LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22 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-BG081921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50021.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.572 89 91 94 rVB4 1847 1422  0.27% 0.022%
2 3.983 157 161 163 rBv4 4299 5352 1.00% 0.084%
3 4.330 216 220 223 rVB5S 2857 4294 0.81% 0.067%
4 4,359 223 225 227 rBV2 1608 1367 0.26% 0.021%
5 5.481 414 416 422 rVB3 993 1486 ©.28% 0.023%
6 5.528 422 424 428 rVV2 1287 1469 0.28% 0.023%
7 5.575 428 432 436 rVB2 1659 2304 0.43% 0.036%
8 6.726 625 628 631 rBV 1134 1502 ©0.28% 0.023%
9 6.785 635 638 641 rBv2 1403 1788 0.34% 0.028%
106 7.138 691 698 708 rBV 59868 112802 21.15% 1.763%
11 7.284 715 723 733 rVB 50621 90521 16.97% 1.415%
12 7.496 754 759 767 rBV 70828 122083 22.89% 1.908%
13 7.966 832 839 847 rVB 115348 192149 36.03%  3.003%
14  8.459 920 923 925 rBV 1084 1339 0.25% 0.021%
15 8.688 955 962 969 rBvV2 61925 115580 21.67% 1.806%
16 8.759 973 974 979 rBv3 1495 1742 0.33% 0.027%
17 9.135 1031 1038 1050 rBV2 76751 139545 26.17% 2.181%
18 9.863 1155 1162 1172 rBV2 68411 125165 23.47%  1.956%
19 10.415 1250 1256 1267 rBV2 88560 170083 31.89% 2.658%
20 10.786 1311 1319 1326 rBV 151352 272382 51.07% 4.257%
21 10.932 1337 1344 1350 rBV2 22059 41108 7.71% 0.642%
22 11.273 1397 1402 1407 rVB2 1464 2556 0.48% 0.040%
23 12.195 1556 1559 1562 rBV2 997 1380 0.26% 0.022%
24 12.295 1573 1576 1579 rVB 1200 1531 0.29% 0.024%
25 12.331 1579 1582 1585 rBV2 879 1457 0.27% 0.023%
26 12.383 1588 1591 1595 rVB2 1264 1752 0.33% 0.027%
27 12.736 1648 1651 1656 rBV 1362 1624 0.30% 0.025%
28 12.871 1671 1674 1678 rBV2 1086 1627 0.31% 0.025%
29 13.153 1719 1722 1725 rVB 1103 1397 0.26% 0.022%
30 13.441 1767 1771 1773 rBV2 1820 2110 0.40% 0.033%
31 13.517 1780 1784 1787 rVB2 1050 1520 0.29% 024%
32 13.946 1855 1857 1861 rVB2 1608 1586 0.30% 025%

33 14.022 1864 1870 1877 rVB 185939 269114 50.46%
34 14.316 1912 1920 1931 rBV 203057 321974 60.37%
35 14.504 1951 1952 1958 rVB3 2083 2422  0.45%
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36 14.627 1967 1973 1981 rVB2 244683 378702 71.01% 5.919%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22 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-BG081921.M
Title : SVOA CALIBRATION
37 14.857 2007 2012 2020 rBV3 28967 57037 10.69% 0.891%
38 15.021 2037 2040 2041 rBV 1451 1554 0.29% 0.024%
39 15.456 2112 2114 2117 rVB 1551 1385 0.26% 0.022%
40 15.620 2134 2142 2150 rBV 259177 396849 74.41% 6.202%
41 15.755 2160 2165 2175 rBV 54680 86478 16.22%  1.352%
42 15.855 2178 2182 2183 rBV 1793 2119 0.40% 0.033%
43 16.325 2255 2262 2263 rBV3 3335 5199 0.97% 0.081%
44 16.413 2274 2277 2280 rVB3 1236 1328 0.25% 0.021%
45 16.572 2299 2304 2308 rBvV 5572 8162 1.53% ©.128%
46 17.036 2379 2383 2388 rVB2 3332 4986 ©.93% 0.078%
47 17.118 2390 2397 2401 rVB3 2929 5040 ©0.95% 0.079%
48 17.171 2401 2406 2409 rBV2 2215 4064 ©0.76% 0.064%
49 17.271 2419 2423 2424 rBV2 1115 1421 0.27% 0.022%
50 17.377 2434 2441 2446 rBV 292400 454665 85.25% 7.106%
51 17.424 2446 2449 2452 rW 30883 41243 7.73%  0.645%
52 17.477 2453 2458 2465 rVB 272289 391441 73.40% 6.118%
53 17.641 2484 2486 2488 rBV2 1605 1752 0.33% 0.027%
54 17.700 2493 2496 2502 rVB 1798 2659 0.50% 0.042%
55 17.758 2502 2506 2507 rBV 2037 2077 0.39% 0.032%
56 17.858 2519 2523 2526 rVB3 4155 5082 ©.95% 0.079%
57 17.894 2526 2529 2534 rBV2 1708 2637 0.49% 0.041%
58 17.970 2539 2542 2545 rBV2 1422 1723 0.32% 0.027%
59 18.029 2549 2552 2556 rVB 3144 3536 0.66% 0.055%
60 18.258 2587 2591 2596 rBV4 4248 6027 1.13% 0.094%
61 18.305 2596 2599 2609 rVB3 6220 11497 2.16% ©.180%
62 18.458 2619 2625 2627 rBV3 4562 7164 1.34% 0.112%
63 18.546 2638 2640 2643 rVB2 2479 2996 0.56% 0.047%
64 18.610 2646 2651 2652 rBV2 2518 3525 0.66% ©.055%
65 18.622 2652 2653 2657 rVVv2 1985 1990 0.37% 0.031%
66 18.687 2662 2664 2668 rBvV4 2034 2702 0.51% 0.042%
67 18.722 2668 2670 2673 rVV3 1885 2496 0.47% 0.039%
68 18.751 2673 2675 2676 rVV2 3078 2848 0.53% 0.045%
69 18.798 2680 2683 2688 rVB3 6715 10083 1.89% 0.158%
70 18.892 2697 2699 2702 rVB3 1970 1398 0.26% 0.022%
71 18.945 2706 2708 2710 rVB 1434 1343 0.25% 0.021%
72 18.980 2710 2714 2715 rBV 1922 2048 0.38% 0.032%
73 19.004 2715 2718 2722 rV4 2191 3723 0.70% ©.058%
74 19.039 2722 2724 2729 rVB4 2406 3596 0.67% 0.056%
75 19.174 2744 2747 2751 rW4 5892 8785 1.65% ©.137%
76 19.209 2751 2753 2756 rV4 3107 3988 ©.75% 0.062%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22 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-BG081921.M
Title : SVOA CALIBRATION

77 19.233 2756 2757 2760 rVB2 3029 1947 0.37% 0.030%
78 19.327 2767 2773 2782 rVB7 7428 16378 3.07% ©.256%
79 19.433 2782 2791 2798 rBV 63890 106353 19.94%  1.662%
80 19.497 2798 2802 2803 rBV2 2404 2875 0.54% 0.045%
81 19.515 2803 2805 2806 rBV 2246 1361 0.26% 0.021%
82 19.685 2833 2834 2837 rVB3 3879 2363 0.44% 0.037%
83 19.715 2837 2839 2840 rBV2 2511 1432  0.27% 0.022%
84 19.768 2842 2848 2858 rVB2 323373 533310 100.00%  8.335%
85 20.102 2904 2905 2906 rBV 3638 1718 0.32% 0.027%
86 20.132 2908 2910 2913 rVB4 5199 5215 0.98% 0.082%
87 20.284 2929 2936 2944 rBV7 9330 19206 3.60% ©.300%
88 20.337 2944 2945 2948 rVV3 3826 2696 0.51% 0.042%
89 20.666 2999 3001 3003 rBV3 5013 4181 0.78% 0.065%
90 21.283 3103 3106 3108 rBv4 12330 14167 2.66% 0.221%
91 21.653 3162 3169 3174 rBV 304579 499344 93.63% 7.804%
92 22.423 3297 3300 3307 rVB6 23361 33902 6.36% ©0.530%
93 23.468 3473 3478 3484 rBV7 16613 31807 5.96% 0.497%
94 23.921 3550 3555 3563 rVB4 47503 110939 20.80% 1.734%
95 24.508 3653 3655 3656 rBV2 5124 2575 0.48%  0.040%
96 24.655 3672 3680 3689 rBV 137004 348120 65.28% 5.441%

97 24.878 3708 3718 3728 rVB2 170661 509053 95.45%  7.956%

98 25.389 3800 3805 3813 rVB10O 36923 89486 16.78% 1.399%

99 25.989 3901 3907 3915 rVB3 40381 97181 18.22% 1.519%

100 31.875 4907 4909 4912 rBvV4 5838 7802 1.46% 0.122%
Sum of corrected areas: 6398292

SFAM-EPA-BGO81921.M Mon Aug 30 17:32:42 2021 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03

Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
LSCINT.P

Abundance
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TIC: BG050021.D\data.ms
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TIC: BG050021.D\data.ms
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17,
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TIC: BG050021.D\data.ms

25.389 25.989

o Vst
I

3.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 1750 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

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_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Dodecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.921 4.36 ng/ul 110939  Perylene-d12 24.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 1l-iodo- 296 C12H25I 004292-19-7 58
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 58
3 Tetratetracontane 619 C44H90 007098-22-8 58
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 53
5 Hexacosane 366 C26H54 000630-01-3 53

Abundance Scan 3555 (23.921 min): BG050021.D\data.ms (-3550) (- m/z 57.20 100.00%
57.2

I

5000
24.00
155.2 2523
0l ‘Jw'w frtlp et L 372‘1 3‘ AR ““Z?"?‘ R RAsRARE m/z 71.20  66.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #193300: Dodecane, 1-iodo-
57.0
5000 LA '

24.00
m/z 43.25 54.26%

155.0
‘\\llf‘HH\‘\\\‘H‘\l\\\’\\\\‘\H\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #228591: Tetradecane, 1-iodo-
57.0

—
24.00

o

5000 m/z 85.25 45.48%
‘ %2701970
0\HJH\HwM“\‘H*‘w*‘\H*wH*wH*w**H\Hw”w”wm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane MW’WWM oMy
57.0 24.00

m 27.0 )\N\WM

0 ) f;;197.0267.0337.0407.0 491.0562.0
R A T e e

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
Quant Title : SVOA CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.389 3.52 ng/ul 89486  Perylene-d12 24.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Cyclohexylnonene 208 C15H28 114614-84-5 38
2 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 25
3 2-Furanmethanamine 97 C5H7NO 000617-89-0 25
4 4-Isoxazoline-4,5-dione, 3-tert-... 170 C7H10N203 309922-30-3 22
5 11-Hexadecenoic acid, 15-methyl-... 282 C18H3402 055044-54-7 22

Abundance Scan 3805 (25.389 min): BG050021.D\data.ms (-3800) (-  m/z 43.25 100.00%

43.3
83.3
5000
124.3
— —
H ‘ ‘ 3271 25.00 25.50
oLk ‘H“ u HM”M L ” ! ‘”‘ - . Ll m/z s55.15  88.91%
m/z--> 50 100 150 200 250 300 350
Abundance #85358: 1-Cyclohexylnonene
553.0
96.0
5000 “ ——
25.00 25.50
m/z 57.15 81.04%
7
O\\\H"\‘\\\\’\\\\“\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #173743: Cyclohexane, 1-(1,5-dimethylhexyl)-4-(4-methy
43.0
97.0
— —
25.00 25.50
5000 m/z 83.25 67.52%
166.0
[i |, 2330 2800
0 ‘J‘”‘fﬂ‘kw”‘ —
m/z--> 50 100 150 200 250 300 350
Abundance #3325: 2-Furanmethanamine “ —
97.0 25.00 25.50
m/z 69.20 63.86%
0 : — —
mlz--> 100 150 200 250 300 350 25.00 25.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\

Library Search Compound Report

Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc :

ALS vial : 22

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.988 3.82 ng/ul 97181  Perylene-d12 24.878
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 5,5,7,7-Tetraethylundecane 268 C19H40 1000360-42-0 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 Tritetracontane 605 C43H88 007098-21-7 78
5 Nonadecane 268 C19H40 000629-92-5 72

Abundance Scan 3907 (25.989 min): BG050021.D\data.ms (-3901) (-  m/z 57.25 100.00%
57.3

%

5000
2&00
2 179.2225.3 280.6  355.4 405. :
ob il WHJVM“‘”““‘“M‘aN‘\yw‘w““““““‘ m/z 71.25 58.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246480: Tetracosane
57.0
5000 ! LA
26.00
m/z 43.20 57.81%
O T \L‘\ ‘\‘ ’ “h‘ !h‘\ ‘ \“‘ T “\ “ ‘]J\G‘\g \9\ “2\‘2\‘5\ ‘\0“ \2\8\].\()‘ T \3\3§ ‘()\ LI ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158618: 5,5,7,7-Tetraethylundecane
57.0
—
26.00
5000 ITI/Z 85.20 47.98%

127.0
239.0
ol bl gso 0
Miz-> 50 100 150 200 250 300 350 400
Abundance #123958: Heptadecane sty S iy
57.0 26.00

m/z 55.20  29.62%

5000

L 00 2400
(I

o‘m,‘ b s T e e —
miz--> 50 100 150 200 250 300 350 400 26.00

-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082621\
Data File : BG@50021.D

Acqg On : 28 Aug 2021 8:03
Operator : CG/JU

Sample : M3458-08

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG081921.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- 23.921 4.4 ng/ul 110939 6 24.878 509053 20.0
unknown-01 25.389 3.5 ng/ul 89486 6 24.878 509053 20.0
(DEL) Alkane: S... 25.988 3.8 ng/ul 97181 6 24.878 509053 20.0
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