LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc :

ALS Vvial : 20 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-BG102723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO59534.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.748 59 61 63 rBv2 5845 6069 0.41% 0.035%
2 3.983 97 101 102 rBV3 4834 5866 0.40% 0.034%
3 4.100 116 121 126 rBv4 16633 29296 1.98% 0.171%
4 4.3066 153 156 164 rvB3 12855 23444  1.58% 0.137%
5 4.576 200 202 204 rBV 5517 4379 0.30% 0.026%
6 4.635 209 212 215 rBV3 7961 10742 0.72% 0.063%
7 4.811 241 242 245 rBV3 5841 5860 0.40% 0.034%
8 5.376 332 337 345 rVB 27525 50610 3.41% 0.296%
9 5.487 354 357 360 rVB3 8883 9551 0.64% 0.056%
106 5.569 369 371 374 rBV2 4705 5242 0.35% 0.031%
11 5.622 377 380 382 rBV3 4470 5447 0.37% 0.032%
12 5.640 382 383 387 rVB 4680 4859 0.33% 0.028%
13 5.840 416 417 420 rVB3 7266 5010 0.34% 0.029%
14 5.904 426 428 431 rVB3 6209 5862 0.40% 0.034%
15 5.945 433 435 438 rVWV 6751 7959 0.54% 0.046%
16 5.992 441 443 446 rVB2 4600 5087 0.34% 0.030%
17 6.456 520 522 525 rVB 6450 6454 0.44% 0.038%
18 6.539 534 536 540 rVB2 6704 4606 0.31% 0.027%
19 6.915 596 600 603 rBv2 6547 7851 0.53% 0.046%
20 6.979 606 611 616 rBV5 25271 43129 2.91% 0.252%
21 7.132 635 637 639 rVB3 5714 4839 0.33% 0.028%
22 7.244 653 656 659 rBv4 5779 8357 0.56% 0.049%
23 7.467 688 694 703 rBV 240442 427384 28.82% 2.495%
24 7.614 714 719 724 rBV2 61046 97716 6.59% ©.571%
25 7.679 724 730 738 rVB 161484 284453 19.18% 1.661%
26 7.767 738 745 749 rBv4 16550 33483 2.26% 0.196%
27 7.872 756 763 776 rBV2 240013 448652 30.26% 2.620%
28 8.184 814 816 818 rVB2 6284 5334 0.36% 0.031%
29 8.360 838 846 853 rBV2 264609 468129 31.57% 2.733%
30 8.519 869 873 875 rBv2 6517 9761 0.66% 0.057%
31 8.777 913 917 919 rvB2 4492 6795 0.46% 0.040%
32 8.830 924 926 929 rVV3 6559 8151 0.55% 0.048%
33  8.912 938 940 943 rBV 6656 7496 0.51% 0.044%
34 8.959 947 948 952 rw3 5887 7396 0.50% 0.043%
35 9.042 955 962 971 rVB2 291045 521446 35.17%  3.045%
36 9.147 976 980 981 rvB2 5215 6286 0.42% 0.037%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc :

ALS Vvial : 20 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-BG102723.MA.M
Title : SVOA CALIBRATION
37 9.165 981 983 984 rBV 7349 5752 ©.39% 0.034%
38 9.206 984 990 997 rVB 57538 102338 6.90% 0.598%
39 9.506 1039 1041 1043 rBV 4270 4799 0.32% 0.028%
40  9.559 1043 1050 1058 rVV 220911 403566 27.22%  2.356%
41  9.964 1117 1119 1121 rVB 7188 4339 0.29% 0.025%
42 10.088 1137 1140 1143 rVB2 6885 7548 0.51% 0.044%
43 10.276 1165 1172 1179 rBVvV2 185996 327975 22.12% 1.915%
44 10.352 1179 1185 1188 rBV3 16838 29989 2.02% 0.175%
45 10.481 1204 1207 1209 rBV 6002 5516 ©.37% 0.032%
46 10.558 1218 1220 1222 rBV3 3795 4453 0.30% 0.026%
47 10.634 1227 1233 1234 rBV3 10300 15636 1.05% 0.091%
48 10.798 1253 1261 1269 rBV 319197 601933 40.59%  3.515%
49 10.898 1277 1278 1280 rVB 6213 4155 0.28% 0.024%
50 11.210 1324 1331 1341 rVB 392780 701781 47.33% 4.098%
51 11.351 1347 1355 1365 rBV2 141978 303123 20.44% 1.770%
52 11.545 1385 1388 1390 rBV 4322 5559 0.37% 0.032%
53 11.727 1414 1419 1424 rBV6 8048 17416 1.17% 0.102%
54 12.091 1478 1481 1483 rBV 5131 4650 0.31% 0.027%
55 12.115 1483 1485 1488 rvVB2 7021 6555 ©0.44% 0.038%
56 12.138 1488 1489 1490 rBV 8573 4223 0.28% 0.025%
57 12.203 1498 1500 1502 rBV2 6106 6030 0.41% 0.035%
58 12.291 1513 1515 1518 rBV 4105 4219 0.28% 0.025%
59 12.514 1549 1553 1555 rBv3 6499 10122 0.68% 0.059%
60 12.637 1569 1574 1575 rBV3 4791 5383 0.36% 0.031%
61 12.731 1588 1590 1592 rBV2 5734 4520 0.30% 0.026%
62 12.773 1593 1597 1602 rVB3 13728 18831 1.27% 0.110%
63 12.908 1619 1620 1622 rBV 5093 4116 0.28% 0.024%
64 13.149 1657 1661 1664 rBV3 5048 5834 0.39% 0.034%
65 13.213 1670 1672 1675 rBV2 5273 6038 0.41% 0.035%
66 13.260 1679 1680 1681 rBV 8051 4432 0.30% 0.026%
67 13.495 1716 1720 1725 rVB2 31404 43278 2.92% 0.253%
68 13.824 1772 1776 1781 rVB5 32567 49954  3.37% 0.292%
69 14.071 1817 1818 1821 rVB 5626 4302 0.29% 0.025%
70 14.271 1849 1852 1854 rBV 9578 11424 0.77% 0.067%
71 14.382 1865 1871 1876 rVB 617117 861900 58.13% 5.033%
72 14.535 1895 1897 1899 rBV3 4702 5731 0.39% 0.033%
73 14.688 1916 1923 1930 rBV 678991 1112754 75.04% 6.497%
74 14.794 1940 1941 1943 rBV2 5432 4251 0.29% 0.025%
75 14.911 1954 1961 1964 rBv4 23025 39489 2.66% 0.231%

76 14.988 1967 1974 1983 rBV3 593215 954475 64.37% 5.573%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc :

ALS Vvial : 20 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-BG102723.MA.M
Title : SVOA CALIBRATION

77 15.070 1986 1988 1989 rBV2 6217 5359 0.36% 0.031%
78 15.146 1995 2001 2007 rBV3 267265 428154 28.87% 2.500%
79 15.328 2029 2032 2038 rVB5 26496 42658 2.88% 0.249%
80 15.534 2065 2067 2068 rBV2 6437 4254 0.29% 0.025%
81 15.552 2068 2070 2071 rVB2 9346 5807 ©0.39% 0.034%
82 15.693 2090 2094 2102 rVB 47280 75966 5.12% 0.444%
83 15.898 2126 2129 2130 rBV2 5435 4977 0.34% 0.029%
84 15.916 2130 2132 2134 rVV3 10040 8039 0.54% 0.047%
85 15.975 2135 2142 2149 rVB 905120 1347213 90.85% 7.866%
86 16.028 2149 2151 2152 rBV2 9824 4672 0.32% 0.027%
87 16.075 2153 2159 2163 rVV 189963 285111 19.23% 1.665%
88 16.116 2163 2166 2171 rVB5 44333 64845 4.37% 0.379%
89 16.762 2273 2276 2280 rBVS5 15846 22794 1.54% 0.133%
90 16.991 2313 2315 2316 rBV2 10297 8153 0.55% 0.048%
91 17.561 2408 2412 2417 rBv4 80197 117264 7.91% 0.685%
92 17.737 2437 2442 2451 rVB 761945 1152823 77.74% 6.731%
93 17.837 2453 2459 2465 rBV 876632 1318018 88.89% 7.696%
94 18.513 2569 2574 2578 rBV = 212255 296249 19.98% 1.730%
95 18.566 2578 2583 2591 rVV 489309 651578 43.94%  3.804%
96 19.823 2794 2797 2803 rVB3 142453 174390 11.76% 1.018%
97 20.105 2841 2845 2853 rVB 984643 1482831 100.00% 8.658%
98 21.633 3102 3105 3109 rVB2 252725 311593 21.01% 1.819%
99 22.073 3176 3180 3189 rVB 606382 1002375 67.60% 5.853%

Sum of corrected areas: 17126513
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG059534.D\data.ms
1000000

800000

600000

400000

7.4677.872 8:360

200000 7.679

0 3740998088811 O-Sdbammanm 66156960 542 5 88 QARG
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time—> 3.50 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG059534.D\data.ms

1000000

20.105
15.975 17.837

800000 17.787
14.688
14.382 | 14 988

22.073

600000 18.566

400000 21.633

18.413 19.823
1 fb, WM
12989580 0 07

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: BG059534.D\data.ms

1000000

15.146

200000

800000

600000

400000

200000

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 : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG102823\

Data File : BG@59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
: SVOA CALIBRATION

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 1 unknown-01 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
5.370 2.16 ng/ul 50610 1,4-Dichlorobenzene-d4 8.360
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 12
2 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 12
3 Triethylmethylsilane 130 C7H18Si 1000423-80-6 9
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9
Abundance Scan 337 (5.370 min): BG059534.D\data.ms (-332) (-) m/z 73.10 100.00%
731
5000
136.3 315.5 4719531 | 5.00 5.20 5.40 5.60
Ol oy 19872582 200 3917 LTSS wyz 4310 31.24%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000
5.00 5.20 5.40 5.60
‘ m/z 71.00 9.61%
0 Jl\"\”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #49527: Acetic acid, 3-[1,3]dioxolan-2-ylpropyl ester
73.0
5.00 5.20 5.40 5.60
5000 m/z 41.10 9.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #15642: Triethylmethylsilane
73.0 5.00 5.20 5.40 5.60
m/z 45.10 7.72%
5000
130.0
m/z--> 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 2 Bicyclo[3.1.0]hex-2-ene, 4-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.614 4.17 ng/ul 97716  1,4-Dichlorobenzene-d4 8.360

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.0]hex-2-ene, 4-methy... 136 C1@H16 028634-89-1 80
2 .alpha.-Pinene 136 C10H16 000080-56-8 80
3 Bicyclo[3.1.0]hex-2-ene, 2-methy... 136 C10H16 002867-05-2 80
4 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 78
5 .alpha.-Phellandrene 136 C10H16 000099-83-2 72

Abundance Scan 719 (7.614 min): BG059534.D\data.ms (-714) (-) m/z 93.10 100.00%
93.1

5000
‘ 750 740 7.60 7.80 8,00
181.5 398.9 ’ . : . .
0! Hj‘\yu\“‘ ‘WJ“Mm‘_‘2““5_9”,‘3?‘3“?“““‘4"5‘5‘3:‘?‘29 m/z 77.10  48.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18239: Bicyclo[3.1.0]hex-2-ene, 4-methyl-1-(1-methyletr
93.0
5000
7.20 7.40 7.60 7.80 8.00
270 m/z 91.10  45.64%
0‘\\‘\”"“‘\‘\\‘l\\‘\‘\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #18027: .alpha.-Pinene
93.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 79.16  35.09%
o} WM‘ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18248: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylett

93.0 7.20 7.40 7.60 7.80 8.00
m/z 39.10 16.16%

5000

O‘H“MMW E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00

>
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 3 Dodecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.561 2.03 ng/ul 117264  Phenanthrene-di10 17.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 38
4 Oxalic acid, hexadecyl hexyl ester 398 C24H4604 1010309-25-0 30
5 n-Decanoic acid 172 C10H2002 000334-48-5 30
Abundance Scan 2412 (17.561 min): BG059534.D\data.ms (-2408) (- | m/z 73.05 100.00%
73.0
5000
17.50
0 m/z 41.10 75.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75713: Dodecanoic acid
73.0
5000 \MWMM?%WNUM : \
17.50
o7 2000 m/z 129.00 63.31%
0\\‘\‘\““ ‘II\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #92068: Tridecanoic acid
73.0
17.50
5000 m/z 60.20 62.26%
27, 1290 214.0
Ou‘uw‘"‘ Lmiq“uw‘m‘,w_WWWWH
m/z--> 50 100 150 200 250 300 350 400
Abundance #109279: Tetradecanoic acid
73.0 17.50
m/z 43.05 60.44%
5000 129.0
185.0
1117
m/z--> 50 100 150 200 250 300 350 400 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 4 Palmitoleic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.513 5.14 ng/ul 296249  Phenanthrene-di10 17.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 95
2 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 94
3 6-Pentadecenoic acid, 13-methyl-... 254 C16H3002 682751-34-4 93
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 87
5 Palmitoleic acid 254 C16H3002 000373-49-9 87

Abundance Scan 2574 (18.513 min): BG059534.D\data.ms (-2569) (+ | m/z 55.10 100.00%

58.1
5000

111.2 T I
1652 236.2 ‘ 18.50
0 }HKHLM 3122 4325 8000, 69.05  76.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140796: Palmitoleic acid
55.0
5000 R ‘
18.50

m/z 97.10 59.51%

236 0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
e Nin ! .

18.50
5000 m/z 83.05 53.61%
0 H\H\‘\l l‘\‘””uﬂﬁso‘zﬂso WA/\K/\M'\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #140884: 6-Pentadecenoic acid, 13-methyl-, (6Z)- hoigy e I
55.0 18.50

m/z 41.10 42.87%

5000
11.0 236 0
O \‘ M l ’ u“ A“H"‘II\“HP \ [——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 5 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.566 11.30 ng/ul 651578  Phenanthrene-di10 17.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
Abundance Scan 2583 (18.566 min): BG059534.D\data.ms (-2578) (- | m/z 73.05 100.00%
73.0
5000 129.1
213.2
U \
L
oHl“""U“uuw‘m““gm_H“?’?"1‘?‘““4??5?””‘5?9:’ m/z 60.05 66.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L \
18.50
H 213.0 m/z 55.05 59.81%
0\\{‘[‘ \‘\’l‘\!““}\‘\WI\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #92069: Tridecanoic acid
73.0
DS T
18.50
5000 129.0 m/z 43.10 54.71%
‘ ‘ 214.0
OMMH\“H\
m/z--> O 100 150 200 250 300 350 400 450 500
Abundance #92068: Tridecanoic acid = I
73.0 18.50
m/z 41.05 54.56%
5000
129.0 214.0
oLt n\m\ SA
m/z--> 50 100 150 200 250 300 350 400 450 500 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.M
: SVOA CALIBRATION

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 6 Pentadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
'19.823  3.03 ng/ul 17439 Phenanthreme-dio 17.737
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentadecanoic acid 242 ClsH3e02 001002-84-2 86

000057-11-4 64
000057-11-4 64
000334-48-5 60
000544-63-8 50

2 Octadecanoic acid 284 C18H3602
3 Octadecanoic acid 284 C18H3602
4 n-Decanoic acid 172 C10H2002
5 Tetradecanoic acid 228 C14H2802

Abundance Scan 2797 (19.823 min): BG059534.D\data.ms (-2794) (- m/z 73.05 100.00%
73.0
- WMMMWWMMVAMMMWNWVVW“
1556 éobd
348.9 . . :
0! 4084 479.3 m/z 60.05 73.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126203: Pentadecanoic acid
73.0
5000 129.0
19.50 20.00
‘ H 185 m/z 69.05 69.35%
0 \‘\‘\1“‘ H‘”}““\“\\\\ [\”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179093: Octadecanoic acid
73.0
— —
19.50 20.00
129.0
5000 284.0 m/z 55.85  59.40%
185.0
oLl “H‘H bbb L
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid — 7
73.0 19.50 20.00
m/z 57.05 53.61%
5000 129.0
‘ ‘ 185.0  284.0
o“‘U"“‘|‘~:”W‘um_‘H‘W“‘,HH_HWHH,HH — e
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\

Data File : BG@59534.D

Acqg On : 29 Oct 2023 00:07

Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.MA.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.633  6.22 ng/ul 311593 Chryseme-diz2 22.073
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Hexadecene, (2)- 224 Cl6M32 035507-09-6 83

2 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 83

3 11-Tricosene 322 C23H46 052078-56-5 80
4 Cyclotetradecane 196 C14H28 000295-17-0 76
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 72

Abundance Scan 3105 (21.633 min): BG059534.D\data.ms (-3102) (+ | m/z 57.10 100.00%

57.1
5000

b il ias
2150 2200

189.0 273.4 3551 485.5
0 bbb, “H““‘Hmmwwwwm‘,"72”7‘4"””_” m/z 83.05 96.72%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104597: 7-Hexadecene, (Z)-
55.0

5000 s AL
21.50 22.00

m/z 43.10  89.81%

‘ H1110
224.0
0\\‘!"\I\\\‘\}\i\\1’6\7\\0\‘\\‘\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0

2“50 2250
5000 m/z 69.10 76.08%
111.0
O\H.‘MJ Mo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227235: 11-Tricosene —T —
43.0 21.50 22.00

m/z 97.10 72.99%

5000
111.0
0 ’ } L 168 0224.0 322 0

\ \
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102823\
Data File : BG®59534.D

Acqg On : 29 Oct 2023 00:07
Operator : MA/JU

Sample : 04925-12

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG102723.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|
unknown-01 5.370 2.2 ng/ul 50610 1 8.360 468129 20.0
Bicyclo[3.1.0]h... 7.614 4.2 ng/ul 97716 1 8.360 468129 20.0
Dodecanoic acid 17.561 2.0 ng/ul 117264 4 17.737 1152820 20.0
Palmitoleic acid 18.513 5.1 ng/ul 296249 4 17.737 1152820 20.0
n-Hexadecanoic ... 18.566 11.3 ng/ul 651578 4 17.737 1152820 20.0
Pentadecanoic acid 19.823 3.0 ng/ul 174390 4 17.737 1152820 20.0
(DEL) Alkane: S... 21.633 6.2 ng/ul 311593 5 22.073 1002380 20.0
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