LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc :

ALS Vvial : 10 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-BG102721.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50745.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.884 65 67 71 rBV4 1127 1486 0.26% 0.023%
2 4.066 92 98 100 rBV3 1559 2629 0.47% 0.040%
3 4.143 108 111 116 rVB4 3660 4703 0.83% 0.072%
4 4.266 127 132 138 rvB2 9524 15152 2.68% 0.232%
5 4.372 146 150 155 rVvB4 1789 3042 0.54% 0.047%
6 4.478 165 168 172 rVB5 2880 3553 0.63% 0.054%
7 4.589 185 187 190 rVB4 1124 993 0.18% 0.015%
8 4.742 209 213 216 rBV3 2121 2411 0.43% 0.037%
9 5.047 262 265 268 rBV2 935 1275 0.23% 0.020%
106 5.300 302 308 314 rBV 5099 9173 1.62% 0.141%
11 5.529 345 347 349 rBV 1109 1046 ©0.19% 0.016%
12 5.741 379 383 384 rBv3 723 987 0.17% 0.015%
13  6.193 458 460 464 rBV2 872 1027 0.18% 0.016%
14 6.234 464 467 470 rBvV2 658 996 0.16% 0.014%
15 6.469 504 507 514 rVB2 713 1084 0.19% 0.017%
16 6.616 526 532 539 rBV3 2643 4599 0.81% 0.071%
17 7.022 599 601 605 rVB3 719 933 0.17% 0.014%
18 7.386 656 663 674 rBV 72172 126727 22.45% 1.944%
19 7.556 686 692 702 rVB 52346 93359 16.54% 1.432%
20 7.686 712 714 719 rVB3 532 708 0.13% 0.011%
21 7.774 722 729 735 rBV 67625 117813 20.87% 1.807%
22 7.832 738 739 742 rVWV2 1179 1139 0.20% 0.017%
23 8.038 773 774 778 rVB 948 941 0.17% 0.014%
24 8.244 803 809 817 rBV 108659 190771 33.79%  2.926%
25 8.455 843 845 850 rVB3 670 943 0.17% 0.014%
26 8.943 918 928 937 rBvV 74445 137293 24.32% 2.106%
27 9.072 944 950 955 rBvV4 3505 5811 1.03% ©0.089%
28 9.419 1002 1009 1017 rBV 66729 124908 22.12% 1.916%
29 9.912 1088 1093 1094 rBV2 805 1011 0.18% 0.016%
30 10.147 1125 1133 1141 rBV 56636 106132 18.80% 1.628%
31 10.406 1173 1177 1182 rBvV2 648 1075 0.19% 0.016%
32 10.517 1194 1196 1198 rBV 1087 1127 0.20% 0.017%
33 10.688 1217 1225 1238 rBV 72919 141533 25.07% 2.171%
34 10.817 1242 1247 1259 rBV2 20887 46101 8.17% ©0.707%
35 11.011 1278 1280 1282 rBvV2 949 698 0.12% 0.011%

36 11.070 1283 1296 1298 rVV 158491 295806 52.39% 4.537%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc :

ALS Vvial : 10 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-BG102721.M
Title : SVOA CALIBRATION
37 11.205 1306 1313 1321 rBV 57049 110809 19.63% 1.699%
38 11.810 1414 1416 1419 rVvB3 720 824 0.15% 0.013%
39 11.875 1422 1427 1428 rBv2 739 863 0.15% 0.013%
40 12.639 1555 1557 1563 rVB3 743 1101 0.20% 0.017%
41 12.721 1568 1571 1574 rVB3 1189 1655 ©0.29% 0.025%
42 12.932 1604 1607 1611 rBv2 1224 1662 0.29% 0.025%
43 13.467 1694 1698 1702 rVB2 1024 1297 0.23% 0.020%
44 13.661 1729 1731 1732 rBV 970 775 0.14% 0.012%
45 13.737 1740 1744 1750 rVB2 6957 11324 2.01% 0.174%
46 14.260 1827 1833 1840 rBV 153965 234004 41.45%  3.589%
47 14.472 1867 1869 1874 rVB3 840 1056 0.19% 0.016%
48 14.566 1879 1885 1895 rVB 177213 281254 49.82% 4.314%
49 14.730 1912 1913 1918 rVB3 831 1052 0.19% 0.016%
50 14.871 1930 1937 1947 rVB 272290 426025 75.46% 6.534%
51 15.053 1962 1968 1982 rBV 50084 101740 18.02% 1.560%
52 15.218 1993 1996 2002 rVVv2 1549 1594 0.28% 0.024%
53 15.277 2004 2006 2009 rVB 984 869 0.15% 0.013%
54 15.371 2020 2022 2026 rVB2 791 767 0.14% 0.012%
55 15.682 2072 2075 2077 rBvV2 971 1067 ©0.19% 0.016%
56 15.858 2099 2105 2113 rVV 228939 350011 61.99% 5.368%
57 15.970 2119 2124 2135 rVB 56918 94158 16.68% 1.444%
58 16.046 2135 2137 2140 rBV 754 900 0.16% 0.014%
59 16.099 2143 2146 2150 rVB2 1398 1670 0.30% 0.026%
60 16.299 2177 2180 2183 rBV 998 879 0.16% 0.013%
61 16.557 2217 2224 2230 rVB5 2438 5456 ©.97% ©0.084%
62 16.622 2230 2235 2237 rBV 415 816 0.14% 0.013%
63 16.675 2240 2244 2247 rBV2 512 850 0.15% 0.013%
64 17.257 2340 2343 2345 rBV2 552 824 0.15% 0.013%
65 17.339 2351 2357 2359 rBV3 1463 1791 0.32% 0.027%
66 17.404 2364 2368 2372 rBV3 1342 2060 0.36% 0.032%
67 17.615 2398 2404 2410 rBV 345025 534727 94.71%  8.201%
68 17.715 2415 2421 2431 rVB2 241634 369917 65.52% 5.673%
69 17.844 2441 2443 2446 rBV2 541 748 0.13% 0.011%
70 17.962 2460 2463 2464 rBV 1046 912 0.16% 0.014%
71 18.015 2467 2472 2477 rVV3 1524 2883 0.51% 0.044%
72 18.067 2479 2481 2487 rVV5 1670 2246 0.40% 0.034%
73 18.250 2506 2512 2516 rBV3 7285 10043 1.78% 0.154%
74 18.485 2551 2552 2553 rBV 1427 835 0.15% 0.013%
75 18.502 2553 2555 2556 rVWV 1637 1008 ©0.18% 0.015%
76 18.549 2558 2563 2568 rVB5 3036 5444 0.96% ©0.083%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc :

ALS Vvial : 10 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-BG102721.M

Title : SVOA CALIBRATION

77 18.667 2579 2583 2587 rBV3 1975 3983 0.71% 0.061%
78 18.720 2589 2592 2595 rVB3 2187 2520 0.45% 0.039%
79 18.761 2597 2599 2602 rBV3 1610 1479 0.26% 0.023%
80 18.825 2609 2610 2614 rBV3 900 969 0.17% 0.015%
81 18.861 2614 2616 2618 rBV3 1132 1025 ©0.18% 0.016%
82 18.896 2621 2622 2624 rVB2 1693 761 0.13% 0.012%
83 18.914 2624 2625 2627 rBV2 1380 1326 0.23% 0.020%
84 19.019 2641 2643 2644 rBV2 1862 1745 0.31% 0.027%
85 19.290 2687 2689 2691 rVB3 1968 1549 0.27% 0.024%
86 19.384 2702 2705 2707 rBV4 3722 4699 0.83% 0.072%
87 19.413 2707 2710 2713 rVB2 16415 17790 3.15% 0.273%
88 19.542 2727 2732 2735 rBV3 9864 14885 2.64% 0.228%
89 19.630 2745 2747 2748 rBV2 1788 961 0.17% 0.015%
90 19.660 2748 2752 2758 rVB2 20422 29436 5.21% 0.451%
91 19.818 2778 2779 2782 rVB3 2092 1386 0.25% 0.021%
92 19.995 2800 2809 2819 rVB 313869 479844 84.99% 7.359%
93 20.083 2822 2824 2827 rVW4 1856 1298 0.23% 0.020%
94 20.488 2891 2893 2895 rBV2 5247 4588 0.81% 0.070%
95 20.982 2975 2977 2982 rVB6 5433 7015 1.24% 0.108%
96 21.922 3130 3137 3143 rBV 309783 541046 95.83%  8.298%
97 23.843 3457 3464 3474 rVB2 113686 234882 41.60% 3.602%
98 24.413 3554 3561 3581 rBV6 46122 239513 42.42% 3.673%
99 25.106 3670 3679 3689 rBV2 124296 346065 61.29% 5.308%
100 25.347 371e 3720 3731 rVB2 186105 564594 100.00%  8.659%

Sum of corrected areas: 6520170
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Oct 2021 16:23
: CG/JU
. M4205-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
BGO50745.D

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M
Quant Title : SVOA CALIBRATION

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

Abundance

300000

250000

200000

150000

100000

50000

0
Time--> 3.
Abundance

300000

250000

200000

150000

100000

50000

TIC: BG050745.D\data.ms
11.070
8.244
7.386 8.943 10.688
ol 4 9419 10147 11.205
817
| 3.880888% 28018 05738058941 G 1BI60167.022 || 1.6588D38(8.455 9.072 9.91210@8A7 1. 1118876 125321932
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
50 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 1050 11.00 1150 12.00 12.50 13.00
TIC: BG050745.D\data.ms
17.615 10.995 21.922
14.871
17.715
15.858
14.566

14.260

15.053 15.

2

Time-->
Abundance

300000

250000

200000

150000

100000

50000

0

013.1;%?55? 4, 7JL J,mez.s.es DG

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
TIC: BG050745.D\data.ms

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 32.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\

BGO50745.D

: 27 Oct 2021 16:23
: CG/JU
: M4205-04

: 10 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M

: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
ion 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
R.T. E
10.817 3
Hit# of 5
1 Ethanol,
2 Ethanol,

3 Ethanol,
4 Ethanol,

1 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 3

stConc Area Relative to ISTD R.T.
.12 ng/ul 46101 Naphthalene-d8 11.076
Tentative ID MW MolForm CASH# Qual
2-(2-butoxyethoxy) - 162 C8H1803 000112-34-5 86
2-(2-butoxyethoxy) - 162 C8H1803 000112-34-5 83
2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56

5 Ethanol,

Abundance Scan 1247 (1
4!:

0.817 min): BG050745.D\data.ms (-1242) (- m/z 45.00 100.00%

5.0
5000
75.0 — v
I ‘ (1010 165.0 10.50 11.00
0 i m/z 57.85  95.12%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 — i WP
290 10.50 11.00
75.0 m/z 41.00 35.04%
‘ 1000 1320
0 \\‘\M‘ \H‘H“‘w\\ H\\‘\‘\“ \‘H\\}‘\\\\‘\\w'\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0 A
I TR
10.50 11.00
5000 m/z 75.00  17.82%
29.0
75.0
bl A 3000 120
miz--> 20 40 60 80 100 120 140 160
Abundance #38400: Ethanol, 2-(2-butoxyethoxy)- — -, —
45.0 10.50 11.00
m/z 56.00 14.10%
5000
27 T 75.0
100.0
ol ol L0 amo aeso [y [l
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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 Hexacosanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.843 8.32 ng/ul 234882  Perylene-di12 25.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 94
2 Tetracosanal 352 (C24H480 057866-08-7 94
3 Octadecanal 268 C18H360 000638-66-4 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Hexadecanal 240 C16H320 000629-80-1 90

Abundance Scan 3464 (23.843 min): BG050745.D\data.ms (-3457) (- m/z 43.00 100.00%

430 820
5000
23.0 23. 50 24 00
ol—4 Mk MM L 1?"5‘9‘ — ‘2‘4? . — ‘3‘6‘2‘2‘ ; m/z 57.10  99.45%
mlz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
06.0
5000
23. 50 24 OO
m/z 82.00  83.39%
362.0
O T ‘\ ‘\““\ \“\‘ ‘H“iﬁ\ “\ “ \1\8\0\0‘ T \2\5?\0\ \\30‘6\\0\‘\ ‘ \‘\ T
m/z--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosanal
57.0
oo e
23.50 24.00
5000 96.0 m/z 55.00  67.26%
38.0 334.0
ol | PPl1s002220 2780 F0
mfz--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal
43.0 82.0 23. 50 24 00
m/z 41.00 56.14%
5000
oL LLLRLALL 12080 2200600
m/z--> 50 100 150 200 250 300 350 23. 50 24 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BG@50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

¢ C:\DATABASE\NIST20.L
n Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.M
: SVOA CALIBRATION

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 Heptafluorobutyric acid, pe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.413 8.48 ng/ul 239513  Perylene-di12 25.347
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90

5 1-Tetracosene 336 C24H48 010192-32-2 87

Abundance Scan 3561 (24.413 min): BG050745.D\data.ms (-3554) (-  m/z 69.00 100.00%

69.0
5000
25.0 L
||, 151 2710 24.50
oL m bl e e M/z 43.00 95.10%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 LR
m/z 83.05 91.58%
‘ 169.0
O\\“\‘\““\“\‘\ “\ ‘“ “\\\\21?\92\5‘5\\0\\‘\\\\‘\\\4\.0‘6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1
83.0
—r
24.50
5000 ITI/Z 55.00 89.20%
29.
26.0
ol LLLLIPEY ss20 200
miz--> 50 100 150 200 250 300 350 400
Abundance #326113: Heptadecyl heptafluorobutyrate P
57.0 24.50
m/z 57.00 86.66%
5000
11.0
169.0 238.0
ol ! LLy P SN - — —
m/z--> 50 100 150 200 250 300 350 400 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102721\
Data File : BGO50745.D

Acqg On : 27 Oct 2021 16:23
Operator : CG/JU

Sample : M4205-04

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102721.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|
Ethanol, 2-(2-b... 10.817 3.1 ng/ul 46101 2 11.076 295806 20.0
Hexacosanal 23.843 8.3 ng/ul 234882 6 25.347 564594 20.0
Heptafluorobuty... 24.413 8.5 ng/ul 239513 6 25.347 564594 20.0
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