LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

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-BG093021.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50340.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.644 22 26 31 rvB2 10975 15915 0.93% 0.107%
2 4.067 94 98 111 rBV 41779 78668 4.58% 0.531%
3 4.173 114 116 118 rVB3 2033 1768 0.10% 0.012%
4 4,220 121 124 125 rVB2 2118 1817 0.11% 0.012%
5 4.308 133 139 144 rBV3 6409 10753 0.63% 0.073%
6 4.408 153 156 163 rVB4 3828 6518 0.38% 0.044%
7 4.619 185 192 196 rVB5 7323 11742 0.68% 0.079%
8 5.031 259 262 268 rVB4 4761 7080 0.41% 0.048%
9 6.329 479 483 487 rVB4 1368 2115 0.12% 0.014%
10 7.404 656 666 674 rBV 64619 118074 6.88% 0.797%
11 7.586 690 697 707 rBV 178548 322606 18.80% 2.179%
12 7.798 725 733 741 rBV 181657 326387 19.02% 2.204%
13 7.868 741 745 746 rVV3 1434 2170 0.13% 0.015%
14 8.274 806 814 824 rBV 161567 283560 16.52%  1.915%
15 8.955 922 930 940 rVB 147109 274356 15.99%  1.853%

16 9.102 947 955 0957 rBv4 1389 2574 0.15%
17 9.443 1004 1013 1021 rBV 225900 416200 24.25%
18 10.166 1129 1136 1144 rVB2 168421 312490 18.21%
19 10.589 1203 1208 1209 rBV 1355 1823 0.11%
20 10.700 1220 1227 1238 rBV 257694 456773 26.62%

wWoNNO
=
=
[
R

21 10.847 1243 1252 1264 rBV 99038 170394  9.93%
22 11.100 1287 1295 1304 rVB 204438 384579 22.41%
23 11.223 1308 1316 1325 rVB2 156236 291192 16.97%

OO RNE
(o]
[e))
o))
B

24 11.899 1424 1431 1437 rVB3 5138 9210 0.54% 062%
25 12.586 1544 1548 1553 rw4 2733 4364  0.25% 029%
26 12.669 1556 1562 1567 rVB3 4638 8127 0.47% 0.055%
27 13.491 1700 1702 1705 rVB2 1926 1947 0.11% 0.013%
28 13.762 1745 1748 1753 rBV2 1504 2192 0.13% 0.015%
29 13.856 1761 1764 1769 rBV5 1618 2332 0.14% 0.016%
30 14.284 1830 1837 1843 rBV 517384 762932 44.46% 5.152%

31 14.584 1881 1888 1895 rVwV 569109 906583 52.83%
32 14.890 1932 1940 1948 rBV 333804 525342 30.61%
33 15.048 1961 1967 1976 rBV2 65859 113442 6.61%

OO0 WO
N
[e))
o))
B

34 15.266 1999 2004 2009 rBV2 1318 2741 0.16% 019%
35 15.606 2059 2062 2066 rVv4 4335 7018 0.41% 047%
36 15.659 2068 2071 2076 rVV3 1306 1887 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

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-BG093021.M
Title : SVOA CALIBRATION
37 15.877 2100 2108 2119 rVB 770456 1223726 71.31% 8.264%
38 15.977 2119 2125 2134 rBV 251462 365464 21.30% 2.468%
39 16.118 2143 2149 2153 rVB 6173 8201 0.48% 0.055%
40 16.317 2180 2183 2186 rBvV2 3581 3426 0.20% 0.023%
41 16.552 2220 2223 2224 rBvV2 2479 2424 0.14% 0.016%
42 16.664 2237 2242 2244 rVB2 2338 3136 0.18% 0.021%
43 16.746 2253 2256 2260 rVB5 1813 2170 0.13% 0.015%
44 17.228 2336 2338 2342 rVB5 1308 1802 0.11% 0.012%
45 17.363 2358 2361 2365 rVB4 2501 2938 0.17% 0.020%
46 17.510 2381 2386 2388 rBV4 1817 2964 0.17% 0.020%
47 17.592 2396 2400 2401 rBV4 1973 2195 0.13% 0.015%
48 17.633 2401 2407 2414 rVWV 458758 698784 40.72% 4.719%
49 17.733 2416 2424 2434 rVB 869665 1368170 79.73% 9.239%
50 17.816 2437 2438 2441 rBV3 2510 1832 0.11% 0.012%
51 17.980 2464 2466 2468 rBV4 2350 2339 0.14% 0.016%
52 18.098 2483 2486 2489 rBvV3 1790 2045 0.12% 0.014%
53 18.274 2510 2516 2521 rVB 33652 44344 2.58% 0.299%
54 18.362 2528 2531 2534 rBV4 3252 4568 0.27% 0.031%
55 18.491 2548 2553 2560 rBV2 72984 100117 5.83% 0.676%
56 18.609 2572 2573 2577 rVB3 2127 2090 0.12% 0.014%
57 18.844 2609 2613 2614 rBV4 2705 3023 0.18% 0.020%
58 18.861 2614 2616 2618 rvB3 2552 1941 0.11% 0.013%
59 18.950 2628 2631 2632 rBvV3 2063 2006 0.12% 0.014%
60 19.002 2635 2640 2643 rBV5 3865 5325 0.31% 0.036%
61 19.044 2643 2647 2648 rBvV4 1889 2215 0.13% 0.015%
62 19.079 2650 2653 2654 rBV2 1763 2029 0.12% 0.014%
63 19.132 2660 2662 2663 rBV2 2727 2188 ©0.13% 0.015%
64 19.249 2680 2682 2684 rBV3 2416 2335 0.14% 0.016%
65 19.402 2705 2708 2710 rBV3 9429 9992 0.58% 0.067%
66 19.431 2710 2713 2717 rVB2 31801 38735 2.26% 0.262%
67 19.467 2717 2719 2721 rBV3 2274 2196 0.13% 0.015%
68 19.566 2732 2736 2741 rBV6 13153 20555 1.20% 0.139%
69 19.643 2744 2749 2755 rVB 16480 29275 1.71% 0.198%
70 19.754 2763 2768 2773 rBV2 49625 70119 4.09% 0.474%
71 19.895 2790 2792 2796 rVB4 6256 7252  0.42% 0.049%
72 20.007 2804 2811 2818 rBV 1136408 1716045 100.00% 11.589%
73 20.366 2871 2872 2875 rBV3 6359 4845 0.28% 0.033%
74 21.541 3068 3072 3078 rBvV3 51885 76831 4.48% 0.519%
75 21.934 3133 3139 3146 rVB 420204 731646 42.64% 4.941%

76 25.131 3672 3683 3695 rVB2 524142 1571595 91.58% 10.613%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\
Data File : BG@50340.D

Acqg On 1 Oct 2021 2:46

Operator : CG/JU

Sample : M3777-08

Misc

ALS Vvial : 22 Sample Multiplier: 1
Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF

Sampling : 1

Start Thrs: 0.2

Stop Thrs : © Pea

If leading or trailing edge < 100 prefer <
Peak separation: 5

Method
Title

: Z:\svoasrv\HPCHEM1\BNA_G\Metho
: SVOA CALIBRATION
77 25.360 3713 3722 3739 rVB2 250046

Sum of corrected are

SFAM-EPA-BG093021.M Fri Oct 01 16:03:38 2021

LSC Area Percent Report

BG093021\

5

0.1 % of largest Peak
100

TOP

Filtering:
Min Area:
Max Peaks:
k Location:

Baseline drop else tangent >
ds\SFAM-EPA-BG@93021.M
817577 47.64%

5.521%

as: 14808131




LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG050340.D\data.ms
1000000
800000
600000

400000

10.700

9.443
200000 7.58698 8274  ggss 10.166 111&%023

4.067 7.40 el
3.644 z?gmaaaw 5.031 6.329 |\ 7/868 .102 10.5 9/L 11.899 125869
‘ T T T ‘

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050340.D\data.ms

20.p07

1000000
17.733

800000 15.877

600000 14.584

14.284
17.6%3 21.934
400000 14.890

200000

21541
0520.366 A
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Abundance TIC: BG050340.D\data.ms

Q

1000000

800000
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400000
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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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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG093021\

BGO50340.D

1 Oct 2021  2:46

: CG/JU
: M3777-08

: 22 Sample Multiplier:

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.M

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

10.847

Hit# of 5

EstConc

8.86 ng/ul

1 Ethanol, 2-(2-butoxyethoxy)-

Tentative ID

170394

Concentration Rank 1

Relative to ISTD R.T.

Naphthalene-d8

1 Ethanol,
2 Ethanol,
3 Ethanol,
4 Ethanol,
5 Ethanol,

2-(2-butoxyethoxy) -
2-(2-butoxyethoxy) -
2-(2-butoxyethoxy) -
1-(2-butoxyethoxy)-
1-(2-butoxyethoxy)-

C8H1803
C8H1803
C8H1803
C8H1803
C8H1803

Abundance Scan 1252 (10.847 min): BG050340.D\data.ms (-1243) (-
45.0

000112-34-5 90
000112-34-5 90
000112-34-5 90
054446-78-5 83
054446-78-5 83

m/z 45.00 100.00%

5000 /\\
75.0
1050 1100
131.1
0 m_m““!u JW L A m/z 57.00  98.78%
miz--> 20 40 60 80 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
75.0 m/z 41.00 41.44%
O+ T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0.\0\1\1\6.‘0\1\3\2.\0‘ T T
miz--> 20 40 60 80 120 140
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
1050 1100
5000 m/z 75.00 24.28%
41.0
75.0
SEECL 1220
miz--> 20 40 60 80 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0 1050 1100
m/z 56.00 15.57%
5000
41.
75.0 ﬂ
N e o i
mlz--> 40 60 80 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.491 2.87 ng/ul 100117  Phenanthrene-die 17.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2553 (18 491 min): BG050340.D\data.ms (-2548) (- m/z 72.95 100.00%

5000 129.0
213.1 o
1711 256.1 355 18.50
0’ Mk A TR w2 ee.0e  76.14%

‘m
miz-> 100 150 200 250 300 350

Abundance #143510:n-Hexadecanok:add
5000 129.0 U
18.50
‘ 171.0 213.0 256.0 m/z 43.00 75.19%
0\\\‘ “‘H‘““M"\\‘\‘\"\‘\‘\\‘\\\\‘\\\\‘\
m/z--> 5 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
T
18.50
5000 256.0 m/z 57.00 65.72%
129.0
213.0
‘ ‘ 171.0
0\\‘\“ \\‘H‘H‘\m‘\“H““u"w‘\‘““H“HH“
m/z--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
1
43.0 256.0 18.50
m/z 54.95 61.65%
5000
129.0
213.0
‘ ‘ 171.0 ‘
OH‘\ \hh‘\uﬂ‘\\\\\ gl “ ““‘u\’ ‘\H“‘HH‘HH“ /Y ‘f\‘ ‘
m/z--> 5 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 3 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.755 2.01 ng/ul 70119 Phenanthrene-d10 17.633
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 74
2 Pentadecanoic acid 242 C15H3002 001002-84-2 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 52

Abundance Scan 2768 (19 754 min): BG050340.D\data.ms (-2763) (- m/z 73.00 100.00%
43.0 73.0

:

5000
\
19.50 20.00
ol m/z 43.05 99.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
43.0
5000 —r— ——
129.0 19.50 20.00
185.0 228.0 m/z 55.00 74.64%
O ’IHI[!’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
—— —
19.50 20.00
5000 129.0 m/z 60.00 73.31%
199.0 242.0
o o ||
m/z--> 20 40 6 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid b L i
60.0 19.50 20.00
m/z 56.95 71.64%
5000 129.0
970 1710 2130 2560
0 w“:‘m‘!”“1“‘“MLwlh“‘u“w‘l‘m""""""""‘m‘ww,m!_wm — —
m/z--> 20 40 60 80 100120140160180200220240260280 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©93021.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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.541 2.10 ng/ul 76831  Chrysene-d12 21.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tridecene 182 C13H26 002437-56-1 93
2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 90
5 Cyclopentadecane 210 C15H30 000295-48-7 90

Abundance Scan 3072 (21.541 min): BG050340.D\data.ms (-3068) (-  m/z 43.00 100.00%

97.0
5000
—
251.1 295.0 21.50
(e m/z 57.00  94.05%
m/z--> 50 100 150 200 250 300 350
Abundance #56951: 1-Tridecene
55.0
7.0
5000 — ‘
21.50
m/z 55.00 92.96%
01\5.\&\ “‘\ “\‘ \‘M\““ }“ \“\:!-5“4.\.0\ \‘ T ‘ T TT ‘ L ‘ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
83.0 T \
21.50
5000 m/z 97.00 75.74%
e
182.0
miz--> 50 100 150 200 250 300 350
Abundance #264238: n-Tetracosanol-1 T ‘
43.0 21.50
m/z 83.00 74.37%
- Il me¢mxwm¢wﬁVwﬂvamﬂ“W
oL 111259 1600 2100 252,0 2940 3362
R L R e e AR ——
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\BG@93021\
Data File : BG@50340.D

Acqg On : 1 Oct 2021 2:46
Operator : CG/JU

Sample : M3777-08

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG093021.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... 10.847 8.9 ng/ul 170394 2 11.100 384579 20.0
n-Hexadecanoic ... 18.491 2.9 ng/ul 100117 4 17.633 698784 20.0
Tetradecanoic acid 19.755 2.0 ng/ul 70119 4 17.633 698784 20.0
(DEL) Alkane: S... 21.541 2.1 ng/ul 76831 5 21.934 731646 20.0
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