 rvB4 11292 12482 ©.84% 0.117%
54 15.841 2099 2103 2107 rBV7 7162 12319 0.83% 0.116%
55 15.899 2107 2113 2122 rVB 274649 434115 29.10% 4.083%
56 15.993 2124 2129 2136 rVB 53547 84865 5.69% 0.798%
57 16.081 2142 2144 2148 rVB3 11957 14160 ©.95% 0.133%
58 16.146 2148 2155 2159 rBV2 23680 47878 3.21% 0.450%
59 16.240 2167 2171 2179 rVBS8 10843 22590 1.51% 0.212%
60 16.316 2179 2184 2187 rBV6 7336 14877 1.00% 0.140%
61 16.357 2188 2191 2194 rVV4 8838 10491 0.70% 0.099%
62 16.393 2194 2197 2201 rVV4 9388 11886 0.80% 0.112%
63 16.628 2229 2237 2242 rVB2 55053 95266 6.39% 0.896%
64 16.722 2248 2253 2257 rBV2 27226 42918 2.88% 0.404%
65 16.780 2260 2263 2269 rVB3 11772 19426 1.30% 0.183%
66 16.874 2275 2279 2283 rVB6 18968 27843 1.87% 0.262%
67 17.010 2295 2302 2303 rBV7 13886 23360 1.57% 0.220%
68 17.104 2315 2318 2322 rVB 21515 25884 1.74% 0.243%
69 17.315 2349 2354 2360 rBV10 8670 18145 1.22% 0.171%
70 17.391 2365 2367 2371 rVV3 19585 23705 1.59% 0.223%
71 17.450 2373 2377 2386 rVB5 28949 54913 3.68% 0.516%
72 17.656 2406 2412 2417 rBV 383148 594366 39.84% 5.590%
73 17.697 2417 2419 2423 rVV4 13872 20480 1.37% 0.193%
74 17.756 2423 2429 2436 rVB 315007 491798 32.97% 4.625%
75 17.826 2436 2441 2443 rBVS5 21549 31272 2.10% 0.294%
76 18.061 2478 2481 2486 rVB6 10990 15138 1.01% 0.142%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc :

ALS Vvial : 28 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-BG121421.M

Title : SVOA CALIBRATION

77 18.132 2491 2493 2499 rVB6 16964 24054 1.61% 0.226%
78 18.243 2508 2512 2518 rVB9 13292 24741 1.66% 0.233%
79 18.302 2519 2522 2528 rVB7 16920 27863 1.87% 0.262%
80 18.384 2532 2536 2540 rBV6 7674 11839 0.79% 0.111%
81 18.525 2555 2560 2564 rBV6 24278 40238 2.70% ©0.378%
82 18.578 2565 2569 2576 rVB7 18235 37794 2.53% 0.355%
83 18.819 2608 2610 2613 rVB4 11291 11009 0.74% 0.104%
84 19.089 2652 2656 2661 rVB7 20055 28341 1.90% 0.267%
85 19.271 2683 2687 2689 rBV5 9106 10387 0.70% 0.098%
86 19.436 2710 2715 2720 rBV9 17903 34253 2.30% 0.322%
87 19.624 2744 2747 2751 rVB3 23959 33249 2.23% 0.313%
88 19.782 2771 2774 2781 rVB9 11664 16002 1.07% 0.151%
89 19.900 2792 2794 2798 rVB4 13730 14824 0.99% 0.139%
90 20.029 2811 2816 2822 rBV 371727 537832 36.05% 5.058%
91 20.546 2901 2904 2907 rVB5 17781 21602 1.45% 0.203%
92 20.934 2966 2970 2975 rVB2 47542 63877 4.28% 0.601%
93 21.298 3030 3032 3039 rVB3 26587 35867 2.40% 0.337%
94 21.586 3077 3081 3087 rVB4 43208 71415 4.79% 0.672%
95 21.844 3120 3125 3134 rVB 985936 1491840 100.00% 14.031%
96 21.973 3141 3147 3157 rVB 330398 592118 39.69% 5.569%
97 22.831 3291 3293 3297 rBV5 12451 18234 1.22% 0.171%
98 23.166 3344 3350 3358 rBvV2 44352 100328 6.73% 0.944%
99 25.228 3693 3701 3712 rVB2 176559 542542 36.37% 5.103%
100 25.475 3734 3743 3753 rBV 185569 546353 36.62% 5.139%

Sum of corrected areas: 10632411
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051614.D\data.ms
1000000
800000
600000

400000

11.112
200000 8.274

7.4052.798 8.968 9443 10172 ﬂﬂ(
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051614.D\data.ms
1000000 21.p44

800000

600000

17.656 20.029
400000 21.973

14.29@.607
200000

20.9351_2%
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Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051614.D\data.ms
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\

Library Search Compound Report

Data File : BG@51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc

ALS vial : 28

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 1 Eicosyl isobutyl ether Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.515 2.61 ng/ul 37403 1,4-Dichlorobenzene-d4 8.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl isobutyl ether 354 C24H500 1000406-33-0 64
2 Eicosane 282 C20H42 000112-95-8 59
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
4 Hexadecane 226 C1l6H34 000544-76-3 59
5 Nonadecane 268 C19H40 000629-92-5 58
Abundance Scan 856 (8.515 min): BG051614.D\data.ms (-853) (-) m/z 57.15 100.00%
57.1
5000
F 8.20 8.40 8.60 880
5.0 . . . .
127.2
ol b At m/z 43.15  59.31%
miz--> 50 100 150 200 250 300
Abundance #264244: Eicosyl isobutyl ether
57.0
5000 H‘HH‘HH’HH‘HZ\’(
8.20 8.40 8.60 8.80
97.0 m/z 71.10 46.45%
o \‘ LL \H | | 1410 1830 2240  280.0312,
T \ \ ‘ T T T T T ‘ T T T T T T T T ‘ T T T T ‘ T T
miz-> 100 15 200 250 300
Abundance #176386: Eicosane
57.0
8.20 8.40 8.60 8.80
5000 m/z 41.15 39.82%
99.0
025‘ h i, 1410 1830 2250 2820
= ‘ A
miz--> 100 150 200 250 300
Abundance #33101: Octane, 2,4,6-trimethyl- A AR RREEY
57.0 8.20 8.40 8.60 8.80
m/z 85.10 36.92%
5000
99.0
02‘54‘0&“ it m“ N
m/z--> 50 100 150 200 250 300 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.628 3.21 ng/ul 95266  Phenanthrene-d1e 17.656
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
2 Decane, 2-methyl- 156 C11H24 006975-98-0 74
3 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 72
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
5 Ether, hexyl pentyl 172 C11H240 032357-83-8 47

Abundance Scan 2237 (16.628 min): BG051614.D\data.ms (-2229) (- m/z 57.15 100.00%
57.1

5000
121.1
P e
H % | H 163.1 16.50 17.00
0 ‘WWHM‘HmwmwwwmH“H‘H“UMww,ww m/z 71.15  83.64%
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 (e e
16.50 17.00
113.0 169.0 m/z 43.15 72.83%
O \‘\\\\Z‘Ir\c\)“‘}\\ ‘\Whl\“1\H“H‘H\‘\H\’\\H‘H‘H‘\]\-\9\8‘\\0\\‘\\\\’\\\2\‘6\\7\$
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #33087: Decane, 2-methyl-
43.0
P e
16.50 17.00
5000 ITI/Z 41.15 39.10%
85.0
141.0
LSS ) S A W —
m/z--> 0 20 40 60 80 100120140160180200220240260
Abundance #141071: Heptadecane, 7-methyl- —— ——
57.0 16.50 17.00
m/z 85.15 30.49%
5000
‘ ‘ 168.0
Ol pereiber bbb b 1970, 2390, S LA
m/z--> 0 20 40 60 80 100120140160180200220240260 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BG@51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc

ALS vial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 1-Dodecanol, 2-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.586 2.41 ng/ul 71415  Chrysene-d12 21.973
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 64
2 Isobutyl tetracosyl ether 410 C28H580 1000406-33-2 64
3 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 62
4 Eicosane 282 (C20H42 000112-95-8 60
5 Heneicosane 296 C21H44 000629-94-7 50

Abundance Scan 3081 (21.586 min): BG051614.D\data.ms (-3077) (- m/z 57.15 100.00%

57.1
5000
=T \
233.8 281.9 341.1 388. 21.50
0 m/z 43.15 86.43%
mlz--> 50 100 150 200 250 300 350
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
5000 = :
97.0 21.50
m/z 83.15 63.11%
O \“\‘ ‘\““‘\ ! \‘\“H‘ ‘hm ‘h‘ "‘\“\8\‘2\0‘2\2\4\0\‘ \2\8\0\0‘ UL ‘ UL
miz--> 50 100 150 200 250 300 350
Abundance #308232: Isobutyl tetracosyl ether
57.0
T T
21.50
5000 ITI/Z 71.15 56.80%
ol \ I ‘\ | 141.0183.0225.0267.0 _ 336.0
e “‘ A e S e T e e
m/z--> 50 100 150 200 250 300 350
Abundance  #284590: Sulfurous acid, octadecyl 2-propyl ester =) ;
43.0 21.50
m/z 41.15 56.48%
5.0
5000
bk L 00 230 —
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121721\
Data File : BGO51614.D

Acqg On : 18 Dec 2021 3:10
Operator : CG/JU

Sample : M5121-09

Misc

ALS Vvial : 28 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|

Eicosyl isobuty... 8.515 2.6 ng/ul 37403 1 8.280 286241 20.0
(DEL) Alkane: S... 16.628 3.2 ng/ul 95266 4 17.656 594366 20.0
1-Dodecanol, 2-... 21.586 2.4 ng/ul 71415 5 21.973 592118 20.0
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