LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BGO63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc :

ALS Vvial : 30 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-BG112024.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BG@63539.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.217 19 22 25 rBV4 11490 15083 0.40% 0.037%
2 3.300 32 36 39 rVB3 19078 23388 0.61% 0.058%
3 4.034 158 161 165 rBV5S 7630 11186 ©0.29% ©0.028%
4 4.956 316 318 321 rvB3 6970 6307 0.17% 0.016%
5 5.121 343 346 350 rBvV3 6039 10294 0.27% 0.025%
6 5.297 373 376 380 rVB4 4958 7819 0.20% 0.019%
7 6.519 578 584 589 rBv4 16101 29393 0.77% 0.9073%
8 6.784 625 629 633 rVB4 9500 13844 0.36% 0.034%
9 7.007 658 667 684 rBvV 360304 673761 17.65% 1.663%
106 7.160 687 693 701 rVW 268783 427054 11.18% 1.054%
11 7.271 706 712 716 rBV5 22174 35869 0.94% 0.089%
12 7.365 722 728 735 rBvV 345212 581384 15.23% 1.435%
13 7.730 785 790 797 rVB3 27668 45201 1.18% 0.112%
14 7.830 800 807 814 rVV 441489 732163 19.18% 1.807%
15 7.894 815 818 823 rVB6 5781 8457 ©0.22% 0.021%
16 8.047 840 844 853 rBV6 8759 16256 0.43% 0.040%
17 8.540 922 928 935 rBV 469841 801192 20.98% 1.978%
18 8.587 935 936 940 rVB3 9001 7220 0.19% 0.018%
19 8.981 996 1003 1015 rBV 344299 623335 16.33% 1.539%
20  9.146 1027 1031 1032 rBV2 5168 6069 0.16% 0.015%
21 9.404 1072 1075 1080 rVB3 9017 15574 0.41% 0.038%
22 9.545 1095 1099 1108 rBV5 23948 40670 1.07% 0.100%
23 9.704 1120 1126 1136 rBV 311000 573539 15.02% 1.416%
24 10.250 1210 1219 1229 rBV2 462032 862166 22.58% 2.128%
25 10.620 1274 1282 1289 rBV 608358 1101402 28.85% 2.719%
26 10.756 1297 1305 1318 rBV2 255427 520627 13.64% 1.285%
27 10.949 1336 1338 1342 rVB2 4591 7429 0.19% 0.018%
28 11.014 1347 1349 1352 rBV3 5291 6417 0.17% 0.016%
29 11.161 1370 1374 1376 rBV4 13190 16886 0.44% 0.042%
30 11.261 1387 1391 1395 rBV3 6043 6670 0.17% 0.016%
31 11.778 1476 1479 1484 rVB6 4194 7005 ©0.18% 0.017%
32 12.042 1521 1524 1527 rVB3 6029 6753 0.18% 0.017%
33 12.113 1533 1536 1537 rBV 6376 5979 0.16% 0.015%
34 12.207 1549 1552 1554 rBV3 6623 7574 0.20% 0.019%
35 12.677 1628 1632 1637 rvVB2 5229 8272 0.22% 0.020%
36 12.835 1651 1659 1667 rBV7 29143 61955 1.62% ©.153%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BGO63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc :

ALS Vvial : 30 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-BG112024.MA.M
Title : SVOA CALIBRATION
37 12.924 1671 1674 1678 rBV4 8846 11880 0.31% 0.029%
38 13.070 1697 1699 1704 rVB4 5692 6315 0.17% 0.016%
39 13.206 1717 1722 1731 rBvVS 40940 82712 2.17% 0.204%
40 13.300 1736 1738 1742 rVV5 6673 9735 0.25% 0.024%
41 13.347 1742 1746 1751 rVB4 50056 80478 2.11% 0.199%
42 13.740 1808 1813 1817 rBV5 16347 23557 0.62% 0.058%
43 13.799 1819 1823 1830 rVB7 14284 23933 0.63% 0.059%
44 13.875 1830 1836 1845 rBV 955891 1394820 36.53% 3.443%
45 14.075 1867 1870 1872 rBv4 8900 11939 0.31% 0.029%
46 14.122 1874 1878 1879 rVWv4 8074 8015 0.21% 0.020%
47 14.163 1879 1885 1893 rVB 1022486 1612546 42.23%  3.981%
48 14.310 1906 1910 1915 rBV3 55902 76132 1.99% ©.188%
49 14.434 1925 1931 1933 rBv2 297238 422102 11.05% 1.042%
50 14.469 1933 1937 1945 rVB 1040269 1580862 41.40% 3.902%
51 14.545 1946 1950 1954 rVB3 55962 66874 1.75% 0.165%
52 14.592 1956 1958 1962 rVB3 17100 20695 0.54% 0.051%
53 14.686 1965 1974 1979 rBV 304696 568046 14.88% 1.402%
54 14.798 1988 1993 1998 rVB3 56670 100090 2.62% 0.247%
55 14.898 2005 2010 2015 rBV7 19160 28548 0.75% 0.070%
56 15.003 2024 2028 2033 rBV5 15709 19749 ©.52% 0.049%
57 15.080 2039 2041 2046 rvVB3 6983 10468 0.27% 0.026%
58 15.139 2046 2051 2053 rBvV3 8023 13370 0.35% 0.033%
59 15.280 2074 2075 2078 rVB3 8002 6153 0.16% 0.015%
60 15.333 2081 2084 2085 rVv2 8528 8156 ©0.21% 0.020%
61 15.356 2085 2088 2092 rVB5 21575 31030 0.81% 0.977%
62 15.468 2098 2107 2113 rBV 1404173 2074952 54.34% 5.122%
63 15.597 2123 2129 2138 rBV 358828 581032 15.22% 1.434%
64 15.703 2145 2147 2154 rVB8 14121 21786 ©.57% 0.054%
65 15.832 2161 2169 2177 rBV 510305 763012 19.98%  1.883%
66 15.949 2184 2189 2193 rVB6 55742 97899 2.56% 0.242%
67 16.043 2200 2205 2210 rBV8 30926 53845 1.41% 0.133%
68 16.126 2214 2219 2222 rVB7 19196 29679 0.78% 0.073%
69 16.196 2227 2231 2235 rVVé6 15724 19673 0.52% 0.049%
70 16.261 2237 2242 2249 rBV2 111146 144876 3.79% 0.358%
71 16.325 2249 2253 2256 rBV7 18275 25675 0.67% 0.063%
72 16.396 2261 2265 2270 rVB4 25537 38167 1.00% 0.094%
73 16.484 2278 2280 2283 rBV3 5525 6070 0.16% 0.015%
74 16.848 2338 2342 2343 rBV3 5004 6314 0.17% 0.016%
75 17.101 2382 2385 2387 rBV4 8587 9434  0.25% 0.023%
76 17.136 2389 2391 2395 rBV5 12959 17977 0.47% 0.044%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BGO63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc :

ALS Vvial : 30 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-BG112024.MA.M
Title : SVOA CALIBRATION

77 17.224 2399 2406 2414 rVV 1557111 2297808 60.18% 5.672%
78 17.324 2417 2423 2432 rVV 1639012 2384859 62.46% 5.887%
79 17.900 2516 2521 2523 rBV6 14004 19631 0.51% 0.048%
80 18.076 2549 2551 2554 rBV4 11571 7304 0.19% 0.018%
81 18.129 2555 2560 2569 rBvV2 260599 474291 12.42% 1.171%
82 18.423 2606 2610 2615 rVB6 39631 63126 1.65% 0.156%
83 18.546 2629 2631 2632 rBV2 11252 7229 0.19% 0.018%
84 19.263 2750 2753 2754 rBV3 23601 27349 0.72% 0.068%
85 19.293 2754 2758 2771 rW 360354 661664 17.33% 1.633%
86 19.622 2809 2814 2820 rBV 2059221 2950678 77.28% 7.284%
87 20.973 3039 3044 3051 rVB 2977862 3818229 100.00% 9.425%
88 21.149 3069 3074 3086 rBV 339223 571183 14.96% 1.410%
89 21.484 3125 3131 3140 rVB 1790096 2737839 71.70% 6.758%
90 22.271 3261 3265 3278 rVB4 155635 318580 8.34% 0.786%
91 23.652 3495 3500 3506 rVB 125783 235286 6.16% 0.581%
92 24.316 3603 3613 3625 rBV 1146459 3007251 78.76% 7.423%
93 24.528 3639 3649 3659 rBV 1205922 3106564 81.36% 7.668%
94 25.573 3823 3827 3839 rVB2 125881 340749 8.92% 0.841%
95 29.434 4480 4484 4485 rBv4 33943 48650 1.27% 0.120%

Sum of corrected areas: 40511059
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG063539.D\data.ms
3000000

2500000
2000000
1500000

1000000

10.620
500000 7 830 8.540 10.250

0P1g 6 8981  9.704 756
2300 4.034 4. 9562297 6.51878 ‘A 7 8687 glﬁmg ﬂmmmam 11. mzanzlm:

Time--> 350 4.00 450 500 550 6.00 6.50 700 750 8.00 850 9.00 950 10.00 10.50 11. 00 11. 50 12 00 12.50

Abundance TIC: BG063539.D\data.ms
3000000 20.973

2500000

19.622
2000000 21.484

17578
1500000 15.468

1000000

500000

19.293 21.149
18.129 M 22.271
il SR 17078 8%%6 19,

e S s I o e T R L S T I S S AR SRR

Time--> 13.00 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: BG063539.D\data.ms
3000000

2500000

2000000

1500000

1000000

500000
23.652

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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 1 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.832 9.65 ng/ul 763012  Acenaphthene-di10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 70
Abundance Scan 2169 (15.832 min): BG063539.D\data.ms (-2161) (- | m/z 105.10 100.00%
105.1
182.1
5000
51.1
— —
15.50 16.00
Obrrrr bbbk 2575 3314 4021 4745 .7 7710 80.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56925: Benzophenone
105.0
182.0
5000 r— e
15.50 16.00
510 m/z 182.10  66.47%
O\\‘\‘\}\\M\\‘\\\\‘h\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56927: Benzophenone
105.0
— ——
182.0 15.50 16.00
5000 ’ m/z 51.10 31.72%
51.0
L
m/z--> 50 100 150 200 250 300 350 400 450 500 Ak
Abundance #56922: Benzophenone R P
105.0 15.50 16.00
m/z 181.10  10.30%
5000 182.0
51.0
o S G - s
m/z--> 50 100 150 200 250 300 350 400 450 500 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\

Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52

Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.120  4.13 ng/ul 474291 Phenanthrene-dio 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 96

2 Tridecanoic acid 214 C13H2602
3 Tridecanoic acid 214 C13H2602
4 n-Hexadecanoic acid 256 C16H3202
5 n-Hexadecanoic acid 256 C16H3202

000638-53-9 87
000638-53-9 83
000057-10-3 59
000057-10-3 59

Abundance Scan 2560 (18.129 min): BG063539.D\data.ms (-2555) (- | m/z 73.10 100.00%

73.1
5000
1291 213.2
Pty

’ ’H 2811 3582 428.9 18.00 18.50
\ﬂ‘”‘l\nu\ H\‘H‘H“HH L B B m/z 43.10 79.38%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid

| ' J’\A«J&
5000
18.00 18.50
H 213.0 m/z 60.10 78.20%
H‘ \\‘” \\‘\ ol \

o

129.0 ity e,

O' \\‘\\\\\!!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92069: Tridecanoic acid
73.0
ey s
18.00 18.50
5000 129.0 ITI/Z 55.10 63.00%
214.0
0,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92068: Tridecanoic acid rortty

73.0 18.00 18.50
m/z 57.05 58.71%

5000
‘ 12T0 214.0
0 ‘ LA ‘ b ey

m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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 9-Octadecenoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

19.293 5.76 ng/ul 661664  Phenanthrene-di10 17.224
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid 282 C18H3402 002027-47-6 91
2 2-Undecanol oleate 436 C29H5602 1000465-66-9 87
3 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 74
4 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 53
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 45

Abundance Scan 2758 (19.293 min): BG063539.D\data.ms (-2754) (- | m/z 55.10 100.00%
55.1

:

5000
H 3.0 101 264.1 1o 19.00 19.50
0 ; 341.2  430.0 503.7 m/z 69.10  83.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176210: 9-Octadecenoic acid
55.0
5000 T —
264.0 19.00 19.50
‘ % m/z 41.05 65.66%
o HL ”‘h‘,\Mh,.u.‘.n.A?..«9“..H‘hwHWH_HWH_W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #320579: 2-Undecanol oleate
55.0
265.0 T T
19.00 19.50
5000 ITI/Z 83.10 62.55%
ok n‘*ﬂﬂwﬂ W0, |y sea0  ase0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123696: Cyclopentadecanone, 2-hydroxy- e —
55.0 19.00 19.50
m/z 43.10 51.57%
- M
A S R Ot~
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52

Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024 .MA.M
: 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 Cinnamyl cinnamate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20973 27.89 ng/ul 3818230 Chryseme-diz2 21.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cinnamyl cinnamate 264 ClsH1602 000122-69-0 91

1000210-99-9 52
294878-35-6 50

2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160
3 Propanedioic acid, nitrile, hydr... 229 C12H11N302

4 3-Phenyl-N-m-tolyl-acrylamide 237 C16H15NO 1000296-12-9 50
5 Cinnamoylglycine, methyl ester 219 C12H13NO3 040778-04-9 50
Abundance Scan 3044 (20.973 min): BG063539.D\data.ms (-3039) (- | m/z 131.00 100.00%
131.0
5000
219.1 L
51.1 \ 21.00
C
oberebid ik 327:23849  4T855BLE ) 115 05 46.49%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #153419: Cinnamyl cinnamate
131.0
5000 L
21.00
219.0 m/z 103.10 41.70%
519
O\\\\%\“\‘\\‘\‘\ l\‘H‘\\‘\\L\‘\‘\lu\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
e
21.00
5000 ITI/Z 77.10 38.75%
410 l 188.0
ol ‘_m\‘_m‘mwwawww‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #110141: Propanedioic acid, nitrile, hydrazide, N2-(1-0xo| —
131.0 21.00
m/z 117.05 36.82%
5000
51.0
Ll | 229.0
ottt —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.149 4.17 ng/ul 571183  Chrysene-d12 21.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3074 (21.149 min): BG063539.D\data.ms (-3069) (- | m/z 57.15 100.00%
7.1

5
5000

1%5.1 CT LT
21.00 21.50
224.1
o ,'uMu“‘\a‘wm"_mWm‘?"z“?:?”H_‘At“‘?:?”??gaf’_ m/z 43.10 89.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0

5000

m/z 55.05 88.63%

odo mL‘P?-P 222.0280.0
‘\\1’11\[1\\T[\\\\‘1\\1[\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene

43.0

e
21.00 21.50

111.0 -
5000 m/z 83.10  87.84%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano

PR
55.0 21.00 21.50
m/z 69.10 77.42%

5000
‘ 125.0
0 \h Il J. \} | ‘\ I .196'0 266.0

T s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

T
‘ 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
BGO63539.D

: 23 Nov 2024 3:52

: RC/JU

: P4881-05

: 30 Sample Multiplier: 1

le

ry

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024 .MA.M

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 6 Trifluoroacetoxy hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
22.271 2.33 ng/ul 318580 Chrysene-d12 21.484
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
2 1-Hexacosene 364 C26H52 018835-33-1 90
3 1-Hexadecanol 242 C16H340 036653-82-4 80
4 1-Hexadecanol 242 C16H340 036653-82-4 80
5 Oleic Acid 282 C18H3402 000112-80-1 72

Abundance Scan 3265 (22.271 min): BG063539.D\data.ms (-3261) (- | m/z 55.10 100.00%

55.1
5000

il el
221.0 2200 2250
2818 3709 511.8
" 429.0 m/z 83.10  84.24%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #245846: Trifluoroacetoxy hexadecane
1.0

131

5000 T ——
22.00 22.50
125.0 m/z 69.10 79.93%
LT ssmo 2000
O’\\\\ H\\l\‘1‘\1‘\‘!“\11\l‘\!l\\[\‘!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0
T —
22.00 22.50
5000 m/z 97.15 71.84%
125.0
o,’mA 4820 2920 &40
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126369: 1-Hexadecanol I —
55.0 22.00 22.50

m/z 57.10 56.53%

\H i ”’ “ F?.o 196.0 W%M/\M

O b o T it =
m/z-> 0 50 100 150 200 250 300 350 400 450 500 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BG@63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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 7
R.T. EstConc Area Relative to ISTD R.T.
25.573 2.19 ng/ul 340749  Perylene-d12 24.528
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 83
Abundance Scan 3827 (25.573 min): BG063539.D\data.ms (-3823) (- | m/z 57.10 100.00%
57.1
- JM
25.50 |
1.2 341.2 475.1 :
Obr b ﬂn“‘ " ufilh2 283134124025 4781 845 o) e 81.31%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #141057: Octadecane
57.0
5000 st :
25.50
m/z 85.15 49.99%
127.0
O\\J\\‘\\\\1‘IF\\\‘\\1\9\7‘\0\\2\'5‘4\\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141058: Octadecane
57.0
U I
25.50
5000 m/z 43.10 46.02%
m HF7O 197.0254.0
0t M"""""‘H","""‘H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #141061: Heptadecane, 2-methyl- — ‘
57.0 25.50
m/z 55.10 23.01%
5000
O‘AR‘A“_‘LMﬂhu“u"H“_“w“u“u“u“_“w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112224\
Data File : BGO63539.D

Acqg On : 23 Nov 2024 3:52
Operator : RC/JU

Sample : P4881-05

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112024.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|
Benzophenone 15.832 9.7 ng/ul 763012 3 14.469 1580860 20.0
n-Hexadecanoic ... 18.129 4.1 ng/ul 474291 4 17.224 2297810 20.0
9-Octadecenoic ... 19.293 5.8 ng/ul 661664 4 17.224 2297810 20.0
Cinnamyl cinnamate 20.973 27.9 ng/ul 3818230 5 21.484 2737840 20.0
Behenic alcohol 21.149 4.2 ng/ul 571183 5 21.484 2737840 20.0
Trifluoroacetox... 22.271 2.3 ng/ul 318580 5 21.484 2737840 20.0
(DEL) Alkane: S... 25.573 2.2 ng/ul 340749 6 24.528 3106560 20.0
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