LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc :

ALS Vvial : 18 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: BGO51812.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.600 14 19 24 rBV 12195 18953 1.68% 0.156%
2 3.934 73 76 77 rVB2 1522 1500 0.13% 0.012%
3 4.028 87 92 104 rBvV 148517 279228 24.78% 2.304%
4 4,381 150 152 158 rvB3 2730 2837 0.25% 0.023%
5 7.148 621 623 627 rVB 1192 1499 0.13% 0.012%

6 7.406 658 667 676 rBV = 216083 363671 32.28%
7 7.577 687 696 705 rBV = 142322 240939 21.39%
8 7.794 726 733 742 rBV = 183921 321529 28.54%
9 8.270 808 814 821 rBV 134398 229281 20.35%

8.969 925 933 942 rBV2 244243 420150 37.29%
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11  9.439 1004 1013 1022 rBV 191189 342783 30.43%
12 10.173 1130 1138 1151 rVB 158747 291045 25.83%
13 10.719 1223 1231 1238 rBV 230781 425013 37.72%
14 11.107 1290 1297 1306 rBV 186033 339003 30.09%
15 11.230 1310 1318 1326 rBV 226231 413790 36.73%
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16 12.681 1559 1565 1572 rVB3 4184 7015 0.62%
17 14.291 1833 1839 1849 rBV 408067 608922 54.05%
18 14.602 1885 1892 1900 rVB 473487 741716 65.84%
19 14.908 1937 1944 1952 rVB 294691 484777 43.03%
20 15.072 1964 1972 1983 rBV 148427 262517 23.30%

N DOV O
[y
N
[y
R

21 15.331 2013 2016 2019 rVB2 1595 1876 0.17%
22 15.895 2105 2112 2120 rVB 601232 893668 79.32%
23 15.995 2124 2129 2137 rBV 135971 206937 18.37%
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24 16.136 2150 2153 2157 rBV2 2875 3498 0.31% 029%
25 16.523 2214 2219 2225 rBvV2 16845 21844  1.94% 180%
26 16.805 2261 2267 2269 rVB2 955 1537 0.14% 013%

27 17.651 2404 2411 2422 rBV 401258 584369 51.87%
28 17.751 2422 2428 2436 rVV 635974 975926 86.62%

OO0~
[
(9]
w
R

29 18.562 2562 2566 2568 rVB3 1789 1766  0.16% 015%
30 18.585 2568 2570 2573 rBV2 1913 1921 0.17% 016%
31 18.879 2617 2620 2623 rBV3 1424 1767 0.16% 0.015%
32 18.938 2627 2630 2633 rBv2 1185 1540 0.14% 0.013%
33 19.002 2637 2641 2642 rBV 1253 1714 0.15% 0.014%
34 19.167 2666 2669 2672 rVB3 1928 1841 0.16% ©0.015%
35 19.425 2710 2713 2714 rBV2 1769 1742 0.15% 0.014%
36 19.596 2738 2742 2747 rVB4 9229 12051 1.07% 0.099%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc

ALS Vvial : 18 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 19.666 2749 2754 2759 rBV 8260 13132 1.17% 0.108%
38 19.919 2795 2797 2798 rBV2 2339 2025 0.18% 0.017%
39 20.030 2809 2816 2822 rBV 780693 1126627 100.00% 9.297%
40 21.587 3077 3081 3088 rVB5 8845 17389 1.54% 0.143%
41 21.658 3090 3093 3103 rVB 18403 34490 3.06% 0.285%
42 21.834 3119 3123 3128 rVB2 17192 25530 2.27% 0.211%
43 21.969 3140 3146 3156 rVB 335081 593439 52.67% 4.897%
44 22.821 3288 3291 3296 rVB3 14593 22148 1.97% 0.183%
45 23.584 3416 3421 3429 rVB3 22973 43562 3.87% 0.359%
46 24.471 3567 3572 3581 rVB3 26813 55395 4.92% 0.457%
47 25.229 3689 3701 3718 rBV2 300679 951662 84.47% 7.853%
48 25.470 3733 3742 3759 rVB 164054 570171 50.61% 4.705%
49 26.110 3849 3851 3854 rBv4 3236 3729 0.33% 0.031%
50 26.780 3957 3965 3975 rBV4 24132 74942 6.65% 0.618%
51 28.296 4215 4223 4234 rVB6 20254 69971 6.21% 0.577%
52 29.506 4427 4429 4431 rBV2 4290 4026 0.36% 0.033%
Sum of corrected areas: 12118403
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc

ALS vial : 18 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: BG051812.D\data.ms

700000
600000
500000
400000

300000
8.969 10.719 11.230

7.406
200000 7.794 9.439 11.147

100000
o 6003 934 4.381 7.148 12.681

Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG051812.D\data.ms

20.030

700000
17.751

600000 15.895

500000 14.602

14.291
400000 17.6p1

21.969

300000 14.908

200000
5.072 15.995

100000

5.331 UL.lsée-?fé.sos | 18 SERBBITIRIETLALEA860]
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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 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051812.D\data.ms

700000
600000
500000

400000

25.229
300000

200000 5.470

100000

23.584 24.471 26.110 26.780 28.296 20.506

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc

ALS vial : 18 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 1 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.780 2.63 ng/ul 74942  Perylene-di12 25.470
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Eicosane 282 (C20H42 000112-95-8 68
3 Eicosane 282 C20H42 000112-95-8 64
4 Heneicosane 296 C21H44 000629-94-7 53
5 1-Iodoundecane 282 C11H23I 004282-44-4 50

Abundance Scan 3965 (26.780 min): BG051812.D\data.ms (-3957) (- m/z 57.10 100.00%
57.1

1

5000
\
0‘MHﬂwuMJLNM‘wﬂWpMHM‘H_M‘MNM‘WWH‘WHH‘HHw“ m/z 43.15 71.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane
57.0
5000 T —
26.50 27.00
m/z 71.15 63.54%
99.0
027‘ h H\ Il \‘ J \1410 1830 225.0 282.C
\’\\H‘\\\\‘H\\‘\\\\‘\\H‘\H\‘\\\\‘H\\’\H\‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176384: Eicosane
57.0
MWMAMMW —
2650 27.00
5000 ITI/Z 85.10 57.30%
99.0
o200 h‘ ) h‘ | 40 1830 2250 282
WH‘w‘Hw‘H‘_H‘_‘H_‘H‘H‘WH‘W‘HW‘H‘_H‘V‘H_‘H‘H‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane
57.0 26.50 27.00
m/z 55.15 28.51%
5000
27.0
L ™0 a0 wmo ame
e A e e e e e A —r
m/z--> 20 40 60 80 100120140160180200220240260280 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc

ALS vial : 18 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
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Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
28.296 2.45 ng/ul 69971  Perylene-di2 25.470
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 53
2 3-Ethyl-3-methylheptane 142 C10H22 017302-01-1 47
3 Undecane, 4-ethyl- 184 C13H28 017312-59-3 47
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 47
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 47
Abundance Scan 4223 (28.296 min): BG051812.D\data.ms (-4215) (-  m/z 57.15 100.00%
57.1
5000
e R
| H ‘ ‘ 11 19‘0-9 266.4 356. 28.00 28.50
0b— k“‘ i L L il . J L m/z 43.15  77.06%
mlz--> 50 100 150 200 250 300 350
Abundance #141066: Heptadecane, 2-methyl-
43.0
5000 e —L
28.00 28.50
50 m/z 71.15  65.65%
ol bl | | 1270 1690 2110 254
\\\‘ \\[\\\\‘\\\\’\\\\’\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350
Abundance #22111: 3-Ethyl-3-methylheptane
57.0
28.00 28.50
5000 m/z 85.15 52.74%
113.0
ol4d, S
m/z--> 50 100 150 200 250 300 350
Abundance #59033: Undecane, 4-ethyl- Lk Amﬁ“‘ I -
43.0 28.00 28.50
m/z 55.15 34.64%
5000 85.0
JIVITIE:
Y — -y _—
m/z--> 50 100 150 200 250 300 350 28.00 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG122721\
Data File : BGO51812.D

Acqg On : 27 Dec 2021 22:05
Operator : CG/JU

Sample : PB141642BL

Misc

ALS Vvial : 18 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|
(DEL) Alkane: S... 26.780 2.6 ng/ul 74942 6 25.4706 570171 20.0
(DEL) Alkane: S... 28.296 2.5 ng/ul 69971 6 25.476 570171 20.0
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