LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50987.D

Acqg On : 12 Nov 2021 4:42
Operator : CG/JU

Sample : M4522-04

Misc :

ALS Vvial : 26 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-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50987.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.587 13 17 25 rVB 9760 15077 1.02% 0.115%
2 4.022 87 91 101 rBV 26419 47286 3.21% 0.362%
3 4.245 126 129 136 rVB2 4681 7122 0.48% 0.055%
4 4,357 144 148 154 rBV2 5848 9048 0.61% 0.069%
5 5.297 303 308 313 rvB4 1649 2937 0.20% 0.022%
6 6.278 472 475 479 rBV2 1311 1578 0.11% 0.012%
7 7.377 654 662 673 rBV 38924 77161 5.23% ©0.591%
8 7.542 683 690 700 rBV 143880 245799 16.66%  1.881%
9 7.753 719 726 735 rBV 131109 232315 15.75% 1.778%
10 7.824 735 738 744 rVB5 1415 2098 0.14% 0.016%
11 8.229 800 807 818 rVB 148695 256951 17.42%  1.966%
12 8.928 917 926 936 rBV 104956 194637 13.19% 1.490%
13 9.398 998 1006 1016 rBV 177055 327741 22.22% 2.508%
14 9.762 1063 1068 1073 rVB2 9920 14530 0.98% 0.111%
15 10.127 1123 1130 1139 rBV 147295 264306 17.92% 2.023%

16 10.667 1214 1222 1232 rBV 183712 346984 23.52%
17 10.797 1239 1244 1263 rBV 62163 119413 8.09%
18 11.055 1280 1288 1296 rBV 209447 391137 26.51%
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19 11.184 1302 1310 1323 rBV 167611 319258 21.64% 443%
20 11.566 1370 1375 1379 rBV3 1531 2303 0.16% 018%
21 11.619 1381 1384 1390 rVB3 1655 2356 0.16% 0.018%
22 12.248 1486 1491 1498 rVB3 11652 17361 1.18% 0.133%
23 12.624 1549 1555 1561 rVB3 3240 5349 ©.36% 0.041%
24 13.446 1692 1695 1698 rBV2 1662 1943 0.13% 0.015%
25 13.723 1735 1742 1745 rBV2 1728 2807 0.19% 0.021%

26 14.245 1821 1831 1838 rBV 471983 692047 46.91%
27 14.545 1875 1882 1892 rBV 466291 762279 51.67%
28 14.851 1927 1934 1942 rVB 356323 562836 38.15%
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29 15.044 1962 1967 1982 rVV2 30989 69621 4.72% 533%
30 15.138 1982 1983 1990 rVB4 1809 2327 0.16% 018%
31 15.614 2060 2064 2068 rBV2 1256 1838 0.12% 014%

32 15.838 2095 2102 2113 rVB 654127 1021870 69.27%
33 15.955 2116 2122 2137 rBV 240435 374277 25.37%
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34 16.079 2140 2143 2146 rVB2 1728 1954 0.13% 015%
35 16.278 2173 2177 2180 rBV3 2439 3497 0.24% 027%
36 16.713 2246 2251 2254 rVB3 1428 1937 0.13% 0.015%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50987.D

Acqg On : 12 Nov 2021 4:42
Operator : CG/JU

Sample : M4522-04

Misc :

ALS Vvial : 26 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-BG110321.M
Title : SVOA CALIBRATION
37 17.318 2350 2354 2358 rBV5 1285 2239 0.15% 0.017%
38 17.383 2362 2365 2368 rvB2 1439 2081 0.14% 0.016%
39 17.594 2394 2401 2408 rBV 457930 698627 47.36% 5.347%
40 17.694 2411 2418 2427 rVWV 817086 1251609 84.84% 9.579%
41 17.765 2429 2430 2436 rVB4 2609 3344 0.23% 0.026%
42 17.965 2461 2464 2466 rBv2 1148 1657 0.11% 0.013%
43 18.223 2504 2508 2513 rBV 16670 20727 1.40% 0.159%
44 18.452 2542 2547 2551 rBvV4 3152 4622 0.31% 0.035%
45 18.535 2555 2561 2564 rVB2 2363 4164 0.28% 0.032%
46 18.899 2619 2623 2624 rBV2 1298 1645 0.11% 0.013%
47 18.946 2629 2631 2634 rBV3 1183 1653 0.11% 0.013%
48 18.981 2634 2637 2640 rVB2 1097 1626 0.11% 0.012%
49 19.381 2704 2705 2710 rVB3 2141 2192 0.15% 0.017%
50 19.539 2725 2732 2736 rBV4 11447 20065 1.36% 0.154%
51 19.604 2738 2743 2748 rVB2 11733 17335 1.18% 0.133%
52 19.856 2780 2786 2788 rBvV3 2836 4099 0.28% 0.031%
53 19.968 2798 2805 2815 rVB 989788 1475290 100.00% 11.290%
54 20.168 2837 2839 2842 rBV3 1183 1768 0.12% 0.013%
55 20.350 2869 2870 2873 rBvV3 2103 1972 0.13% 0.015%
56 20.391 2875 2877 2880 rVB3 2087 1749 0.12% 0.013%
57 20.462 2882 2889 2890 rBV7 3370 5505 0.37% 0.042%
58 20.779 2941 2943 2945 rBvV3 1679 2087 0.14% 0.016%
59 21.490 3058 3064 3076 rBvV3 32634 94913 6.43% 0.726%
60 21.737 3103 3106 3111 rVB6 5518 7681 0.52% 0.059%
61 21.889 3125 3132 3141 rVB 400547 694813 47.10% 5.317%
62 22.683 3264 3267 3274 rVB8 5434 9367 0.63% 0.072%
63 23.405 3385 3390 3397 rBv4 11257 24394 1.65% 0.187%
64 24.257 3530 3535 3542 rVB4 16932 32252  2.19% 0.247%
65 24.457 3567 3569 3570 rBV2 2985 1739 0.12% 0.013%
66 24.475 3570 3572 3574 rVV3 2865 2477 0.17% 0.019%
67 25.056 3658 3671 3682 rBV2 451737 1348266 91.39% 10.318%
68 25.285 3699 3710 3723 rVB2 232644 731931 49.61% 5.601%
69 25.650 3770 3772 3773 rBV2 3039 2313 0.16% 0.018%
70 26.449 3899 3908 3918 rBV5 22100 71600 4.85% 0©.548%
71 26.960 3993 3995 3997 rVB3 2554 1925 0.13% 0.015%
72 27.060 4010 4012 4014 rVB3 3130 2222 0.15% 0.017%
73 27.083 4014 4016 4019 rBv4 2108 2213 0.15% 0.017%
74 27.242 4041 4043 4046 rBV3 2518 2822 0.19% 0.022%
75 27.894 4146 4154 4165 rVB6 19376 64373 4.36% 0.493%
76 28.076 4183 4185 4187 rBV3 2430 1681 0.11% 0.013%
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50987.D

Acqg On : 12 Nov 2021 4:42

Operator : CG/JU

Sample : M4522-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

LSC Area Percent Report

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-BG110321.M
Title : SVOA CALIBRATION

77 28.358 4231 4233 4236 rVB3 2694 2814 0.19% 0.022%
78 28.993 4339 4341 4343 rBV3 2566 2383 0.16% 0.018%
79 29.510 4428 4429 4431 rBV2 2987 1504 0.10% 0.012%
80 29.627 4442 4449 4455 rBV9 8927 24017 1.63% 0.184%
81 30.761 4640 4642 4643 rBV2 2589 1690 0.11% 0.013%
82 30.938 4670 4672 4673 rBV2 2222 1531 0.10% 0.012%
83 31.273 4727 4729 4732 rBV3 2418 1702 0.12% 0.013%
84 31.696 4799 4801 4804 rBV3 3407 4578 0.31% 0.035%
85 32.160 4878 4880 4883 rBv4 2089 1609 0.11% 0.012%

Sum of corrected areas: 13066786
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\

BGO50987.D
: 12 Nov 2021 4:42
: CG/JU
. M4522-04
: 26 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG050987.D\data.ms
800000
600000
400000
1.055
10.667
200000 7.54253 8.229 9398 10127 1f.184
; 8.928
4o 737 10.797
01387 FagsT 5.297 6.278 N\ 74824 9.762 |1\ megsee 12.2482.624
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time—> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG050987.D\data.ms
19.068
17.694
800000
15.838
600000
14.24% 545 17.594
21.889
400000 14.851
15.955
200000
513426723 ﬁ{ﬁs 15. 614 0627816713 wa%ﬁ%@szmglﬁmmgsm 779
S e o S O T e e
Time--> 13550 1400 1450 15.00 1550 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
Abundance TIC: BG050987.D\data.ms
800000
600000
25.056
400000
5.285
200000
o 23405  243245% 25.650 26449 coppmpa2 27 89%78.358 28.993 288: 303B93IBL.2781.69632.160
‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time-> 23.00 2350 24.00 2450 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\BG111121\
Data File : BG@50987.D

Acqg On : 12 Nov 2021 4:42
Operator : CG/JU

Sample : M4522-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.797 6.11 ng/ul 119413  Naphthalene-d8 11.055
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
5 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 64

Abundance Scan 1244 (10.797 min): BG050987.D\data.ms (-1239) (-
57.1

m/z 57.10 100.00%

5000 /k
780 10.50 11. oo
39 101.0
m_‘H‘ﬁ”me‘wme“_13?'9_”‘1‘6‘5;9 m/z 45.00  98.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10,50 1. 00
75.0 m/z 41.10  41.15%
L ‘ \‘H“\‘ T “‘H‘\ \MH\ \‘1“\“ \“\‘ \]-\O‘O‘.\O\ T ‘ \].\3\2'\9 TT T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
10.50 11.00
5000 m/z 75.00  18.98%
290 75.0
101.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- ‘ ‘ A
57.0 10.50 11. 00
m/z 56.10 3.90%
5000
29.0
75.0
L “‘ H M{ dw \Hloqo 132.0
‘ R R NN S
miz--> 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\BG111121\
Data File : BG@50987.D

Acqg On : 12 Nov 2021 4:42
Operator : CG/JU

Sample : M4522-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1-Hexacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.490 2.73 ng/ul 94913  Chrysene-d12 21.889
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87

Abundance Scan 3064 (21.490 min): BG050987.D\data.ms (-3058) (-  m/z 43.00 100.00%

43.0
97.1
5000

“ | 1768 2830 3851 2150
A m/z 55.00  98.50%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #289621: 1-Hexacosano
97.0
43.

5000
21 50

57.05 89.91%

3.0
I J. \h 1 \\ J‘\ i \\2‘0.9 0 264.0 \36\4 0
\\\‘\\ ‘\\\1‘\1\\‘1\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0

111.0 21 50
5000 ’ m/z 69.10 87.24%
I |MJ\%§7922202780 378.0
R L L e e A RRE
miz--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene A‘M [ —
43.0 21.50

m/z 83.05 80.41%

5000 .
Jl“02w02W03ﬂ0 490.0 ALy pla

m/z--> 50 100 150 200 250 300 350 400 450 21.50

=
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50987.D

Acqg On : 12 Nov 2021 4:42
Operator : CG/JU

Sample : M4522-04

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.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... 10.797 6.1 ng/ul 119413 2 11.055 391137 20.0
1-Hexacosanol 21.490 2.7 ng/ul 94913 5 21.889 694813 20.0
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