LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59635.D

Acqg On : 5 Nov 2023 00:05
Operator : MA/JU

Sample : 05013-24

Misc :

ALS Vvial : 24 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-BG110323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59635.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.784 66 67 70 rBV3 4538 4025 0.34% 0.039%
2 4.078 114 117 123 rBV4 19089 33371 2.83% 0.327%
3 4.196 135 137 139 rBvV4 3971 3529 0.30% 0.035%
4 4,278 150 151 153 rBV 3743 3456 ©.29% 0.034%
5 4.354 161 164 167 rVB3 4742 6259 0.53% 0.061%
6 4.989 269 272 274 rBV2 5817 5260 0.45% 0.052%
7 5.024 276 278 280 rBV2 3297 3949 0.33% 0.039%
8 5.242 313 315 316 rBV2 3946 3428 0.29% 0.034%
9 5.300 324 325 328 rBV2 4472 3715 0.31% 0.036%
106 5.341 330 332 337 rVB 6815 8405 0.71% 0.082%
11 5.383 337 339 342 rBV 6459 7959 0.67% 0.078%
12 5.588 373 374 377 rBV 4516 4586 0.39% 0.045%
13  5.935 431 433 437 rVB 4051 5039 0.43% 0.049%
14 5.994 441 443 444 rBV 5029 3496 0.30% 0.034%
15 6.099 459 461 463 rBV 4383 3601 ©0.30% 0.035%
16 6.193 476 477 480 rBV 4408 4187 0.35% 0.041%
17 6.387 508 510 513 rVB 3399 3337 0.28% 0.033%
18 6.804 579 581 582 rVB 5803 3196 0.27% 0.031%
19 6.928 600 602 605 rVB 4142 3366 0.28% 0.033%
20 7.063 624 625 628 rBV 5204 4193 0.36% 0.041%
21 7.186 644 646 647 rBvV 5699 4248 0.36% 0.042%
22 7.468 687 694 699 rBV2 40523 73404 6.21% 0.720%
23  7.668 723 728 734 rVB 96325 160557 13.59% 1.575%
24 7.744 739 741 744 rVB 4252 3890 ©0.33% 0.038%
25 7.815 750 753 754 rBV 4053 3218 0.27% 0.032%
26 7.868 755 762 768 rVWW2 131744 234770 19.88%  2.303%
27 7.962 775 778 779 rBV2 3972 3479 0.29% 0.034%
28 7.985 779 782 783 rBvV2 4275 4477 0.38% 0.044%
29 8.273 830 831 833 rBV2 4116 3342 0.28% 0.033%
30 8.356 838 845 850 rvB2 127374 222711 18.86%  2.185%
31 9.037 955 961 969 rvB2 121891 226174 19.15%  2.219%
32 9.184 984 986 988 rVB2 4954 4200 0.36% 0.041%
33  9.254 996 998 1000 rvB2 5167 3946 0.33% 0.039%
34 9.548 1040 1048 1056 rBV 167170 286192 24.23% 2.808%
35 9.660 1063 1067 1068 rVB 4177 3750  0.32% 0.037%
36 9.713 1075 1076 1079 rVB 4500 4480 0.38% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59635.D

Acqg On : 5 Nov 2023 00:05
Operator : MA/JU

Sample : 05013-24

Misc :

ALS Vvial : 24 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-BG110323.MA.M
Title : SVOA CALIBRATION
37 9.866 1099 1102 1104 rVB 5137 4689 0.40% 0.046%
38 9.895 1104 1107 1108 rBV 4474 4769 0.40% 0.047%
39 9.942 1113 1115 1117 rBV 4455 3646 0.31% 0.036%
40 10.001 1123 1125 1126 rBV 4343 3501 0.30% 0.034%
41 10.265 1164 1170 1178 rVB3 132606 252650 21.39% 2.479%
42 10.330 1178 1181 1182 rBV3 2926 3243 0.27% 0.032%
43 10.383 1186 1190 1194 rBV3 4498 5791 0.49% 0.057%
44 10.571 1220 1222 1227 rBV3 3677 5626 ©0.48% 0.055%
45 10.794 1253 1260 1268 rVB2 219795 404978 34.29%  3.973%
46 10.882 1274 1275 1277 rVB2 5635 3497 0.30% 0.034%
47 10.900 1277 1278 1280 rBV2 4356 4547 0.38% 0.045%
48 11.199 1322 1329 1338 rVB 189275 348209 29.48%  3.416%
49 11.340 1346 1353 1360 rBv2 155565 293572 24.86% 2.880%
50 11.534 1382 1386 1388 rBV 4607 7429 0.63% 0.073%
51 11.581 1393 1394 1397 rVB 4967 3468 0.29% 0.034%
52 11.622 1399 1401 1404 rBV 3322 3197 0.27% 0.031%
53 12.057 1473 1475 1478 rBV 6246 4827 0.41% 0.047%
54 12.427 1532 1538 1540 rBV 3494 5158 ©0.44% 0.051%
55 12.733 1587 1590 1591 rBV 5464 4140 0.35% 0.041%
56 12.850 1608 1610 1611 rBV 6122 4198 0.36% 0.041%
57 13.003 1635 1636 1639 rVB 4084 3257 0.28% 0.032%
58 13.162 1661 1663 1665 rBV 4465 4458 0.38% 0.044%
59 13.608 1737 1739 1743 rVB 4384 4126 0.35% 0.040%
60 13.690 1751 1753 1755 rBV 6762 4268 0.36% 0.042%
61 13.814 1768 1774 1780 rVB5 7785 17258 1.46% 0.169%
62 13.861 1780 1782 1784 rBV 4070 3575 0.30% 0.035%
63 13.949 1793 1797 1799 rBV 5539 6042 0.51% 0.059%
64 14.319 1859 1860 1862 rBV 3966 3192 0.27% 0.031%
65 14.372 1862 1869 1877 rVB 524686 766510 64.90% 7.520%
66 14.613 1908 1910 1914 rBV2 4882 6611 0.56% 0.065%
67 14.683 1915 1922 1931 rVB2 522071 828132 70.11% 8.124%
68 14.889 1956 1957 1959 rBV2 4735 3212 0.27% 0.032%
69 14.930 1963 1964 1965 rBV2 7213 3817 0.32% 0.037%
70 14.983 1967 1973 1980 rVB2 297207 471297 39.90% 4.624%
71 15.148 1996 2001 2008 rBvV2 59898 96028 8.13% 0.942%
72 15.388 2040 2042 2043 rVB2 5258 3325 0.28% 0.033%
73 15.453 2048 2053 2055 rBV 4828 6564 0.56% 0.064%
74 15.811 2113 2114 2117 rBV 4125 3245 0.27% 0.032%
75 15.870 2122 2124 2127 rBV 5323 4562 ©0.39% 0.045%

76 15.964 2134 2140 2148 rBV 649959 1021048 86.45% 10.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59635.D

Acqg On : 5 Nov 2023 00:05
Operator : MA/JU

Sample : 05013-24

Misc

ALS Vvial : 24 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-BG110323.MA.M
Title : SVOA CALIBRATION

77 16.070 2152 2158 2164 rVB 210835 302504 25.61% 2.968%
78 17.363 2376 2378 2381 rBV 4368 3857 ©0.33% 0.038%
79 17.733 2435 2441 2447 rVB 387560 599819 50.78% 5.884%
80 17.833 2452 2458 2464 rVB 759422 1166563 98.77% 11.444%
81 18.549 2576 2580 2587 rBV2 114086 156213 13.23% 1.532%
82 18.843 2628 2630 2633 rBV2 8468 8752 0.74% 0.086%
83 19.807 2791 2794 2801 rBV8 42543 61176 5.18% 0.600%
84 20.101 2839 2844 2851 rVB 819503 1181124 100.00% 11.587%
85 22.063 3173 3178 3186 rVB2 408272 720549 61.01% 7.069%

Sum of corrected areas: 10193414
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BG@59635.D

Acqg On : 5 Nov 2023 00:05
Operator : MA/JU

Sample : 05013-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059635.D\data.ms
800000

700000
600000
500000
400000

300000
10.794

200000 9.548 11119:?40

762.868 8356  9.037 10.265
100000 :

7.46
3.78&'%@384 4 DFEESES 8 EEIHA0.337 6.6(BUBABG || .23 5 10.880 2.0572.422.28800

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BG059635.D\data.ms

800000 17.833

20.101

700000 15.964

600000
14.3712.683
500000

22.063

400000 17.783

14.983

300000

43.070
200000

100000

1621 3 B0HHEM04.3 17.363

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: BG059635.D\data.ms
800000

700000
600000
500000
400000
300000
200000
100000
L e e A T

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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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

5

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59635.D

Nov 2023 00:05

: MA/JU
. 05013-24

. 24

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
: SVOA CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.549 5.21 ng/ul 156213  Phenanthrene-di10 17.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 Tetradecanoic acid 228 C14H2802 000544-63-8 35

5 Adipic acid, 3,3-dimethylbut-2-y... 314 C18H3404 1000353-67-0 27

Abundance Scan 2580 (18.549 min): BG059635.D\data.ms (-2576) (- | m/z 73.00 100.00%

73.0
5000 129.1
18.50
331.2 .3 531.
oLl 462.3 m/z 60.00 57.90%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000 A VA SR
18.50
185.0 m/z 129.05 50.37%
0

‘l“ U‘n“ J“”MJ.M .“\’\‘ H‘x“ ‘\‘L s T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
60.0

18.50
5000 129.0 m/Z 41.05 49,55%
213.0
O e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109284: Tetradecanoic acid
73.0 18.50
129.0 m/z 55.20 47 .51%
5000 185.0
Ll |
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
BGO59635.D

5 Nov 2023 00:05
: MA/JU
. 05013-24

. 24

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.807 2.04 ng/ul 61176  Phenanthrene-di0 17.733
Hit# of 5 Tentative ID MW MolForm CASH# Qual

284 C18H3602 000057-11-4 49
284 C18H3602 000057-11-4 42

1 Octadecanoic acid
2 Octadecanoic acid

3 Undecanoic acid 186 C11H2202 000112-37-8 41
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 38
Abundance Scan 2794 (19.807 min): BG059635.D\data.ms (-2791) (- | m/z 72.95 100.00%
5000 128.9
18515412
350.4 ‘ T T ‘ T
‘ H 4371 5274 19.50 20.00
0 mM‘h‘ww“”H_meh_\h m/z 60.10  86.03%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #179089: Octadecanoic acid
73.0
5000 129.0
19.50 20.00
‘} 185.0 284.0 m/z 69.00 78.40%
O\“\H“"\‘\IL‘H}“\L\\“‘\\‘\\\l‘\\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
129.0 19.50 20.00
5000 284.0 m/z 43.10 61.87%
185.0
I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #60691: Undecanoic acid
60.0 19.50 20.00
m/z 55.10 54.61%
5000
129.0
186.0
0 '\J"mﬂﬂjl W4M’M ‘ .l
m/z--> 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110423\
Data File : BGO59635.D

Acqg On : 5 Nov 2023 00:05
Operator : MA/JU

Sample : 05013-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110323.MA.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|
n-Hexadecanoic ... 18.549 5.2 ng/ul 156213 4 17.733 599819 20.0
unknown-01 19.807 2.0 ng/ul 61176 4 17.733 599819 20.0
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