LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc :

ALS Vvial : 26 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-BG022323.M
Title : SVOA CALIBRATION

Signal : TIC: BGO56831.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.137 99 102 114 rBV 55214 97019 13.93% 1.251%
2 7.080 599 603 608 rBv4 8262 13493 1.94% 0.174%
3 7.538 675 681 692 rVB 96071 170010 24.42% 2.192%
4 7.721 706 712 722 rBV 66715 109083 15.67% 1.407%
5 7.938 742 749 756 rVB 85276 147821 21.23%  1.906%
6 8.420 824 831 837 rVB 56917 92584 13.30% 1.194%
7 8.725 878 883 888 rVB3 15195 22950 3.30% 0.296%
8 9.107 941 948 955 rBV 120994 210005 30.16% 2.708%
9 9.166 955 958 964 rVB4 2779 4198 0.60% 0.054%
10 9.589 1023 1030 1039 rVB 99540 172677 24.80% 2.227%
11  9.965 1092 1094 1099 rVB4 1430 1613 0.23% 0.021%
12 10.318 1147 1154 1162 rBV2 86771 151422 21.75% 1.953%
13 10.664 1211 1213 1216 rVB2 1289 969 0.14% 0.012%
14 10.858 1239 1246 1256 rBV2 128012 225893 32.44%  2.913%
15 11.017 1269 1273 1279 rVB3 2108 3308 0.48% 0.043%

16 11.252 1307 1313 1322 rVB 80391 146937 21.10%

1.
17 11.375 1327 1334 1343 rVB 109295 191992 27.57% 2.476%
18 12.039 1444 1447 1452 rVB3 796 968 ©0.14% 0.012%
19 12.715 1558 1562 1566 rBV2 484 981 0.14% 0.013%
20 12.803 1574 1577 1582 rVB3 1965 2638 0.38% 0.034%
21 12.979 1602 1607 1614 rVB2 6379 9604 1.38% 0.124%
22 13.390 1673 1677 1680 rVB3 1521 1924 0.28% 0.025%
23 13.813 1745 1749 1754 rVB3 1979 3054 0.44% 0.039%
24 13.896 1759 1763 1767 rBV3 8959 12555 1.80% ©.162%
25 14.178 1807 1811 1818 rVB2 17494 24392 3.50% ©.315%

26 14.348 1834 1840 1845 rBV 171186 259367 37.25%
27 14.407 1845 1850 1857 rVB 246353 355302 51.03%
28 14.718 1896 1903 1911 rVB 277646 430007 61.76%

ocouvhw
Ul
IS
U
R

29 14.848 1922 1925 1928 rBV2 1450 1303 0.19% 017%
30 14.871 1928 1929 1937 rVB3 1489 1244 0.18% 016%
31 14.965 1943 1945 1948 rBV2 2093 1852 0.27% 0.024%
32 15.018 1948 1954 1960 rVV 149194 230275 33.07%  2.969%
33 15.071 1960 1963 1968 rVB4 4572 5256 ©.75% 0.068%
34 15.177 1974 1981 1987 rBV 120267 189036 27.15% 2.438%
35 15.247 1990 1993 1996 rVvv3 4258 4445 0.64% 0.057%
36 15.723 2071 2074 2077 rBV3 1409 1919 0.28% 0.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc :

ALS Vvial : 26 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-BG022323.M
Title : SVOA CALIBRATION
37 15.887 2099 2102 2106 rBvV2 1256 1551 0.22% 0.020%
38 16.005 2115 2122 2129 rVB 347925 539136 77.43% 6.952%
39 16.099 2131 2138 2144 rBV 123319 182694 26.24% 2.356%
40 16.246 2159 2163 2166 rVB2 1010 1678 0.24% 0.022%
41 16.352 2174 2181 2188 rVB 23754 35403 5.08% 0.457%
42 16.410 2188 2191 2193 rBv2 1576 1811 0.26% 0.023%
43 16.463 2196 2200 2204 rVB2 10175 14293 2.05% 0.184%
44 16.557 2213 2216 2220 rVWV 927 1146 0.16% 0.015%
45 16.622 2223 2227 2230 rVB2 2306 3312 0.48% 0.043%
46 16.716 2238 2243 2245 rVB2 1166 1540 0.22% 0.020%
47 17.356 2348 2352 2354 rVB2 824 1092 0.16% 0.014%
48 17.450 2367 2368 2372 rVB2 1339 1244 0.18% 0.016%
49 17.591 2390 2392 2395 rBV 1382 1327 0.19% 0.017%
50 17.674 2401 2406 2407 rBV2 771 957 0.14% 0.012%
51 17.697 2407 2410 2412 rVvv2 1501 1651 0.24% 0.021%
52 17.750 2413 2419 2427 rVB 201899 311137 44.69% 4.012%
53 17.850 2429 2436 2443 rBV2 380009 581189 83.47% 7.495%
54 17.915 2443 2447 2448 rBV 2245 2908 0.42% 0.037%
55 17.938 2448 2451 2454 rVB4 5174 6732 0.97% 0.087%
56 17.997 2460 2461 2466 rVB2 1189 974 0.14% 0.013%
57 18.308 2510 2514 2517 rVB2 738 1022 0.15% 0.013%
58 18.461 2538 2540 2541 rBV 1710 1606 0.23% 0.021%
59 18.490 2541 2545 2551 rVW4 9469 15139 2.17% 0.195%
60 18.590 2558 2562 2575 rBV 49809 89859 12.91% 1.159%
61 18.808 2594 2599 2604 rBV2 42305 57834 8.31% 0.746%
62 19.019 2630 2635 2641 rVB5 10304 19020 2.73% 0.245%
63 19.148 2654 2657 2659 rVB2 2414 1985 0.29% 0.026%
64 19.201 2661 2666 2670 rVV2 21925 28656 4.12% 0.370%
65 19.331 2687 2688 2693 rVB2 1725 1859 0.27% 0.024%
66 19.677 2742 2747 2750 rBV4 5095 7503 1.08% 0.097%
67 19.748 2754 2759 2763 rVB3 5462 10143 1.46% 0.131%
68 19.783 2763 2765 2767 rBV 1376 1315 0.19% 0.017%
69 19.818 2768 2771 2772 rBV 1682 1595 0.23% 0.021%
70 19.842 2772 2775 2778 rVB2 6539 7380 1.06% 0.095%
71 19.977 2797 2798 2800 rBV 1362 1133 0.16% 0.015%
72 20.059 2810 2812 2815 rBV3 1449 1231 0.18% 0.016%
73 20.112 2815 2821 2827 rBV 499949 696287 100.00% 8.979%
74 20.212 2835 2838 2843 rBV 17127 23827 3.42% 0.307%
75 20.435 2872 2876 2879 rBV4 3570 4708 0.68% 0.061%
76 20.529 2889 2892 2896 rVB2 7165 8390 1.20% 0.108%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc :

ALS Vvial : 26 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-BG022323.M
Title : SVOA CALIBRATION

77 20.564 2896 2898 2899 rBV2 3172 1690 0.24% 0.022%
78 20.611 2903 2906 2911 rVB2 20044 20719 2.98% 0.267%
79 20.664 2913 2915 2919 rBV4 1486 1388 0.20% 0.018%
80 20.805 2937 2939 2945 rVB5 4610 4705 0.68% 0.061%
81 20.876 2947 2951 2958 rBV6 11209 22242 3.19% 0.287%
82 20.935 2958 2961 2966 rBV 23993 30868 4.43% 0.398%
83 21.058 2979 2982 2986 rBV 6383 7448 1.07% 0.096%
84 21.281 3018 3020 3023 rVB4 3617 3211  0.46% 0.041%
85 21.381 3035 3037 3039 rBV3 2146 1421 ©0.20% ©0.018%
86 21.457 3045 3050 3058 rVB 147519 208273 29.91% 2.686%
87 21.510 3058 3059 3062 rBV3 2440 2639 0.38% 0.034%
88 21.534 3062 3063 3066 rVB2 2823 2724 0.39% 0.035%
89 21.634 3075 3080 3091 rBV2 60620 109003 15.65% 1.406%
990 22.063 3146 3153 3160 rVB 193622 339626 48.78%  4.380%
91 22.221 3177 3180 3188 rVB6 5839 9164 1.32% 0.118%
92 23.520 3399 3401 3402 rBV2 2438 1707 0.25% 0.022%
93 23.849 3454 3457 3462 rVB4 4331 7347 1.06% 0.095%
94 25.347 3700 3712 3723 rVB 230552 672624 96.60% 8.674%
95 25.588 3743 3753 3763 rVB2 112786 336244 48.29%  4.336%
96 26.040 3828 3830 3831 rBV2 1869 1380 ©0.20% ©0.018%

Sum of corrected areas: 7754786
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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
Abund :
undance. TIC: BG056831.D\data.ms
400000
300000
200000
9. 10858 1 375
100000 7.538 9989 40318 11.242
4.137 77Jﬁ 8.420
. \ 8725 l166 | 9965 || 106 017A 12,039 12278B379
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\
Time--> 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 1250 13.00
Abund :
unsoaoné:oeo TIC: BG056831.D\data.ms
20.f12
400000 17.850
16.005
300000 14.718
14.407
17.750 22.063
200000 14.348
15.018
15.177 16.0
100000
18.98(808
43300133556 1 958247 15728  ehaz20 1Ma

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
Abun5<:|ance TIC: BG056831.D\data.ms

400000

300000

25.347

200000

5.588
100000

23.548.849 26.040

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\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 (1S)-2,6,6-Trimethylbicyclo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.080 2.91 ng/ul 13493 1,4-Dichlorobenzene-d4 8.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 83
2 trans-.beta.-Ocimene 136 C1oH16 003779-61-1 72
3 trans-.beta.-0cimene 136 C1OH16 003779-61-1 72
4 1,3,6-Heptatriene, 5-methyl-, (E)- 108 C8H12 000818-48-4 59
5 trans-.beta.-Ocimene 136 C1OH16 003779-61-1 45
Abundance Scan 603 (7.080 min): BG056831DWamlns(599)() m/z 93.00 100.00%
9’1
77.0
5000
40.0
i
121.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\
‘ 55.1 “ “ ‘ ‘ 6.80 7.00 7.20 7.40
Obrereerprrrr bbb el e e m/z 91.00  58.83%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18191: (1S)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93.0
39.0 ﬂ ﬂ
5000 77.0 R RN RN RN R
6.80 7.00 7.20 7.40
150 m/z 77.00 54.85%
' 121.0
0\\‘H‘H‘\Hl“\\\\‘\\HT\\F\\‘\‘\Hl‘\\\\l‘\\\\’ !\\‘H‘\‘\‘\\\\“\\\\‘1\:\39’(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18059: trans-.beta.-Ocimene
93.0
e ARRE ma
6.80 7.00 7.20 7.40
5000 410 m/z 92.00 47.00%
77.0
121.0
b 260 | o | | | | 10
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18064: trans-.beta.-Ocimene A RAREE e
93.0 6.80 7.00 7.20 7.40
m/z 78.90 40.33%
5000
410 o
H d 121.0
m/z--> 10 20 30 40 50 60 70 80 90100110120130140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 Eucalyptol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.725 4.96 ng/ul 22950 1,4-Dichlorobenzene-d4 8.420

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 94
2 Eucalyptol 154 C10H180 000470-82-6 58
3 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
4 5-Hepten-2-one, 6-methyl- 126 C8H140 000110-93-0 22
5 4-Isopropyl-1-methylcyclohex-2-enol 154 C10H180 000619-62-5 17
Abundance Scan 883 (8.725 min): BG056831.D\data.ms (-878) (-) m/z 43.00 100.00%
43.0
81.0
108.0
5000
139.1
R RARmE A
| ‘H H‘ 8.40 8.60 8.80 9.00
) I— U ‘ H_m“m m/z 81.00  66.76%
miz-—-> 20 40 8 100 120 140 16
Abundance #30926.Eucakaﬂ
43.0
81.0
5000 108.0  RRAREEAL
139.0 8.40 8.60 8.80 9.00
m/z 108.00  56.46%
0 H“‘H‘ “’uh I #‘w‘\\ ‘H‘\ HH‘ ‘U} :
m/z--> 20 40 60 80 100 120 140 160
Abundance #30927: Eucalyptol
43.0
e ey
8.40 8.60 8.80 9.00
5000 m/z 55.00 52.97%
108.0
154.0
150 || ‘ 1360 ‘
OHWHH,“ “m_m_m_
m/z--> 20 40 80 100 120 140 160
Abundance #31092: 2Isopropy|51nethWhex -2-enal H““““H“““‘HA,
43.0 8.40 8.60 8.80 9.00
m/z 71.00  48.08%
5000
69.0 97.0
139.0
‘ ‘121.0
] — u“!“”‘u u““””wlw“ ““_‘1#5‘0‘ SN N ——
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 1H-Cyclopropa[a]naphthalene... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.178 2.12 ng/ul 24392  Acenaphthene-die 15.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 000489-29-2 96
2 (4aR,8aS)-4a-Methyl-1-methylene-... 204 C15H24 ©58893-88-2 93
3 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 92
4 .beta.-Guaiene 204 C15H24 000088-84-6 91
5 1H-Cycloprop[e]azulene, 1la,2,3,4... 204 C15H24 000489-40-7 91
Abundance Scan 1811 (14.178 min): BG056831.D\data.ms (-1807) (1 [ m/z 91.00 100.00%
91.0
161.1 204.1
5000 133.1
41.0
65.0 UMD\ T
LA Dk P
0 HH_MHH_HW“‘}‘1”_””,””_”“‘H m/z 105.00  75.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80540: 1H- Cyclopropa[a]naphthalene 1a,2,3,3a,4,5,6,7
05.0 161.0 204.0
133.0
5000 b /\ f\‘ :
41.0 81.0 14.00 14.50
m/z 204.10 71.24%
01 \\"“\\\‘\‘\\‘\\“\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80378: (4aR,8aS)-4a-Methyl-1-methylene-7-(propan-2-y
105.0 161.0 204.0 |
: : e
133.0 14.00 14.50
5000 410 290 m/z 161.10  68.69%
0 J““l‘_‘h‘m,“ M
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ f\ [\
Abundance #80551: 1H-Cycloprop[elazulene, 1a,2,3,4,4a,5,6,7b-octe Mt e
204.0 14.00 14.50
161.0 m/z 189.10 63.33%
105.0
5000 41.0
133.0
81.0
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\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 Caryophyllene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.348 22.53 ng/ul 259367  Acenaphthene-di10 15.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 99
2 Caryophyllene 204 C15H24 000087-44-5 94
3 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 91
4 Caryophyllene 204 C15H24 000087-44-5 87
5 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 83
Abundance Scan 1840 (14.348 min): BG056831.D\data.ms (-1834) (-~ ' m/z 91.00 100.00%
410 90
69.0
133.0
5000
161.1 — A s
189.1 14.00 14.50
0! m/z 93.00 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80121: Caryophyllene
93.0 133.0
41.0 69.0
5000 T /w\ T \,\ T
161.0 14.00 14.50
189.0 m/z 41.00  83.35%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #80127: Caryophyllene

~ ol
Tt T T

14.00 14.50
m/z 79.00  82.82%

5000

0,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80294: Bicyclo[5.2.0]nonane, 2-methylene-4,8,8-trimeth P co "(\ :

93.0 14.00 14.50
133.0 ITI/Z 69.00 76.33%
69.0
5000 41.0
161.0
189.0

0 HuH!_HMw‘uu‘:_m‘m R & W

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

SFAM-EPA-BG@22323.M Mon Mar 06 01:57:23 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.352 3.07 ng/ul 35403  Acenaphthene-die 15.018
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Benzophenone 182 C13H100 000119-61-9 93
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 90
Abundance Scan 2181 (16.352 min): BG056831.D\data.ms (-2174) (- | m/z 105.00 100.00%
77.0 106.0
182.1
5000 51.0
A
151.1 16.00 16.50
o““_“‘wuk“wu L m/z 77.00  88.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0 A
5000 A f"\ v ‘/\‘A‘ "
16.00 16.50
51.0 m/z 182.10  68.46%
0\\\\‘\\\\‘\\‘\\‘\\\MM‘\\\\‘\‘\\\1‘2\6\-\()\"\]\5%\-0‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
B Y S
77.0 16.00 16.50
5000 182.0 m/z 51.00 40.49%
51.0
ol 20 | 1260 1520
T L e e e AR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56924: Benzophenone - —
77.0 105.0 16.00 16.50
m/z 181.10  14.63%
51.0
5000
182.0
O t2s0 120 L]
mlz--> 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\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.590 5.78 ng/ul 89859  Phenanthrene-d1e 17.750

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98

2 Tridecanoic acid 214 C13H2602 000638-53-9 91

3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64

5 Tetradecanoic acid 228 C14H2802 000544-63-8 58
Abundance Scan 2562 (18.590 min): BG056831.D\data.ms (-2558) (- 72.95 100.00%

73.0
43.0
5000
213.1
129015701851
B O
0 Hw‘uﬁhﬂh“wJ‘AMW1Vm“m‘_u‘wuﬂ_mu_h‘_ul_ n/z 60.00  81.39%
miz--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 et
18.50
m/z 43.00 65.87%

: 157.04g50213.0  256.0 :
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid
73.0
43.0 st

18.50
5000 129.0 m/z 41.05 62.06%
171.0
214.0

0150?

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid Mt 7T
43.0 73.0 18. 50

256.0
m/z 55.00 52.83%

5000
129.0
213.0
‘ H ﬂ 15701850
150J MM\M WWMM “\m L ‘ MNWMW :

m/z--> 20 40 60 80 100120140160180200220240260 1850

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 .beta.-Cyclodihydrocostunolide Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.808 3.72 ng/ul 57834  Phenanthrene-d10 17.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Cyclodihydrocostunolide 234 C15H2202 022387-64-0 95
2 3-Methyl-5-nitrosotropone 165 C8H7NO3 1000242-61-8 43
3 6-(1-Hydroxymethylvinyl)-4,8a-di... 234 C15H2202 1000190-51-4 42
4 Quinoline, 2,3,4,4a,5,6-hexahydr... 165 C10H15NO 019500-64-2 38
5 1,3-Bis-(2-cyclopropyl,2-methylc... 258 C18H260 1000222-08-6 35

Abundance Scan 2599 (18.808 min): BG056831.D\data.ms (-2594) (+ | m/z 165.10 100.00%
0 165.1

41.

5000
AR W A
“ 18.50 19.00
OFrrrprrrrbes m/z 41.60 91.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116139: .beta.-Cyclodihydrocostunolide
165.0
234.0
55.0 137.0 /\
. AL Aol

5000 L :

18.50 19.00
m/z 55.05 76.23%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40739: 3-Methyl-5-nitrosotropone
165.0
" SRR A
77.0 18.50 19.00
5000 m/z 79.10 73.74%
39.0
107.0 137.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #116225: 6-(1-Hydroxymethylvinyl)-4,8a-dimethyl-3,5,6,7| | L1 — A
41.0 93.0 18.50 19.00
m/z 91.00 73.06%
159.0  201.0
67.0 131.0
5000 234.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 8 Cinnamyl cinnamate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.457 12.26 ng/ul 208273  Chrysene-di2 22.057
Hit# of 5 Tentative ID MW MolForm CASH# 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 2-Propenamide, N-(1-methylethyl)... 265 C18H19NO 055044-37-6 46
4 p-Vinylbenzohydrazide 162 C9H1ON20 1000244-74-9 43
5 4-Methylcoumarine-7-cinnamate 306 C19H1404 300829-05-4 43
Abundance Scan 3050 (21.457 min): BG056831.D\data.ms (-3045) (- | m/z 130.95 100.00%
130.9
5000 77.0
219.1 A
21.50
39.0 ‘ 173.0 264.1
0‘H‘HHLﬂ‘NHMHHJMwmwwwHW‘AWHMVMJMHM‘HEM‘WH m/z 115.00  53.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #153419: Cinnamyl cinnamate
131.0
5000 LI
21.50
77.0 2190 m/z 117.00  41.87%
0 39'0\ " “w ‘ \‘\ ‘\ \‘\ 1730 \‘\ . st
\H‘HH‘HH’HH‘HH‘HH‘HH‘\H\‘\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
o
21.50
5000 m/z 103.00 41.42%
77.0
410 ‘ 188.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #154486: 2-Propenamide, N-(1-methylethyl)-N,3-dipheny A
131.0 21.50
m/z 77.00  38.93%
5000
77.0 265.0
L h“ 188.0 222.0
e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 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 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 9 Bromoacetic acid, octadecyl... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.634  6.42 ng/ul 109083 Chryseme-di2 22.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Br02  018992-03-5 91

2 1-Heptacosanol 396 C27H560 002004-39-9 90
3 Acetic acid, chloro-, hexadecyl ... 318 C18H35C102 052132-58-8 87
4 2- Bromopropionic acid, pentadec... 362 C18H35Bro02 1000292-44-2 86
5 1-Hexacosanol 382 C26H540 000506-52-5 83
Abundance Scan 3080 (21.634 min): BG056831.D\data.ms (-3075) (- m/z 57.00 100.00%
57.0
5000
\15291929 2391 283.1 L =
oLt “ A e T S m/z 55.05 75.28%
m/z--> 50 100 150 200 250 300 350
Abundance #295270: Bromoacetic acid, octadecyl ester
43.0
3.0
5000
21.50 22.00
123.0 m/z 43.85 75.06%
2500
0 “\“ ‘1 ‘\‘ ‘“H H“\ \‘\ ‘ﬂ\‘ ‘8‘ ‘0‘ SN ‘2‘97“0‘ T
miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosano
57.0 97.0
et ey
21.50 22.00
5000 m/z 68.95  61.43%
ol dd LhE 4 ‘\‘ ) D18 0222026403060 _ 378!
~rph ““ i S S e e e
m/z--> 50 100 150 200 250 300 350
Abundance #222189: Acetic acid, chloro-, hexadecyl ester
69.0 21.50 22.00
m/z 83.05 55.90%
5000
11.0
224
od Ll mo tomey
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56831.D

Acqg On : 4 Mar 2023 10:24
Operator : CG/JU

Sample : 01711-20

Misc

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©22323.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|
(1S)-2,6,6-Trim... 7.080 2.9 ng/ul 13493 1 8.420 92584 20.0
Eucalyptol 8.725 5.0 ng/ul 22950 1 8.420 92584 20.0
1H-Cyclopropala... 14.178 2.1 ng/ul 24392 3 15.018 230275 20.0
Caryophyllene 14.348 22.5 ng/ul 259367 3 15.018 230275 20.0
Benzophenone 16.352 3.1 ng/ul 35403 3 15.018 230275 20.0
n-Hexadecanoic ... 18.590 5.8 ng/ul 89859 4 17.750 311137 20.0
.beta.-Cyclodih... 18.808 3.7 ng/ul 57834 4 17.750 311137 20.0
Cinnamyl cinnamate 21.457 12.3 ng/ul 208273 5 22.057 339626 20.0
Bromoacetic aci... 21.634 6.4 ng/ul 109003 5 22.057 339626 20.0
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