LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc :

ALS vial : 9 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: BGO56814.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.438 320 323 329 rVB3 4447 6369 1.61% 0.135%
2 7.077 597 602 610 rVB 36841 60672 15.35% 1.289%
3 7.536 674 680 687 rBV 43894 74972 18.97% 1.593%
4 7.718 706 711 719 rVB 29475 50741 12.84% 1.078%
5 7.853 731 734 740 rVB4 3405 4563 1.15% 0.097%
6 7.935 743 748 757 rVB 37975 65487 16.57% 1.392%
7 8.417 824 830 838 rBv2 49958 84926 21.49%  1.805%
8 9.104 940 947 954 rBV2 50235 82636 20.91% 1.756%
9 9.239 967 970 976 rVB2 2532 3687 0.93% 0.078%
10 9.586 1023 1029 1036 rBV 44399 77626 19.64% 1.650%
11  9.968 1091 1094 1095 rBV2 1113 933 0.24% 0.020%
12 10.315 1148 1153 1160 rvv2 36954 64405 16.30% 1.369%
13 10.855 1239 1245 1252 rBV 56148 97799 24.75% 2.078%
14 11.255 1306 1313 1320 rVB 77672 135643 34.33% 2.883%
15 11.378 1328 1334 1341 rVB 40415 72632 18.38% 1.544%
16 11.701 1386 1389 1392 rVB2 1431 1547 0.39% 0.033%
17 12.806 1574 1577 1580 rVB2 813 1054 0.27% 0.022%
18 13.388 1674 1676 1680 rBV 806 748 0.19% 0.016%
19 13.816 1746 1749 1753 rVB 846 781 0.20% 0.017%
20 13.899 1756 1763 1767 rBv4 4863 6741 1.71% 0.143%
21 14.345 1833 1839 1844 rBV2 68024 98310 24.88% 089%

22 14.404 1844 1849 1858 rVB 114422 168423 42.62%
23 14.721 1895 1903 1912 rBV 122751 195985 49.60%

PO PwnN
=
(o))
Ul
B

24 14.845 1922 1924 1928 rBV2 1593 2247 0.57% 048%
25 14.968 1937 1945 1949 rBvV2 44355 62529 15.82% 329%
26 15.021 1949 1954 1960 rVV 140607 216975 54.91% 4.611%
27 15.068 1961 1962 1970 rVB2 1702 3387 0.86% 0.072%
28 15.174 1974 1980 1986 rBV2 51110 79415 20.10% 1.688%
29 15.250 1990 1993 1997 rBV3 3302 3781 ©.96% ©0.080%
30 15.403 2016 2019 2023 rBV4 1805 2029 0.51% 0.043%
31 16.002 2114 2121 2128 rBV 172887 256420 64.89% 5.449%
32 16.102 2133 2138 2144 rBV 48492 72235 18.28% 1.535%
33 16.349 2173 2180 2186 rBV 25914 38243 9.68% 0.813%
34 16.466 2195 2200 2205 rBV4 5593 8800 2.23% 0.187%
35 17.171 2317 2320 2323 rBV 569 818 0.21% 0.017%
36 17.453 2364 2368 2372 rVB3 2801 2866 0.73% 0.061%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc :

ALS vial : 9 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 17.753 2413 2419 2425 rBV 198913 293901 74.37%  6.246%
38 17.853 2429 2436 2443 rVV 191825 284328 71.95% 6.043%
39 17.912 2443 2446 2449 rVB2 1921 1346 0.34% 0.029%
40 18.499 2543 2546 2548 rVB2 1136 1266 0.32% 0.027%
41 18.558 2553 2556 2558 rBV 669 801 0.20% 0.017%
42 18.593 2558 2562 2570 rBv2 16462 24313 6.15% 0.517%
43 18.670 2574 2575 2577 rBV 1658 870 0.22% 0.018%
44 18.822 2600 2601 2605 rVvV 887 1029 0.26% 0.022%
45 18.852 2605 2606 2611 rVB 1627 1245 0.32% 0.026%
46 19.010 2629 2633 2639 rVB4 5077 9139 2.31% 0.194%
47 19.128 2650 2653 2657 rBvV2 700 923 0.23% 0.020%
48 19.198 2661 2665 2673 rVB2 20006 30385 7.69% 0.646%
49 19.334 2684 2688 2692 rBV 5035 5914 1.50% 0.126%
50 19.404 2696 2700 2702 rBV2 1416 1722 0.44% 0.037%
51 19.498 2715 2716 2721 rVB2 1006 746 0.19% 0.016%
52 19.586 2729 2731 2732 rBV 1002 801 0.20% 0.017%
53 19.680 2743 2747 2751 rVB6 2372 3332 0.84% 0.071%
54 19.745 2755 2758 2763 rBvV2 2628 3417 0.86% 0.073%
55 19.815 2766 2770 2773 rBV4 5818 6778 1.72% 0.144%
56 19.845 2773 2775 2778 rVV3 3006 2736 0.69% 0.058%
57 19.903 2781 2785 2787 rBvV2 773 798 0.20% 0.017%
58 19.950 2792 2793 2797 rBV3 642 728 0.18% 0.015%
59 20.109 2814 2820 2827 rVB 263830 359332 90.93% 7.637%
60 20.344 2859 2860 2862 rBV 1400 812 0.21% 0.017%
61 20.438 2873 2876 2877 rBvV2 3854 3383 0.86% 0.972%
62 20.468 2878 2881 2887 rVB 15036 18574 4.70% 0.395%
63 20.538 2887 2893 2895 rBV3 3404 4605 1.17% 0.098%
64 20.562 2895 2897 2898 rBV 1637 847 0.21% 0.018%
65 20.614 2902 2906 2909 rBv4 10869 13303 3.37% 0.283%
66 20.697 2917 2920 2923 rBV3 1986 2503 0.63% 0.053%
67 20.973 2965 2967 2969 rVB3 1736 1101 0.28% 0.023%
68 21.026 2974 2976 2979 rVB4 2360 2449 0.62% 0.052%
69 21.202 3004 3006 3007 rBV2 1969 1732 0.44% 0.037%
70 21.220 3007 3009 3013 rVV5 4374 4718 1.19% 0.100%
71 21.278 3015 3019 3025 rVv2 12983 18615 4.71% 0.396%
72 21.460 3044 3050 3056 rVB 289279 395164 100.00% 8.398%
73 21.631 3075 3079 3091 rVB6 20843 38532 9.75% 0.819%
74 21.842 3114 3115 3116 rBV 1868 805 0.20% 0.017%
75 22.060 3146 3152 3162 rVB2 188594 325295 82.32% 6.913%
76 22.189 3172 3174 3175 rBV 1889 999 0.25% 0.021%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc :

ALS vial : 9 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 22.553 3234 3236 3238 rBV2 2076 1619 0.41% 0.034%
78 23.053 3319 3321 3322 rVB2 2151 919 0.23% 0.020%
79 23.106 3328 3330 3331 rBvV2 1655 1218 0.31% 0.026%
80 24.522 3564 3571 3579 rVB3 10643 24789 6.27% ©.527%
81 24.592 3581 3583 3584 rBV2 1737 953 0.24% 0.020%
82 25.039 3657 3659 3660 rBV2 1713 759 0.19% 0.016%
83 25.338 3700 3710 3721 rVB2 116592 334464 84.64% 7.108%
84 25.579 3741 3751 3762 rBV2 108254 328250 83.97% 6.976%
85 25.732 3776 3777 3779 rBV 1628 1008 0.26% 0.021%
86 26.378 3886 3887 3888 rBV 2368 1026 0.26% 0.022%
87 26.396 3888 3890 3891 rvVv2 1441 934 0.24% 0.020%
88 26.560 3917 3918 3921 rBV3 1622 1216 ©0.31% 0.026%
89 26.825 3955 3963 3967 rBV7 6709 16265 4.12% 0.346%
90 28.311 4214 4216 4218 rBV3 2119 1888 0.48% 0.040%
91 28.946 4322 4324 4325 rBV 1921 956 0.24% ©0.020%
92 29.028 4336 4338 4341 rBvV4 1960 2116 0.54% 0.045%
93 29.410 4401 4403 4407 rVB2 1758 1485 0.38% 0.032%
94 30.350 4561 4563 4566 rBV3 1992 1606 0.41% 0.034%
95 30.456 4579 4581 4584 rBV3 1979 1565 0.40% 0.033%
96 31.061 4682 4684 4685 rBV2 1578 1256 ©0.32% 0.027%
97 31.214 4708 4710 4711 rVB2 1892 886 0.22% 0.019%
98 31.560 4767 4769 4770 rVB2 1878 1100 ©0.28% 0.023%
99 31.731 4796 4798 4799 rVB 1667 788 0.20% 0.017%
100 31.790 4806 4808 4811 rBV3 2033 2610 0.66% 0.055%

Sum of corrected areas: 4705388
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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: BG056814.D\data.ms
250000
200000
150000
100000
11.255
8417  9.104 10.855
50000 7077 75387935 9586 109315 11.378
7.7
0 5.438 853 239 || 9.968 11.701 12.806
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\
Time-—> 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056814.D\data.ms
21.460
20.109
250000
200000 197333 22.060
16.002
150000
100000
50000 16.102
16.349
8:388133989 16466 17.117. 4534 it , 2.1892.553
& dsasl Chch AR WL B8 A LS UL L ELE AL 4R e -« ks e e P
Time--> 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 2000 2050 21.00 2150 22.00 2250
Abundance TIC: BG056814.D\data.ms
250000
200000
150000
2538579
100000
50000
5035 234786225.039| | 25732 262880825 28311 2890839.410 300856 313062131 FAGHEO
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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 .alpha.-Pinene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.077 14.29 ng/ul 60672 1,4-Dichlorobenzene-d4 8.417
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 94
2 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 92
3 3-Carene 136 C1oH16 013466-78-9 78
4 1,3,6-Octatriene, 3,7-dimethyl-,... 136 C10H16 003338-55-4 70
5 trans-.beta.-Ocimene 136 C1OH16 003779-61-1 64
Abundance Scan 602 (7.077 min): BG056814D\datams(597)() m/z 93.00 100.00%
9’1
5000 77.0

A RAmaRRT e

H | 12‘111360 6.80 7.00 7.20 7.40
owH‘HwHimHNJH_MU:W‘11““”,”‘”‘”:&_www,m m/z 91.00  49.73%

miz--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #18027: .alpha.-Pinene

93.0
5000 R R e e e e
39.0 77.0 6.80 7.00 7.20 7.40
m/z 77.00 44.16%
15.0 5.0 121.0436.0
0\\‘HH‘HH“HH‘HH‘HH‘\‘\‘\M‘H\\l‘\\\\’1\\‘\‘\‘H\‘HH“‘HH‘H1\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #18139: 1,3,6-Octatriene, 3,7-dimethyl-, (Z)-
93.0
\\\‘\\\\‘\\\\‘\\\\’\\\A\
6.80 7.00 7.20 7.40
5000 m/z 92.00 38.72%
41.0
77,0
w0 | oy | L L

136.0

0"_"w‘H"H‘w"H‘#N“l_w‘w 1‘w‘“:ww\“wm,m

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17992: 3-Carene R EREREAREL RS

93.0 6.80 7.00 7.20 7.40
m/z 79.00 30.40%
5000
77.0
21.0
‘ 136.0
m/z--> 10m3om50m7owgommmmmwmo 6.80 7.00 7.20 7.40

SFAM-EPA-BG@22323.M Mon Mar 06 01:51:50 2023 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 Caryophyllene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.345 9.06 ng/ul 98310  Acenaphthene-dile 15.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caryophyllene 204 C15H24 000087-44-5 91
2 Cyclohexane, 1,5-diethenyl-3-met... 162 C12H18 074742-35-1 90
3 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 89
4 Bicyclo[5.2.0]nonane, 2-methylen... 204 C15H24 242794-76-9 83
5 Bicyclo[7.2.0]undec-4-ene, 4,11,... 204 C15H24 000118-65-0 64
Abundance Scan 1839 (14.345 min): BG056814.D\data.ms (-1833) (-~ ' m/z 91.00 100.00%
41.1 91.0
69.0
133.1
5000
A — A
| Hm‘“ 189.1 14.00 14.50
0. L miz a1.1e 91.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80124: Caryophyllene
41.0 69.0 93.0
133.0
5000 b
14.00 14.50
161.0 m/z 93.00 85.15%
L A
0\‘\\\\“\\“1‘”“\ \\‘\h“\\‘\\“‘\\\H’\\“\\‘l\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38033: Cyclohexane, 1,5-diethenyl-3-methyl-2-methylen
79.0
14.00 14.50
5000, 410 105.0 m/z 79.00  84.48%
133.0
e
0 LT AP M St
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ /\
Abundance #80396: Bicyclo[7.2.0Jundec-4-ene, 4,11,11-trimethyl-8-m b B
93.0 133.0 14.00 14.50
69.0 m/z 69.00 72.19%
41.0
5000 161.0
189.0
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 : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 (1R,2S,6S,7S,8S)-8-Isopropy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.968 5.76 ng/ul 62529  Acenaphthene-die 15.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,2S,6S5,7S,85)-8-Isopropyl-1-m... 204 C15H24 018252-44-3 93
2 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 93
3 Germacrene D 204 C15H24 023986-74-5 92
4 1H-Cyclopenta[1,3]cyclopropa[l,2... 204 C15H24 013744-15-5 70
5 Germacrene D 204 C15H24 023986-74-5 70
Abundance Scan 1945 (14.968 min): BG056814.D\data.ms (-1937) (- m/z 161.10 100.00%
161.1
91.0
5000
41.0 119.0
67.1 a0y
‘ ‘ ‘ 2041 15.00
] uu‘:‘ww_“M;W_MJH m/z 91.00  82.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80425: (1R,2S,6S,7S,8S)-8-Isopropyl-1-methyl-3-methy
161.0
105.0
5000 41.0 ol bt Ly
790 15.00
133.0 m/z 105.10 67.32%
‘ ‘ 204.0
0! t “}H}‘\M“‘\ r”‘i“\ T \“\‘ T \‘{“\ Tt T e T !‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80566: 1H-Cyclopenta[1,3]cyclopropa[1,2]benzene, octe
161.0
a4y b
41.0 91.0 15.00
5000 m/z 79.080  55.02%
119.0
65.0 204.0
(o} ‘wﬁwuh‘qk‘u“‘u‘n‘
m/z--> 20 40 60 80 100 120 140 160 180 200 f\
Abundance #80116: Germacrene D b oA
161.0 15.00
105.0 m/z 77.60 54.57%
41.0
5000 79.0
133.0
‘ 204.0
o180 B T
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.349 3.53 ng/ul 38243  Acenaphthene-die 15.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Benzophenone 182 C13H100 000119-61-9 91
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 76
Abundance Scan 2180 (16.349 min): BG056814.D\data.ms (-2173) (- | m/z 105.00 100.00%
77.0 105%.0
182.1
5000
51.0
‘ T \/\‘ T
152.1 16.00 16.50
126.0
o"w"‘m;‘“:wuml‘_m_“wum_‘!‘_‘w‘m m/z 77.00  89.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 "
5000 4 L
16.00 16.50
51.0 m/z 182.10  68.26%
0 27\0‘ ‘ ullt | 126.0 15%0 Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
— —
77.0 16.00 16.50
5000 182.0 m/z 51.00 34.78%
51.0
o 20 | 1260 1520
R e B E e R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone ; o
105.0 16.00 16.50
m/z 50.00 13.67%
77.0 182.0
5000
51.0
O b b 4280 20 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 : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 2,6-Piperidinedicarbonitril... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.198 2.07 ng/ul 30385 Phenanthrene-die 17.753
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Piperidinedicarbonitrile, N-... 149 C8H11N3 090090-68-9 50
2 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 43
3 3-Hexadecyne 222 C16H30 061886-62-2 27
4 1,3-Di(cyclohexyl)but-1-ene 220 C16H28 1000214-97-4 25
5 7-Tetradecyne 194 C14H26 035216-11-6 22
Abundance Scan 2665 (19.198 min): BG056814.D\data.ms (-2661) (- m/z 109.10 100.00%
109.1
67.0 191.2
5000 262.°
163.1 | n
219.2 N T 7
T |
(I WUWWH I Ll w2 e7.60 64.10%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #27217: 2,6-Piperidinedicarbonitrile, N-methyl-
109.0
42.0
5000 149.0 ‘ \n‘ T
70.0 19.00 19.50
m/z 55.00 63.13%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #66073: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluoro, A
191.0
109.0 M‘IU‘ AT
19.00 19.50
5000 m/z 81.00 62.50%
75.
‘ ‘ | ‘ ‘ 162.0
Y S 1Y Y v
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 A
Abundance #102173: 3-Hexadecyne §min —
67.0 19.00 19.50
m/z 191.20 59.99%
5000 95.0
29.0
N | %4510 19302220 L1
HMHW‘HWH‘WHH‘HHM‘HMHW‘HWH‘WH‘ P pee
m/z--> 20 40 60 80 100120 140160 180200 220 240 260 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56814.D

Acqg On 3 Mar 2023 21:56

Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 6 Cinnamyl cinnamate Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.461  24.30 ng/ul 395164  Chrysene-d12 22.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cinnamyl cinnamate

264 C18H1602

2 N-(p-Vinylbenzoyl)-1-alanine 219 C12H13NO3
3 Cinnamoylglycine, methyl ester 219 C12H13NO3

4 2-Propenoic acid, 3-phenyl-, met... 162 C10H1002

000122-69-0 91
139184-60-4 47
040778-04-9 47
001754-62-7 47

5 1-(2-Vinylphenyl)propan-1-one 160 C11H120 052095-41-7 43
Abundance Scan 3050 (21.460 min): BG056814.D\data.ms (-3044) (- | m/z 131.00 100.00%
131.0
5000 770 J
2191 I
21.50
39.0 173.1
0— \¢\”HW‘HJMM\J‘\‘\ ol ?§4J‘ m/z 115.00  48.85%
m/z--> 50 100 150 200 250
Abundance #153419: Cinnamyl cinnamate
131.0
5000 LN
21.50
77.0 219.0 m/z 103.00  39.90%
0 39'0\ " “w ‘ \‘\ ‘\ \‘\ 1730 \‘\ . 26710
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #97534: N-(p-Vinylbenzoyl)-l-alanine
131.0
o
21.50
5000 m/z 117.00  39.09%
77.0 175.0
o15.0 44.0 ) “‘ L2190
i e
m/z-—-> 50 100 150 200 250
Abundance #97536: Cinnamoylglycine, methyl ester e
131.0 21.50
m/z 77.00 37.63%
5000
77.0
218.0
ol APl L 1L, 1eeo | I
m/z--> 50 100 150 200 250 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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 Eicosyl methyl ether Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.631 2.37 ng/ul 38532  Chrysene-di12 22.060
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosyl methyl ether 312 C21H440 1000406-29-4 91
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 n-Heptadecanol-1 256 C17H360 001454-85-9 90
5 1-Hexadecanol 242 C16H340 036653-82-4 90
Abundance Scan 3079 (21.631 min): BG056814.D\data.ms (-3075) (- 56.95 100.00%
.0 971
5000
207.0
389 ‘ 21.50 22.00
280.9
oH‘H“ M‘ MM I R .tk 55.10  98.41%
m/z--> 50 100 150 200 250 300
Abundance #215088: Eicosyl methyl ether
45.0 83.0
5000
21.50 22.00
25.0 43.00 95.78%
280.0
0 \“\ ‘\““\ ‘\‘ \“\‘H“ 1“\““\ ‘h ‘“1\6§(\) \2‘19\0\ T “\ L —
m/z--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
97.0
21.50 22.00
5000 m/z 97.10 94.26%
400
olso [ 1L 100 w620 2550 e
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol AL Ll
43 83.0 21.50 22.00
' m/z 83.10 90.78%
5000
25.0
o LULLLL L 0 200 a0 a1
mlz--> 50 100 150 200 250 300 2150 2200
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56814.D

Acqg On : 3 Mar 2023 21:56
Operator : CG/JU

Sample : 01711-05

Misc

ALS vial : 9 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|
.alpha.-Pinene 7.077 14.3 ng/ul 60672 1 8.417 84926 20.0
Caryophyllene 14.345 9.1 ng/ul 98310 3 15.021 216975 20.0
(1R, 2S,6S,7S,8S... 14.968 5.8 ng/ul 62529 3 15.021 216975 20.90
Benzophenone 16.349 3.5 ng/ul 38243 3 15.021 216975 20.0
2,6-Piperidined... 19.198 2.1 ng/ul 30385 4 17.753 293901 20.0
Cinnamyl cinnamate 21.461 24.3 ng/ul 395164 5 22.060 325295 20.0
Eicosyl methyl ... 21.631 2.4 ng/ul 38532 5 22.060 325295 20.0
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