LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acqg On : 6 Mar 2023 22:56
Operator : CG/JU

Sample ¢ 01712-12

Misc :

ALS Vvial : 19 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-BG©22323.M
Title : SVOA CALIBRATION
Signal : TIC: BGO56853.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.139 99 102 115 rBV2 45883 75686 15.69%  1.245%
2 7.083 599 603 608 rVB3 6798 9841 2.04% 0.162%
3 7.541 675 681 689 rBV 83680 143432 29.74%  2.359%
4 7.717 705 711 719 rBV 53660 89152 18.49% 1.466%
5 7.941 743 749 757 rVB 72468 123865 25.68% 2.037%
6 8.417 824 830 837 rVB 72356 120143 24.91% 1.976%
7 8.728 878 883 887 rBv2 5957 8084 1.68% 0.133%
8 9.104 941 947 955 rVB 96913 162787 33.75% 2.677%
9 9.592 1023 1030 1038 rVB 82710 142189 29.48% 2.338%
10 9.715 1049 1651 1054 rBV 797 677 0.14% 0.011%
11  9.968 1090 1094 1096 rBV3 1168 1297 0.27% 021%
12 10.132 1120 1122 1124 rBV 827 661 0.14% 011%

13 10.320 1147 1154 1161 rBV 71042 121645 25.22%
14 10.861 1239 1246 1255 rVB 105182 184447 38.24%
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15 11.254 1306 1313 1322 rVB 105865 184483 38.25% 034%
16 11.378 1326 1334 1340 rBV2 80063 144623 29.99%  2.378%
17 12.805 1573 1577 1580 rBV2 1286 1758 0.36% 0.029%
18 13.422 1680 1682 1686 rBvV2 448 751 0.16% ©0.012%
19 13.816 1746 1749 1751 rVB3 1625 1342 0.28% 0.022%
20 13.898 1757 1763 1768 rBV5 4627 6642 1.38% 0.109%
21 14.274 1823 1827 1828 rBV 672 813 0.17% 0.013%
22 14.345 1833 1839 1844 rVWW2 69204 99388 20.61% 1.634%
23 14.404 1844 1849 1856 rVB 183867 270010 55.99%  4.440%
24 14.721 1896 1903 1912 rVB 208538 325537 67.50% 5.353%
25 14.850 1920 1925 1927 rBV2 970 1272 0.26% ©0.021%
26 14.968 1939 1945 1949 rBV3 17939 25548 5.30% ©0.420%
27 15.021 1949 1954 1960 rVV 172072 262457 54.42%  4.316%
28 15.073 1960 1963 1966 rVB3 1712 1789 0.37% ©.029%
29 15.179 1974 1981 1989 rBV 79648 126415 26.21% 2.079%
30 15.250 1990 1993 1997 rVB2 2766 3472 ©.72% 0.057%
31 15.314 2001 2004 2005 rBV2 941 1130 0.23% ©.019%
32 15.585 2049 2050 2055 rBV2 514 731 0.15% 0.012%
33 15.820 2087 2090 2093 rBV2 767 953 0.20% ©0.016%
34 15.884 2097 2101 2103 rBV 753 722 0.15% ©0.012%
35 16.002 2115 2121 2128 rBV 265240 408579 84.72% 6.719%
36 16.102 2132 2138 2146 rBV2 70031 103868 21.54% 1.708%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acqg On : 6 Mar 2023 22:56
Operator : CG/JU

Sample ¢ 01712-12

Misc :

ALS Vvial : 19 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-BG©22323.M
Title : SVOA CALIBRATION
37 16.243 2158 2162 2167 rBV3 693 1489 0.31% 0.024%
38 16.354 2173 2181 2187 rBV 91244 131110 27.19% 2.156%
39 16.466 2194 2200 2204 rBV3 5177 7150 1.48% 0.118%
40 16.695 2237 2239 2243 rBv2 989 1368 0.28% 0.022%
41 16.912 2273 2276 2280 rVB2 2203 2639 ©0.55% 0.043%
42 17.189 2320 2323 2326 rVB 646 829 0.17% 0.014%
43 17.347 2348 2350 2356 rVB2 906 1229 0.25% 0.020%
44 17.447 2363 2367 2368 rBV 1704 1930 0.40% 0.032%
45 17.612 2392 2395 2398 rBV 1022 1273 0.26% 0.021%
46 17.753 2412 2419 2425 rBV 212965 314076 65.12% 5.165%
47 17.852 2429 2436 2443 rVB 275828 406372 84.26% 6.682%
48 17.911 2443 2446 2447 rBV 1893 1623 0.34% 0.027%
49 17.929 2447 2449 2455 rVB3 1647 2859 0.59% 0.047%
50 17.982 2455 2458 2459 rBV 844 673 0.14% 0.011%
51 18.099 2475 2478 2483 rBV3 934 1383 0.29% 0.023%
52 18.199 2492 2495 2501 rVB 1150 1770 0.37% 0.029%
53 18.246 2501 2503 2504 rBV 1115 832 0.17% 0.014%
54 18.293 2509 2511 2515 rVB 867 967 ©0.20% 0.016%
55 18.340 2517 2519 2521 rBV 698 678 0.14% 0.011%
56 18.358 2521 2522 2525 rVB 757 687 0.14% 0.011%
57 18.387 2525 2527 2528 rBV 887 760 0.16% ©.012%
58 18.487 2542 2544 2550 rVB3 3770 5135 1.06% ©.084%
59 18.552 2553 2555 2557 rBV2 890 798 0.17% 0.013%
60 18.593 2557 2562 2573 rBV 46248 76545 15.87%  1.259%
61 18.693 2578 2579 2582 rvB2 1720 847 0.18% 0.014%
62 18.746 2586 2588 2589 rBV 1243 907 0.19% 0.015%
63 18.834 2601 2603 2607 rBV3 885 1114 0.23% 0.018%
64 18.904 2613 2615 2619 rBV4 1617 1903 0.39% 0.031%
65 18.963 2621 2625 2628 rvv3 3048 4596 0.95% 0.076%
66 19.004 2628 2632 2637 rVB2 12707 15687 3.25% ©.258%
67 19.157 2655 2658 2659 rBV 805 868 ©0.18% 0.014%
68 19.204 2661 2666 2671 rVV4 4856 6988 1.45% 0.115%
69 19.251 2671 2674 2676 rVWV4 1316 1179 0.24% 0.019%
70 19.445 2705 2707 2711 rVB3 1324 1385 0.29% 0.023%
71 19.515 2717 2719 2720 rBV2 1086 911 0.19% 0.015%
72 19.580 2728 2730 2731 rBv2 1511 1053 0.22% 0.017%
73 19.686 2741 2748 2750 rBV5 4721 8378 1.74% 0.138%
74 19.744 2755 2758 2762 rVB3 3847 6241 1.29% 0.103%
75 19.844 2771 2775 2780 rBv4 11858 15378 3.19% 0.253%
76 19.979 2796 2798 2803 rBV5 1814 2781 0.58% 0.046%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acqg On : 6 Mar 2023 22:56
Operator : CG/JU

Sample ¢ 01712-12

Misc

ALS Vvial : 19 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-BG©22323.M
Title : SVOA CALIBRATION

77 20.115 2814 2821 2827 rBV 3375760 482285 100.00% 7.931%
78 20.467 2879 2881 2886 rVB 16688 18803 3.90% 0.309%
79 20.538 2889 2893 2895 rBV3 8831 11155 2.31% 0.183%
80 20.855 2945 2947 2949 rBV3 2990 3141 0.65% ©.052%
81 21.025 2973 2976 2980 rBV6 5045 9267 1.92% 0.152%
82 21.278 3016 3019 3024 rVB5 7854 11018 2.28% 0.181%
83 21.460 3045 3050 3056 rVB 152758 206293 42.77% 3.392%
84 21.636 3076 3080 3091 rVB6 29505 53281 11.05% ©.876%
85 22.065 3146 3153 3159 rVB2 182687 323788 67.14% 5.324%
86 25.191 3683 3685 3686 rBV 3294 1656 0.34% 0.027%
87 25.350 3701 3712 3725 rVB3 141643 440741 91.39% 7.248%
88 25.590 3743 3753 3768 rVB2 105133 326979 67.80% 5.377%
89 25.773 3782 3784 3787 rBV3 2617 2199 0.46% ©.036%

Sum of corrected areas: 6081186
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acq On : 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056853.D\data.ms
300000
250000
200000
150000
10.8611.254
100000 7.541
7.941 8.417 10.320 11.378
4.139 7.717
SOOOOM]\\‘MF
. 7.(/383 8.728 . 7150683 12.805
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056853.D\data.ms
20.115
300000 852
16.002 17.85
250000
14.721 17.7%3
200000 14404 [ 22.065
. 21.460
150000
100000 16.354
14.345 5179 16.102
50000 1.636
4. || 20 27
03422398&8&4 L 2831606601 2175BUA B hE B
I e e e e R et B e e e e B e S O ML A Ao B e e
Time--> 13.50 1400 1450 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: BG056853.D\data.ms
300000
250000
200000
150000 25.350
5.590
100000
50000
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\

BGO56853.D
6 Mar 2023 22:56

: CG/JU
: 01712-12

: 19 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number

14.345

Hit# of 5

1 Caryophyllene

Concentration Rank 3

1 Caryophyllene
2 Caryophyllene

EstConc Area Relative to ISTD R.T.
7.57 ng/ul 99388  Acenaphthene-d1e 15.021
Tentative ID MW MolForm CAS# Qual
204 C15H24 000087-44-5 93
204 C15H24 000087-44-5 91
204 C15H24 000087-44-5 91

3 Caryophyllene

4 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24

5 Caryophyllene

204 C15H24

242794-76-9 87
000087-44-5 86

Abundance Scan 1839 (14.345 min): BG056853.D\data.ms (-1833) (- | m/z 91.00 100.00%
41.0 91/0
69.0
133.1
5000
161.1 A — A A
189.0 14.00 14.50
0! m/z 93.10 99.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
5000 h ‘ T f\,\ ‘ T \/\ T
161.0 14.00 14.50
189.0 m/z 41.00 93.59%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80127: Caryophyllene
41.0 A ‘\ e S
14.00 14.50
5000 ITI/Z 69.00 79.85%
A~
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80125: Caryophyllene “ ]
41.0 14.00 14.50
69.0 93.0 m/z 79.00 77.14%
133.0
5000
161.0
L L L
o NNN\NM\JH‘MHW‘HM\N\\ no UM
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acq On : 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.354 9.99 ng/ul 131110  Acenaphthene-di0 15.021
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H1e0 000119-61-9 91
4 Benzophenone 182 C13H100 000119-61-9 90
5 Benzophenone 182 C13H1e0 000119-61-9 62
Abundance Scan 2181 (16.354 min): BG056853.D\data.ms (-2173) (- | m/z 105.00 100.00%
77.0 105.0
182.0
5000
51.0
— —
16.00 16.50
152.0
Ol 1260 0T I wjz 77.ee 85.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 - e
16.00 16.50
510 m/z 182.00  70.45%
oo2mo ||| 160 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
— —
770 182.0 16.00 16.50
5000 ' ’ m/z 51.00 32.85%
51.0
O el b 4280 TR0
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #56922: Benzophenone ptr—r —
105.0 16.00 16.50
m/z 50.00 11.83%
77.0
5000 182.0
51.0
o210 | 1260 1520 | |
e L e - ——
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acq On : 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.593 4.87 ng/ul 76545 Phenanthrene-d10 17.753
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Tridecanoic acid 214 C13H2602 000638-53-9 86
Abundance Scan 2562 (18.593 min): BG056853.D\data.ms (-2557) (- 73.00 100.00%
73.0
43.0
5000
129.0 213.1
! chﬂ 157.01852 ‘ 256.1 18.50
o — ‘“M‘H\‘w‘ﬁ‘s_WHH_“w‘m\w_‘m_m‘_ m/z 60.00 72.23%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 e f\\

18.50
43.05 60.12%

’ 157.0185.0 213.0 256.0
O\H‘\\Hi‘}‘\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143507: n-Hexadecanoic acid
43.0 73.0

18.50
5000 ITI z 55.10 57.25%
129.0 s1ao 260
LA oo | 157018502120 "7
0 rberfethy X -l u:\hm_m_mwwwm_m_m_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid g WM |
73.0 18 50
m/z 57.00 53.49%
43.0
5000
129.0
1710 5140
101.0 ‘ ‘
015‘0(ﬂ byl M&Mﬂ&ﬂ
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acq On : 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Cinnamyl cinnamate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.460 12.74 ng/ul 206293  Chrysene-d12 22.065
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cinnamyl cinnamate 264 C18H1602 000122-69-0 91
2 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 46
3 N-(4-Fluorophenyl)-3-phenyl-2-pr... 241 C15H12FNO 019358-27-1 43
4 (2E)-N-(4-Methylphenyl)-3-phenyl... 237 C16H15NO 134430-88-9 43
5 (2E)-N-(2-Fluorophenyl)-3-phenyl... 241 C15H12FNO 025893-50-9 43
Abundance Scan 3050 (21.460 min): BG056853.D\data.ms (-3045) (- | m/z 131.00 100.00%
131.0
5000
219.1
2150
39.1 ‘ 173.0 264.1
owm_u‘wuww“_mw‘lm‘w‘_m_m_Hwm;m,www m/z 115.00  45.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000
2150
77.0 219.0 m/Z 117.00 38.79%
O 39'0‘ 1 \‘\ ‘ “‘ ‘\ ‘\ 173 0 \‘\ 26\4. O
\‘\\\\‘HH‘HH‘HH‘HH‘H\‘\H\‘\\\\‘\\\\‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #62919: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131.0
2150
5000 m/z 103.00 37.78%
77.0
410 ‘ ‘ 188.0
o"m“m“‘“H“W_MW,H“""""‘“uluwwm,www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #124794: N-(4-Fluorophenyl)-3-phenyl-2-propenamide
131.0 2150
m/z 77.00 36.64%
5000
77.0
241.0
0,390 | | | 1650 2120 | A
e e e e e T e ‘
m/z--> 20 40 60 80 100120140160180200220240260280 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acq On 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pentadecafluorooctanoic aci... Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
21.636 3.29 ng/ul 53281  Chrysene-di12 22.065
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90

2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 87
3 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 87
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 86
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 86
Abundance Scan 3080 (21.636 min): BG056853.D\data.ms (-3076) (- | m/z 57.00 100.00%
57.0
o »«MJLM
5.1 M e
197.2 282.9 21.50 22.00
ow“ i M‘M e e e e m/z 43.00 81.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —r— —
21.50 22.00
m/z 55.00 77.29%
ok lh‘.‘ 2520 3690 648,
\H\‘HH‘\HT‘\1\\‘T\H‘\H\‘HH‘\\\\‘\H\‘HH‘\H\‘HH‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #339188: Heneicosyl heptafluorobutyrate
57.0
P e
21.50 22.00
5000 ITI/Z 71.10 68.91%
5.0
ol L JH 196.0 294.0 490.0
T W EEN N U oot Mt . 0. D SR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0 21.50 22.00
m/z 83.05 62.00%
5000
5.0
okl J | ,195.0264.0 336.0 532.0 by
‘HW‘H‘_H‘_‘H“H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H“ JEE pod
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG030623\
Data File : BG@56853.D

Acqg On : 6 Mar 2023 22:56
Operator : CG/JU

Sample : 01712-12

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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|
Caryophyllene 14.345 7.6 ng/ul 99388 3 15.021 262457 20.0
Benzophenone 16.354 10.0 ng/ul 1311106 3 15.021 262457 20.0
n-Hexadecanoic ... 18.593 4.9 ng/ul 76545 4 17.753 314076 20.0
Cinnamyl cinnamate 21.460 12.7 ng/ul 206293 5 22.065 323788 20.0
Pentadecafluoro... 21.636 3.3 ng/ul 53281 5 22.065 323788 20.0
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