LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc :

ALS Vvial : 38 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@19236.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.240 22 26 35 rVB 63360 94904 0.30% 0.053%
2 3.663 94 98 112 rBV 622945 936757 2.97% 0.527%
3 3.775 113 117 123 rW 49001 75239 0.24% 0.042%
4 6.469 570 575 582 rVvB 136727 209119 0.66% 0.118%
5 6.993 656 664 673 rVB 839977 1334674 4.23% 0.750%
6 7.098 677 682 684 rVW2 21879 33710 0.11% 0.019%
7 7.140 684 689 701 rVB 658879 1013849 3.21% 0.570%
8 7.334 715 722 733 rBV 873241 1354070 4.29% 0.761%
9 7.687 778 782 790 rVB 66479 104694 0.33% 0.059%
106 7.798 793 801 809 rBV 624439 968628 3.07%  0.545%
11 8.010 832 837 842 rBV3 20312 33833 0.11% 0.019%
12 8.528 918 925 936 rBV 974084 1573764 4.99% 0.885%
13 8.963 993 999 1010 rBvV 742698 1234705 3.91% 0.694%
14  9.551 1092 1099 1107 rVB 124545 205259 ©0.65% 0.115%
15 9.687 1114 1122 1129 rBV 642565 1063279 3.37% 0.598%
16 10.228 1204 1214 1233 rBV 1000546 1733619 5.49% 0.975%
17 10.598 1269 1277 1284 rVB 736858 1236482 3.92% 0.695%
18 10.745 1294 1302 1316 rBV 675663 1234193 3.91% 0.694%
19 12.133 1529 1538 1542 rBV3 29347 57362 0.18% 0.032%
20 12.186 1542 1547 1554 rVB2 20875 38053 0.12% 0.021%
21 12.939 1670 1675 1683 rBV 259496 395654  1.25% 0.222%
22 13.122 1701 1706 1710 rBV 83457 116137 0.37% 0.065%
23 13.169 1710 1714 1718 rBV3 55524 80034 0.25% 0.045%
24 13.222 1718 1723 1730 rBV2 406199 767404  2.43% < 0.432%
25 13.286 1730 1734 1736 rBV3 39911 47373  0.15% 0.027%
26 13.322 1736 1740 1741 rBV2 86629 111223 0.35% 0.063%
27 13.380 1747 1750 1755 rVB3 47663 66923 0.21% ©0.038%
28 13.445 1755 1761 1766 rBV 1092437 1516065 4.80% 0.852%
29 13.516 1766 1773 1777 rBV2 58732 105543 0.33% 0.059%
30 13.586 1778 1785 1788 rBV 1818463 3035215 9.62% 1.707%
31 13.616 1788 1790 1798 rVB3 556683 801174 2.54%  0.450%
32 13.704 1798 1805 1810 rBV 6292766 9838468 31.17% 5.532%
33 13.751 1810 1813 1823 rVB2 1523124 2323729 7.36% 1.307%
34 13.863 1824 1832 1837 rBV 2019644 2851213 9.03% 1.603%
35 13.957 1842 1848 1855 rVB 1879202 2814656 8.92% 1.583%

36 14.139 1866 1879 1887 rBV 2008500 3482364 11.03% 1.958%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc :

ALS Vvial : 38 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION
37 14.222 1887 1893 1895 rVV2 190374 342592 1.09% 0.193%
38 14.263 1895 1900 1907 rVV2 1198631 2170874 6.88% 1.221%
39 14.333 1907 1912 1917 rVV 2104972 2921710 9.26% 1.643%
40 14.445 1917 1931 1938 rVV2 1328973 3143055 9.96% 1.767%
41 14.510 1938 1942 1947 rVV2 396764 601318 1.91% 0.338%
42 14.592 1951 1956 1960 rVV2 441857 654439 2.07% 0.368%
43 14.645 1960 1965 1967 rVV4 74383 153255 0.49% 0.086%
44 14.692 1967 1973 1982 rVB2 1918585 3354474 10.63% 1.886%
45 14.810 1988 1993 2001 rBvV2 185352 295636 ©.94% 0.166%
46 14.898 2002 2008 2010 rVV 404856 585348 1.85% 0.329%
47 14.927 2010 2013 2018 rVB 778823 1000725 3.17% ©0.563%
48 14.974 2018 2021 2024 rBV 57230 82042 0.26% 0.046%
49 15.116 2041 2045 2051 rVB3 132216 275448 0.87% 0.155%
50 15.174 2051 2055 2060 rVB 53860 78800 ©0.25% 0.044%
51 15.274 2069 2072 2076 rVB4 31329 42136 0.13% 0.024%
52 15.333 2078 2082 2086 rBV6 37274 63749 0.20% 0.036%
53 15.439 2094 2100 2108 rBV 2649841 3715822 11.77% 2.089%
54 15.574 2117 2123 2127 rBV 718608 1028327 3.26% ©.578%
55 15.610 2127 2129 2133 rVvV2 170591 212713 0.67% 0.120%
56 15.674 2135 2140 2144 rVV2 525041 803529 2.55% 0.452%
57 15.727 2144 2149 2158 rVB 3384619 4865384 15.41% 2.736%
58 15.827 2163 2166 2169 rvv3 137921 229836 ©.73% 0.129%
59 15.863 2169 2172 2175 rVV3 191769 275275 0.87% 0.155%
60 15.898 2175 2178 2180 rVV 264027 340383 1.08% 0.191%
61 15.933 2180 2184 2195 rVB 2414397 3552646 11.26% 1.998%
62 16.092 2204 2211 2217 rVB2 199684 340999 1.08% 0.192%
63 16.169 2219 2224 2232 rBV7 140067 375706 1.19% 0.211%
64 16.469 2269 2275 2278 rBV7 65048 134881 ©0.43% 0.076%
65 16.586 2291 2295 2302 rVB5 82774 181222 ©.57% 0.102%
66 16.857 2336 2341 2347 rBV 254254 424189 1.34% 0.239%
67 17.045 2370 2373 2379 rVB5 102738 155144 ©.49% 0.087%
68 17.198 2394 2399 2404 rBV 1433849 2076072 6.58% 1.167%
69 17.245 2404 2407 2411 rVB 159835 186175 0.59% 0.105%
70 17.298 2411 2416 2421 rBV 2952145 4235974 13.42% 2.382%
71 17.421 2430 2437 2445 rVB3 434928 1123222 3.56% 0.632%
72 17.563 2459 2461 2464 rBV2 39807 45667 0.14% 0.026%
73 18.057 2539 2545 2548 rBV5 208237 499685 1.58% 0.281%
74 18.098 2548 2552 2566 rVB 1207454 1751713 5.55% ©.985%
75 19.027 2705 2710 2715 rVB 1444810 1806469 5.72% 1.016%
76 19.221 2740 2743 2746 rBV 222696 238435 0.76% 0.134%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc :

ALS Vvial : 38 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_ P\Methods\SFAM-EPA-BP122723.MA.M
Title : SVOA CALIBRATION
77 19.339 2759 2763 2772 rBV 1076998 1498809 4.75% 0.843%
78 19.545 2793 2798 2807 rBV 3943734 5502622 17.43% 3.094%
79 19.710 2823 2826 2831 rVB 371653 476826 1.51% 0.268%
80 19.792 2837 2840 2845 rVB 420790 466746 1.48% 0.262%
81 19.857 2848 2851 2854 rVB 286251 325894 1.03% 0.183%
82 20.045 2881 2883 2890 rVB3 280604 361526 1.15% 0.203%
83 20.180 2902 2906 2911 rBV 667737 943825 2.99% 0.531%
84 20.239 2911 2916 2924 rVV 4014170 5855226 18.55%  3.292%
85 20.409 2939 2945 2949 rBV 21343234 31562754 100.00% 17.747%
86 20.445 2949 2951 2958 rVB2 7086270 9136455 28.95% 5.137%
87 21.015 3045 3048 3053 rVB2 989231 1257714 3.98% 0.707%
88 21.104 3060 3063 3070 rVB3 889844 1437030 4.55% 0.808%
89 21.304 3093 3097 3102 rVB 2090616 2660476 8.43% 1.496%
90 21.474 3123 3126 3132 rVB2 493355 812103 2.57% 0.457%
91 21.656 3154 3157 3161 rBV 473424 555085 1.76% 0.312%
92 21.880 3190 3195 3198 rBV2 1758680 2946999 9.34% 1.657%
93 21.933 3198 3204 3214 rVB 9109298 15221619 48.23% 8.559%
94 23.521 3468 3474 3490 rVB2 3222194 6737714 21.35% 3.789%
95 23.674 3495 3500 3507 rVB 1487554 2831358 8.97% 1.592%

Sum of corrected areas: 177845218
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library
TIC Integra

: @3 Jan 2024 07:38
: MA/JU
. 05952-04

. 38

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
BP019236.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.MA.M
: SVOA CALIBRATION

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

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BP019236.D\data.ms

1022
k240 33@%5 &ﬁB? & 04/0845

6.469 6%%%§ﬁ347ééﬁ¥b10 8528 8.963

0
Time-->

A
\\\\‘\\\\‘\\\\‘\\\\‘\\\

950 10.00 10.50 11.00 11.50

350 400 450 5.00 550

6.00 6.50 700 750 800 850 900

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BP019236.D\data.ms

20.40

20

13.704
20.23

e}

19.545

17.298

17.198 18.098 19.0219 33 0
¥190516656 85020 12863 18.057 o357 Yomteeis

e

0
Time-->

15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

12.00 12,50 13.00 13.50 14.00 1450

Abundance

2e+07

1.5e+07

1e+07

5000000

TIC: BP019236.D\data.ms

21.933

23.521

21.304 21.
2201941 274656

0

Time-->

21.00 21. 50 22.00 2250 23. 00 23.50 24.00 24. 50 25. 00 25,50 26.00 26. 50 27.00 2750 28. 00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 .alpha.-Pinene Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
6.469 4.32 ng/ul 209119 1,4-Dichlorobenzene-d4 7.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 .alpha.-Pinene 136 C1oH16 000080-56-8 91
3 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C1OH16 000508-32-7 91
4 .gamma.-Terpinene 136 C1OH16 000099-85-4 91
5 (+)-3-Carene 136 C1oH16 000498-15-7 91

Abundance Scan 575 (6.469 min): BP019236.D\data.ms (-570) (-) m/z 92.95 100.00%
93.0

-

5000
R EE R R RS e
‘ 6.20 6.40 6.60 6.80
b U‘#MM L. 2080 283.1 357.2 429.94887546¢ 1/, 9.0  a48.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18035: .alpha.-Pinene
93.0
5000 N e N B

6.20 6.40 6.60 6.80
m/z 91.95 34.44%

27‘1% I ‘\ i

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

Abundance #18034: .alpha.-Pinene
93.0

6.20 6.40 6.60 6.80
5000 m/z 77.00 31.68%
|

2@WWN\’

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18211: Tricyclo[2.2.1.0(2,6)]heptane, 1,7,7-trimethyl- SO T

-

93.0 6.20 6.40 6.60 6.80
m/z 79.00  24.83%
5000
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 3-Isopropyl-6,8a-dimethyl-1... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.222 4.88 ng/ul 767404  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Isopropyl-6,8a-dimethyl-1,2,4,... 204 C15H24 016661-00-0 87
2 .beta.-GURJUNENE 204 C15H24 1000425-17-9 87
3 Bicyclosesquiphellandrene 204 C15H24 054324-03-7 70
4 cis-Muurola-4(15),5-diene 204 C15H24 157477-72-0 64
5 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 62

Abundance Scan 1723 (13.222 min): BP019236.D\data.ms (-1718) (- m/z 161.10 100.00%

161.1
5000
93.0
| H | ‘ | 13.00 13.50
!S5 bhilili 4,y 267.9 342.9400.9 4666 5354 1/, 137 .95  55.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80283: 3-Isopropyl-6,8a-dimethyl-1,2,4,5,8,8a-hexahydr
161.0
5000 A AL
13.00 13.50
91.0 m/z 93.85 33.94%
Zg.OlK‘WWIJ‘lITJlJ‘ \l\%‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80161: .beta.-GURJUNENE
161.0
P v
13.00 13.50
5000 m/z 91.08  31.99%
41.0
JI 3 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80235: Bicyclosesquiphellandrene e A
161.0 13.00 13.50
m/z 119.05 23.10%
5000
91.T
27'@ cudl l i U‘\ i \

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 6 1,4-Methano-1H-indene, octa... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.445 9.65 ng/ul 1516070  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 98
2 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 94
3 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 89
4 .gamma.-Muurolene 204 C15H24 030021-74-0 86
5 Longifolene 204 C15H24 000475-20-7 78
Abundance Scan 1761 (13.445 min): BP019236.D\data.ms (-1755) (- m/z 108.05 100.00%
108.1
5000
410 1891
il L o
obMLULLULLL ]| | 2488 3425 4150 4833546 ./, o1 .09  73.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80554: 1,4-Methano-1H-indene, octahydro-4-methyl-8-n
108.0
5000 53%6
204. :
‘ 0\ 0 m/z 161.85  67.29%
Jld“‘ u\i\d\‘ \\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
161.0
13.50
5000 ITI/Z 104.95 66.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80521: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-7-met
161.0 13.50
m/z 93.05 61.22%
5000
wlmmiih B yiw
miz--> 50 100 150 200 250 300 350 400 450 500 550 13.50

SFAM-EPA-BP122723.MA.M Tue Jan 09 02:21:26 2024 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 Cycloisolongifolene, 9,10-d... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.586 19.31 ng/ul 3035220  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 60
2 1H-Indene, 5-hexyl-2,3-dihydro- 202 C15H22 054889-55-3 42
3 1,1-Dimethyl-1-sila-3-thiacycloh... 146 C6H14SSi 018163-14-9 41
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 38
5 4a,8a-Ethenonaphthalene, 1,2,3,4... 160 C12H16 024139-32-0 38

Abundance Scan 1785 (13.586 min): BP019236.D\data.ms (-1778) (- m/z 131.00 100.00%
131.0

-

50001 410
2021
il
ol A RRALLL ) 267.9 356.9415.0 489.1548. ./, 187 o5  98.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
69.0
5000 —L ‘
13.50
1 F m/z 91.00  96.09%
i
‘\ H l“\ MJ \hnﬁ' I\

BB EARAREE \“\\H‘\H\‘\H\‘H\\‘HH‘HH‘\\H‘\\H‘\

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

Abundance #78041: 1H-Indene, 5-hexyl-2,3-dihydro-
131.0

=

13.50
5000 m/z 105.05 71.52%

202.0
41.0 ‘
m ! \ n | \‘

et e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25309: 1,1-Dimethyl-1-sila-3-thiacyclohexane

131.0 13.50

m/z 117.00 70.83%

A

=

43.0

| “ ! “ I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50

5000

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 8 (1R,4aR,8aR)-2,5,5,8a-Tetra... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.616 5.10 ng/ul 801174  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,8aR)-2,5,5,8a-Tetramethy... 204 C15H24 079562-96-2 80
2 Di-epi-.alpha.-cedrene 204 C15H24 050894-66-1 70
3 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 53
4 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 53
5 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 49
Abundance Scan 1790 (13.616 min): BP019236.D\data.ms (-1788) (- | m/z 119.00 100.00%
119.0
5000
55.
1 ‘m “ 204.2 Jos7 306 ‘ 13.50 14.00
bbb hRy. || 2667 340.9 4151 491.0548: ./, 931  49.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80450: (1R,4aR,8aR)-2,5,5,8a-Tetramethyl-4,5,6,7,8,8a
119.0
5000
41.0 13.50 14.00
m/z 111.10  44.94%
WAL, e
\\H\M‘J“\MMHL“““”\H\‘\\g‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80220: Di-epi-.alpha.-cedrene
119.0
— =
13.50 14.00
5000 m/z 105.00  28.80%
41.0
204.0
AT T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80234: trans-.alpha.-Bergamotene
119.0 13.50 14.00
m/z 69.10 28.45%
5000
41.0
llme UL
miz--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 9 Longifolene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.704 62.60 ng/ul 9838470  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 99
4 Longifolene 204 C15H24 000475-20-7 98
5 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 97

Abundance Scan 1805 (13.704 min): BP019236.D\data.ms (-1798) (- m/z 90.95 100.00%

91.0 16{.1
5000

ML)
L AIRALL | |222.1261.0340.9309.1 475.1587.5  1/5 161,10 96.31%

\ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80113: Longifolene
161.0
91.0
5000

y 13.50 14.00
| \Mul

o

m/z 105.05 74.96%

\HWW‘H W‘”\MMW‘”‘W‘”\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0

13.50 14.00
5000 m/z 93.05 67.00%
gl
UV —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80114: Longifolene
94.0 161.0 13.50 14.00

m/z 107.10  62.84%

5000
»M y

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 10 (S,1Z,6Z)-8-Isopropyl-1-met... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.751 14.79 ng/ul 2323730  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S,1Z,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 86
2 (E)-.beta.-Farnesene 204 C15H24 018794-84-8 86
3 Ylangene 204 C15H24 014912-44-8 55
4 Copaene 204 C15H24 003856-25-5 55
5 Copaene 204 C15H24 003856-25-5 55

Abundance Scan 1813 (13.751 min): BP019236.D\data.ms (-1810) (- m/z 119.05 100.00%

119.1
41.0
5000
204.2
il

| \L 13.50 14.00

Ao b b 28093409 41324761 5415 /7 93.00  96.33%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80314: (S, 1Z 62) -8-Isopropyl-1-methyl-5-methylenecycl
5000

13.50 14.00
m/z 69.10  83.32%

il | I

‘h “Hwi‘d‘lﬂ\‘I‘\""""‘HH‘HH‘HH‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80204: (E)-.beta.-Farnesene

41.0

T
13.50 14.00

o

5000 m/z 91.00 75.96%
133.0
RV
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80090: Ylangene
105.0 13.50 14.00

m/z 161.10  64.99%

41.0
5000
Ll e J@

m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 11 cis-Thujopsene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.957 17.91 ng/ul 2814660  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Thujopsene 204 C15H24 000470-40-6 99
2 cis-Thujopsene 204 C15H24 000470-40-6 99
3 cis-Thujopsene 204 C15H24 000470-40-6 90
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 90
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 86
Abundance Scan 1848 (13.957 min): BP019236.D\data.ms (-1842) (- | m/z 119.05 100.00%
119.1
5000
41.0
204.2
\ 14.00
0 !“J‘\ Lo Ll 26783258 4200 8319 ./, 195 00  73.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80131: cis-Thujopsene
119.0
41.0
5000
14.00
204.0 m/z 123.10 60.58%

! M il

\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80141: cis-Thujopsene

119.0

o

14.00
5000 m/z 121.10  59.15%
204.0

| \L | w‘. \“ ‘7. ” ]

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

=

Abundance #80140: cis-Thujopsene
119.0 14.00
m/z 93.05 55.47%
41.0
5000 204.0
“WJM&HH"_‘H“H“H‘W“H“H“H‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 13 Camphene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.263 13.81 ng/ul 2170870  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Camphene 136 C10H16 000079-92-5 86
2 D-Limonene 136 C1leH16 005989-27-5 81
3 Limonene 136 C10H16 000138-86-3 81
4 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 76
5 Bicyclo[4.1.0]heptane, 7-(1-meth... 136 C1@H16 053282-47-6 70
Abundance Scan 1900 (14.263 min): BP019236.D\data.ms (-1895) (- | m/z 93.00 100.00%
- NUM
P — —
“ “ “ ‘ fe1.1 14.00 14.50
0 WH LML L, L) 26763304 4009 4747 548: /0 6o 0 73.08%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #18001: Camphene
93.0
5000127. T T
14.00 14.50
‘ m/z 121.10  67.52%
1!’1“1 |\ “l\!\’\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18009: D-Limonene
68.0
—— —
14.00 14.50
5000 m/z 67.00 49.58%
‘ 136.0
W.IH\H 2
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17991: Limonene R —
68.0 14.00 14.50
m/z 94.05 42.52%
5000
136.0
1113 — | DY) W | i Y
mlz--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 14 (1R,4R,5S)-1,8-Dimethyl-4-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.333  18.59 ng/ul 2921710  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 94
2 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 76
3 (1R,4R,4asS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 74
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 72
5 1-Methyl-4-(6-methylhept-5-en-2-... 204 C15H24 000451-55-8 70

Abundance Scan 1912 (14.333 min): BP019236.D\data.ms (-1907) (- m/z 119.10 100.00%
119.1
5000
41.0
“ “ h ‘ ’ ‘ 189.2 14.00 14.50
ol JAMLLALITTY 267.0325.0 400945755170 0 93 60 81.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0
5000 — —
14.00 14.50
41.0 o
m/z 121.10 64.58%
‘ } ’ ‘ \ 204.0
\”\‘\“JHH\\M‘H \“ll\h‘\‘l\l\L“‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80319: Bicyclo[3.1.1]hept-2-ene, 2,6-dimethyl-6-(4-meth
93.0
— =
14.00 14.50
5000 ITI/Z 79.00 48.26%
) H\ o
“WWWAW‘uhuh‘\p"w“u“u“u“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80446: (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(prop-1-en-2-y — —
119.0 14.00 14.50
m/z 105.00  48.13%
5000
204.0
550\‘
Ll oW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 16 Aromandendrene Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
14.592 4.16 ng/ul 654439  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Aromandendrene 204 C15H24 000489-39-4 93
2 Alloaromadendrene 204 C15H24 025246-27-9 90
3 Caryophyllene-(I1) 204 C15H24 1000158-18-5 89
4 Aromandendrene 204 C15H24 000489-39-4 86
5 Aromandendrene 204 C15H24 000489-39-4 86
Abundance Scan 1956 (14.592 min): BP019236.D\data.ms (-1951) (- m/z 91.00 100.00%
91.0
161.1
5000
T [
L o
ob kL 'mw_m 9 [ 357.0 42924897549 /7 105.00 90.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80134: Aromandendrene
41.0
5000 — :
14.50
m/z 93.05 80.83%
‘ ‘ ‘ 204.0
\\\JI\“\\\“Nl\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80175: Alloaromadendrene
41.0
T \
105.0 14.50
5000 m/z 79.00 69.73%
mWH"“M\u"‘th"l”"_"‘,"H_m,w_ww,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80191: Caryophyllene-(I1) —r
105.0 14.50
41.0 m/z 107.10 68.18%
189.0
5000 J
“L‘“M\"le\“‘ dalth
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 17 unknown-01 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
14.898 3.72 ng/ul 585348  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3.4-Trimethyl-6-cyclohexylbenzene 202 C15H22 032406-17-0 43
2 5-Ethyl-4,7-dihydro-2-methyl-7-o. 202 C10H10N40 903195-75-5 27
3 13,5-Trimethyl-2- cyclohexylbenzene 202 C15H22 004516-10-3 27
4 2-Phenyl-2,4-octadienol 202 C14H180 1000131-83-7 25
5 (8R,8aS)-8,8a-Dimethyl-2-(propan... 202 C15H22 027840-40-0 22

Abundance Scan 2008 (14.898 min): BP019236.D\data.ms (-2002) (- m/z 105.00 100.00%
D

(
105.0
202.2
5000
‘hi

I I
41.0 ‘ 14.50 15.00
ol LLLBLLY || 2639 34104009 4882548 1 20y 15 76.61%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78047: 1,3.4-Trimethyl-6-cyclohexylbenzene
202.0
133.
5000

14. 50 15 00
m/z 159.05  48.58%

\\5\‘5\\0\I\“\“‘\“\“‘\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77269: 5-Ethyl-4,7-dihydro-2-methyl-7-oxopyrazolo[1,5-
202.0

14 50 15 00
5000 m/z 131.00  45.83%
53.0
HLWMMM‘Mwlwh"H“H‘w“u‘u“_‘u‘u“_‘u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78045: 13,5-Trimethyl-2-cyclohexylbenzene
202.0 14. 50 15 00

m/z 118.05 39.90%

5000
AN S

\ \
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 18 1H-Benzocycloheptene, 2,4a,... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
14.927 6.37 ng/ul 1000730  Acenaphthene-d10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 90
2 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 87
3 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 83
4 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 76
5 1H-Benzocycloheptene, 2,4a,5,6,7... 204 C15H24 001461-03-6 74
Abundance Scan 2013 (14.927 min): BP019236.D\data.ms (-2010) (- m/z 119.10 100.00%
119.1
- MUL
55.0 204.2 T
Tl 1500
ol kb1l | 2810 355.9  447.3 5259 ./, 93.1p  46.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80374: 1H-Benzocycloheptene, 2,4a,5,6,7,8-hexahydro-
119.0
204.0
5000 ‘1 T
410 5.00
} m/z 91.00 39.79%
\\H\\IfJ‘\\“LH!IH‘lLU‘%l\\“\‘J\\‘\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80373: 1H-Benzocycloheptene, 2,4a,5,6,7,8-hexahydro-
119.0
—=
15.00
m/z 105.00 22.88%
5000 204.0 /
41.0 ‘
Sy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80526: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahyd —==
119.0 15.00
m/z 92.00 22.06%
50001 41 ¢
\ 204.0
“,J‘“”"”'““J‘\ N
miz--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 19 1H-Benzocyclohepten-7-0l, 2... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.674 5.11 ng/ul 803529  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzocyclohepten-7-0l1, 2,3,4,... 222 C15H260 006892-80-4 99
2 1H-Benzocyclohepten-7-0l1, 2,3,4,... 222 C15H260 006892-80-4 91
3 1H-Benzocyclohepten-7-0l, 2,3,4,... 222 C15H260 006892-80-4 72
4 N'-(2,4,6(1H,3H,5H)-Trioxopyrimi... 319 C12H9N506 1000225-72-5 59
5 1H-Benzocyclohepten-7-0l, 2,3,4,... 222 C15H260 006892-80-4 49

Abundance Scan 2140 (15.674 min): BP019236.D\data.ms (-2135) (- m/z 95.10 100.00%

95.1
5000
189.1 A

‘ 1550  16.00
34J”“"WMNWMW‘\26593430402746105308 n/z 151.00  99.19%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #102069: 1H-Benzocyclohepten-7-ol, 2,3,4,4a,5,6,7,8-0c
151.0

o

43.0

5000 T T
15.50 16.00

m/z 43.00 71.24%

222.0

\u\ \‘T‘\“ T \\\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #102068: 1H-Benzocyclohepten-7-ol, 2,3,4,4a,5,6,7,8-0c
43.0 151.0

\
15.50 16.00

5000 m/z 109.05 67.70%
222.0
il 2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102065: 1H-Benzocyclohepten-7-ol, 2,3,4,4a,5,6,7,8-oc . —T
43.0 151.0 15.50 16.00

m/z 69.00 54.16%

5000

%

L ero

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 20 (3R,3aS,6S,7R)-3,6,8,8-Tetr... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.727 30.96 ng/ul 4865380  Acenaphthene-di10 14.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3asS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 91
2 Cedrol 222 C15H260 000077-53-2 91
3 Cedrane, 8-propoxy- 264 C18H320 019870-75-8 87
4 Cedrol 222 C15H260 000077-53-2 87
5 Cedrol 222 C15H260 000077-53-2 74
Abundance Scan 2149 (15.727 min): BP019236.D\data.ms (-2144) (- | m/z 95.85 100.00%
95.0
—2 =
LT
0 ‘3“ ! ‘\w“” ibh - 269,3326.9384.4 447.8504.4 /7 151.05  62.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro-
95.0
5000 — ——
15.50 16.00
N> ‘ m/z 150.05  56.43%
5.0222.0
JHHH\““I""‘“\“
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedro
95.0
—— —
15.50 16.00
5000 m/z 81.10  38.20%
i
“H‘\'\\“m\“‘l‘““ L —
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #153469: Cedrane, 8-propoxy- = —T=
150.0 15.50 16.00
m/z 43.00 37.87%
43.0
5000
M Wi
ML LA
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 24 Tricyclo[6.3.0.0(1,5)]undec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.933  34.22 ng/ul 3552650  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[6.3.0.0(1,5)]undecan-4-... 192 C13H200 1000153-99-8 72
2 1-Pyridin-3-yl-1,4-diazepane 177 C1OH15N3 223796-20-1 50
3 4-Hydroxy-2-methylbenzaldehyde 136 C8H802 041438-18-0 49
4 Anthracene, tetradecahydro-, (4a... 192 Cl14H24 019128-78-0 46
5 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 45
Abundance Scan 2184 (15.933 min): BP019236.D\data.ms (-2180) (- | m/z 135.85 100.00%
135.1
411
il e
o MLLLI L B2P2 28105018 4239 457.3545 56.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66923: Tr|cyc|o[6 3.0.0(1,5)lundecan-4-one, 5,9-dimethy
135.
50001 41.0
1600
54.37%
e
\\WWJ\UW\\ !J\i\l\‘ll’l\“\“\‘}\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #51755: 1-Pyridin-3-yl-1,4-diazepane
135.0
1600
5000 34.73%
43.0
M‘\MH Wk
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18757: 4-Hydroxy-2-methylbenzaldehyde
135.0 1600
m/z 192 33.52%
5000
77.0
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1600
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 27 (DEL) Alkane: Cyclicl7.421 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.421 10.82 ng/ul 1123220  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctane, butyl- 168 C12H24 016538-93-5 47
2 Cyclopentane, 1,1,3-trimethyl-3-... 166 C12H22 074421-09-3 47
3 3-Isopropyl-5-methyl-hex-4-en-2-one 154 C10H180 077142-85-9 43
4 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 43
5 2-Thiopheneacetic acid, 2-ethylc... 252 C14H2002S 1000278-96-1 35
Abundance Scan 2437 (17.421 min): BP019236.D\data.ms (-2430) (- | m/z 69.05 100.00%
69.0
o MJJL
—
H‘“ 208.1 17.50
0 il M \Ww‘u S 280.1343.03997 475.8534.5 /7 111.10  80.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43496: Cyclooctane, butyl-
69.0
5000 T
17.50
m/z 55.00  48.45%
\\“\‘\““\‘\“‘\H}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #41591: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-prog
69.0
——
17.50
5000 m/z 41.05 40.73%
HM’Wuu‘4‘1‘?‘1;9‘ww_""HH_wwwww_
mlz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31133: 3-Isopropyl-5-methyl-hex-4-en-2-one T
69.0 17.50
m/z 43.00 40.65%
- fmx$dmﬂAA/\ﬂJMwWmek
L —
mlz--> 50 100 150 200 250 300 350 400 450 500 550 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 28 10,10-Dimethyl-4-acetyl-tri... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
18.057 4.81 ng/ul 499685  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,10-Dimethyl-4-acetyl-tricyclo... 206 C14H220 176171-97-4 50
2 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C1@H15B02 074630-03-8 38
3 Propanal, 2-(4-ethoxyphenyl)-2-m... 192 C12H1602 093622-71-0 35
4 1-Tyrophanamide 180 C9H12N202 1000131-25-3 35
5 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 35
Abundance Scan 2545 (18.057 min): BP019236.D\data.ms (-2539) (- m/z 43.00 100.00%
43.0
163.1
5000
i BO s
} 224.1282. '
. JI»JW \“JL*J‘“ L |224.12829 36084189 5034 . 163 05  54.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82800: 10,10-Dimethyl-4-acetyl-tricyclo[5.2.1.0(1,5)]dec
168.0
5000 — :
18.00
43.0 m/z 55.00  50.37%
J\mﬂ)%.pl“l“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52452: 4H-1,3,2-Dioxaborin, 4,6-diethenyl-2-ethyl-4-met
163.0
RN \
18.00
5000, 950 m/z 108.60  39.47%
Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #66677: Propanal, 2-(4-ethoxyphenyl)-2-methyl- — ‘
163.0 18.00
m/z 41.05 35.54%
5000 Mﬁt
91.
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 03

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
BP019236.D

Jan 2024 07:38

: MA/JU
. 05952-04

. 38

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 29 n-Hexadecanoic acid Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
18.098 16.88 ng/ul 1751716 Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Tridecanoic acid 214 C13H2602 000638-53-9 90

Abundance Scan 2552 (18.098 min): BP019236.D\data.ms (-2548) (- m/z 73.00 100.00%

73.0
5000
213.2 — —
“H } ‘l \ 20 1 18.00 18.50
ob o AL L1 | 320.1 3915 47345362 /0 6o 00 82.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — T T
18.00 18.50
m/z 43.05 68.68%

“ 213.0
‘\\\\‘H \l\‘u‘\h\“\lJ]l\!\\‘\‘\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid

73.0

= ‘
256.0 18.00 18.50
5000 ' m/z 57.05 65.46%

157.0

A Tt

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

Abundance #143508: n-Hexadecanoic acid ; : :
1
43.0 256.0 18.00 18.50
m/z 55.05 60.18%
5000
129.0

“H‘ﬂ Mmm“ﬁ]?ﬂ" — ;

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 30 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.027 17.40 ng/ul 1806470  Phenanthrene-d10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 99
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 96
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 96
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 89
5 S-Indacene-1,7-dione, 2,3,5,6-te... 270 C18H2202 055591-16-7 30
Abundance Scan 2710 (19.027 min): BP019236.D\data.ms (-2705) (- m/z 255.15 100.00%
255.2
173.1
5000
69.0
T
b s
0 Fb ‘u‘u M‘“wk AL 11 319.9377.3 47595360 /7 173,05  74.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161420: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-
255.0
5000 159.0 — i
69.0 19.00
m/z 159.10  68.73%
\\\" ‘l\\J\J‘\‘“\H\“\h\m‘lﬂ\\\\“\J\‘\\“\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161418: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10¢
255.0
T
159.0 19.00
50001 9.0 ’ m/z 185.10  54.32%
j“Mme“J|‘J,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161417: 7-Isopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10z == ‘
159.0 255.0 19.00
m/z 69.00 33.00%
5000
69.0
’L““JMMMJ}‘, —
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 32 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.339 11.27 ng/ul 1498810  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 98
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93

Abundance Scan 2763 (19.339 min): BP019236.D\data.ms (-2759) (- m/z 73.00 100.00%
73.0

-

5000
241.2
‘ Hi | 171‘ | | 19.00 19.50
O ML L1 L | 332.0390.0453.5 849/, 43 05  84.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
}‘ 1850 284.0 m/z 60.00 84.13%
’H\HHHL | \

‘\\H’ 1\‘1\\\‘\H\‘\H!‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\

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

Abundance #179093: Octadecanoic acid
73.0

— —
19.00 19.50
5000 284.0 m/z 57.10 77.61%
185.0

H"h b L

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

—

Abundance #179091: Octadecanoic acid
43.0 19.00 19.50
m/z 55.00 69.73%
5000 129.0
284.0
il e e
m/z--> 0 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_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 34 unknown-02 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
19.792 3.51 ng/ul 466746  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Furo[3,2-g][1]benzopyran-7-on... 216 C12H804 000484-20-8 25
2 Methoxsalen 216 C12H804 000298-81-7 25
3 Methoxsalen 216 C12H804 000298-81-7 25
4 1-Naphthalenecarboxaldehyde, 4,8... 216 C13H1203 069833-11-0 22
5 Methoxsalen 216 C12H804 000298-81-7 22

Abundance Scan 2840 (19.792 min): BP019236.D\data.ms (-2837) (- m/z 216.10 100.00%
2161

5000 298.1

N

55.0 1531‘
b el d L 879.044285089 0513 1 66.44%

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

Abundance #94203: 7H-Furo[3,2-g][1]benzopyran-7-one, 4-methoxy-
216.0

—— -
‘ 19.50 20.00
bl

o

3

5000 1950 20.00
145.0 m/z 298.15 50.96%

6?0
L |
‘\\\\‘\\\\‘\\!\‘\\\1[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94184: Methoxsalen
216.0
Fp =
19.50 20.00
5000 m/z 227.10 44 .85%
89.0
_Hq“mlwﬂf%‘?a‘mH_m_”WH_HWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94183: Methoxsalen T —
216.0 19.50 20.00
m/z 173.10 43.55%
5000
89.0
150,190,
[ A P e e e T T e =T : :
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 36 (DEL) Alkane: Cyclic20.045 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
20.045 2.72 ng/ul 361526  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 Cyclotetracosane 336 C24H48 000297-03-0 92
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2883 (20.045 min): BP019236.D\data.ms (-2881) (- ' m/z 83.10 100.00%
83.
5000 VMNJvL¢¢J\VAﬂLV/&&A
1620 2251 éO‘Od |
bbb w}wiu‘u\w 2201, 809 4763 849 0 o5 o og.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244233: Cyclotetracosane
83.0
5000 . T \
3360 20.00
m/z 97.10  94.53%
153.0
2\\6‘\.\ “\‘\\\‘\\\‘\‘\ ‘A\‘I\ \I2\h1“\0\\0\ ‘2\7\\8\?11 T \l\ ‘ \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
T T
20.00
5000 m/z 69.00 91.97%
A ’ 020 2800
i ‘ _‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane =
43.0 20.00
m/z 57.10 90.07%
5000
1 1.0
H‘“H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 37 unknown-03 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

20.180 7.10 ng/ul 943825  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Chloro-1-tripropylsilyloxybenzene 284 C15H25C10Si 1000307-84-1 30
2 n-Octanoic acid,methyl(tetrameth... 242 C13H2602Si 1010217-03-7 25
3 Anthracene, 1,2,3,4,5,6,7,8-octa... 214 Cl1l6H22 042173-25-1 22
4 Formanilide, 2-phenoxy- 213 C13H11NO2 002770-12-9 15
5 s-Indacene, 1,2,3,5,6,7-hexahydr... 214 C16H22 055030-60-9 15

Abundance Scan 2906 (20.180 min): BP019236.D\data.ms (-2902) (- m/z 199.10 100.00%

199.1
5000 2841
—— —
951 128, - 2000  20.50
ol 55.0414.4 476.7535.2 m/z 213.10 57.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178372: 4-Chloro-1-tripropylsilyloxybenzene
199.0
5000 —p LA
284.0 2000  20.50
m/z 227.10 52.94%
770 135 { |
\\‘\\\\‘\\\\‘11\\ \\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #125770: n-Octanoic acid,methyl(tetramethylene)silyl est
213.0
115.0
— —
20.00 20.50
5000 ITI/Z 284.15 49,92%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92411: Anthracene, 1,2,3,4,5,6,7,8-octahydro-9,10-dime —— P
199.0 20.00 20.50
m/z 157.00 48.49%

-

5000

e

77.0 143 0l
Ll

— 7
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 38 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.239 44.02 ng/ul 5855230  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 91
2 (+)-4-Methoxy-6-ketomorphinan 271 C17H21NO2 1000129-08-5 50
3 Silane, dimethyl(2-chlorophenoxy... 286 C14H23C102Si  1000347-07-3 47
4 (-)-Morphinan-6-one, 4-methoxy- 271 C17H21NO2 1000129-09-1 45
5 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO 069751-55-9 43
Abundance Scan 2916 (20.239 min): BP019236.D\data.ms (-2911) (- | m/z 271.10 100.00%
2711
5000
201.1
690 — A
| ‘ 20.00 20.50
ol M b Mﬂ }'M*'L“ﬂh* b t] 334139934610 534.7 ' n/7 201.10  35.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0
175.0
5000 —— A
20.00 20.50
69.0 m/Z 175.10 35.30%
\‘\H\ ‘\““'\H”\“r‘ h\\ulm“hl‘}“\d \f\\ T \“l\ TT ‘ TTTT ‘\ TT \‘ TTTT ‘ TTTT ‘ L \‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #162310: (+)-4-Methoxy-6-ketomorphinan
271.0
— —
150.0 20.00 20.50
5000 m/z 189.05 26.00%
44.0 ’ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #180929: Silane, dimethyl(2-chlorophenoxy)hexyloxy- — T
271.0 20.00 20.50
m/z 286.10  23.02%
5000
151.0
93.0 l L ‘
200 L daezo AL A
miz--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 39 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.410 237.27 ng/ul 31562800  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 97
3 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 35
4 Silane, dimethyl(2-chlorophenoxy... 286 C14H23C102Si  1000347-07-3 27
5 morpholine, 4-(diphenylphosphino)- 271 C16H18NOP 1000396-99-9 25

Abundance Scan 2945 (20.409 min): BP019236.D\data.ms (-2939) (- m/z 271.15 100.00%

1751 271
5000
AN
691 m | 20.50
obre kb, mlwW_M_mm_‘95‘6;1‘7‘25-‘1‘45‘%-%4‘1‘-1 m/z 175.10  84.63%

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

Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

I

5000 ‘
20.50

m/z 201.10 64.61%

69.
L ‘m “ N Mnﬂ Ll

\H\’\\H \\H‘\\H‘\\H‘\ T T T T T[T T T[T I T T[T [ TTTT]T

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

Abundance #181950: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
271.0

N

175.0 20.50
5000 m/z 189.10  36.50%

69.0
] \“ i\ \‘ i h byl m nJhJ“ \J \ | ] \ "

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

——

Abundance #181988: 5-Androstene, 4,4-dimethyl- ‘
271.0 20.50
m/z 286.10 32.10%
5000
95.0 1750
G 1| b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 40 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.445 68.68 ng/ul 9136460 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 90
2 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 30
3 [1,2,5]-0Oxadiazolo[3,4-a]cinnoli... 202 C10H10N40 1000260-59-4 30
4 Fluoren-9-one, 9a-hydroxy-1,2,3,... 202 C13H1402 1000160-37-9 25
5 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 22

Abundance Scan 2951 (20.445 min): BP019236.D\data.ms (-2949) (- m/z 202.10 100.00%
2021

2841
5000

S

——
411 1M \ ‘ 20.50
e il | 356.1 428.4490.4549.

o

el *J““J m/z 199.10  69.15%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
5000 TT T
113.0 20.50
. m/z 213.10 59.07%
! ”JL\W‘
‘ TTT T ‘ TrTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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

Abundance #77536: 5-Hydroxy-3-methyl-1-phenylpyrazole-4-carbalde
202.0

=

T
20.50
5000 7.0 m/z 284.15 51.90%

L S\PJI\ ‘h M.. L |l H\ﬂ.ﬁ@o |

I B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #77266: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8 L
202.0 20.50

m/z 185.10 43.99%

S

30.0
5000

117.0
J\ ‘II\ ML AI L \1\ g A‘ il

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

S
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 41 Heptadecyl heptafluorobutyrate Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
21.015 9.45 ng/ul 1257716  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
2 Pentacos-1-ene 350 C25H50 016980-85-1 87
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 87
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83

Abundance Scan 3048 (21.015 min): BP019236.D\data.ms (-3045) (- m/z 57.10 100.00%
57.1

%

5000
125.1  215.1
‘ ‘ H‘ 395.0456.1 210
or il HLM““wpw“‘u““w‘u -04%6.1 5269 n/z 83.05  87.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
5000 — :
21.00
1 m/z 55.00 83.56%
‘ } ‘ 238.0
dhf gty ‘

1’\!\\‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

I
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene

o .
[d)1
S

21.00
5000 m/z 43.10 82.15%
125.0
350.0

1] ‘} ‘¢‘1950 2640

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

Abundance #282680: Pentafluoropropionic acid, pentadecyl ester

57.0 21.00
9.0

m/z 69.05 81.74%
] ‘}Jhll 2100 356.0

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

%

5000

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 42 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.104 10.80 ng/ul 1437030  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 89
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 76
3 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 59
4 4H-1-Benzopyran-4-one, 3,7-dihyd... 300 C16H1206 057396-72-2 53
5 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 000472-37-7 49

Abundance Scan 3063 (21.104 min): BP019236.D\data.ms (-3060) (- m/z 285.10 100.00%

285.1
5000 2151
69.1

157. = ==
21.00 21.50

o 386.2 _487.25481 | 300 15 74.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200032: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

5000 ~ =
217.0 21.00 21.50

69.0 \ m/z 243.10  54.16%

‘\\\\h‘\’\h\‘\\H\‘\“i\h\m‘”‘iIWmflLJf\f\ \\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

—
21.00 21.50
5000 m/z 215.10  48.93%

217.0
115.0 H
‘m’h\‘lw il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #200033: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexah — —
285.0 21.00 21.50
m/z 257.10  36.81%

201.0
430 125'OJ e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 43 2(1H)-Phenanthrenone, 3,4,4... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
21.474 6.10 ng/ul 812103  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 94
2 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 76
3 5-Phenylthieno[2,3-d]pyrimidin-4... 300 C15H16N20SSi  1000479-46-5 53
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 015340-83-7 50

5 6-Phenylthieno[3,2-d]pyrimidin-4... 300 C15H16N20SSi  1000471-44-6 47

Abundance Scan 3126 (21.474 min): BP019236.D\data.ms (-3123) (- m/z 285.15 100.00%
285.1

5000
201.1

115.0 I‘W 1530 417 2150
LAl ] L) 38304179 8039 o043 10 5e.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200033: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexah
285.0

.

o

5000 L
21.50

m/z 300.15 34.51%

201.0
43.0 125.0

o -0
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #200028: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexah
285.0

B

21.50
5000 m/z 201.10  25.45%

43.
i \” I mH ‘Hiu MMJ lﬂ ”\ i \

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198981: 5-Phenylthieno[2,3-d]pyrimidin-4-ol, TMS deriv.
285.0

.

21.50
m/z 286.10  19.69%
5000
750 1400 22ﬁ0
I Ll |
SR VO P SR NS N R — -
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 45 unknown-05 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.880  22.15 ng/ul 2947000  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 86
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 86
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 86
4 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 80
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 49

Abundance Scan 3195 (21.880 min): BP019236.D\data.ms (-3190) (- m/z 285.10 100.00%

1941 285.1
5000
41.0
125.0 = =
” s 2150  22.00
0. b b 41 3901 42624891549, /7 194,05  89.59%

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

Abundance #200032: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

.

5000

217.0 2150 22100
69.0 m/z 300.10  58.31%
h ‘ ‘JM uﬁ\ih \Un\“ I “ ‘ \

‘\H\’\\H P HH \H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #200031: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0

43.0

~

21.50 22.00
5000 215.0 m/z 195.10  54.13%

115.0

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

Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0 21.50 22.00

m/z 217.10  51.50%

:

5000
217.0

Mo

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : 03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc

ALS vial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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 46 unknown-06 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.933 114.43 ng/ul 15221600  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Acetamido-1-chlorophenazine 271 C14H10CIN30 023677-12-5 47
2 1,2,3,4-Tetrahydro-7-methoxy-3-m... 229 C14H15NO2 032550-51-9 38
3 Furo(2,3-b)quinoline, 4,8-dimeth... 229 C13H11NO3 000524-15-2 30
4 6-Hydroxy-2,2,4,4-tetramethyl-1,... 244 C15H20N20 138510-19-7 30
5 Benzoic acid, 4-(4-propylcyclohe... 423 C29H29NO2 082406-83-5 27
Abundance Scan 3204 (21.933 min): BP019236.D\data.ms (-3198) (- m/z 229.15 100.00%
229.2
5000
159.1
} 314.1 22 00
o a0t L LT 89734570 8342 501 16 s5.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161855: 7-Acetamido-1-chlorophenazine
229.0
5000 ]
22.00
43.0 m/z 243.15 31.34%
o | |
‘\\\J\‘\\\\‘\\\\‘\\\\“H\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110426: 1,2,3,4-Tetrahydro-7-methoxy-3-methyl-1-oxo-
229.0
/\’\ T T ‘ T
22.00
5000 m/z 159.10  28.56%
159.0
8.0 I\ N
rrrr b A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #110215: Furo(2,3-b)quinoline, 4,8-dimethoxy- T
229.0 2200
21.94%
5000
156.0
63.0 \ \
_“meny&MMLuu“"_“W“H‘H“_“W‘H“H“M
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010224\
Data File : BP019236.D

Acqg On : @03 Jan 2024 07:38
Operator : MA/JU

Sample : 05952-04

Misc :

ALS Vvial : 38 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP122723.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|
.alpha.-Pinene 6.469 4.3 ng/ul 209119 1 7.798 968628 20.0
3-Isopropyl-6,8... 13.222 4.9 ng/ul 767404 3 14.445 3143060 20.0
1,4-Methano-1H-... 13.445 9.7 ng/ul 1516070 3 14.445 3143060 20.0
Cycloisolongifo... 13.586 19.3 ng/ul 3035220 3 14.445 3143060 20.0
(1R,4aR,8aR)-2,... 13.616 5.1 ng/ul 801174 3 14.445 3143060 20.0
Longifolene 13.704 62.6 ng/ul 9838470 3 14.445 3143060 20.0
(S,1z,6Z)-8-Iso... 13.751 14.8 ng/ul 2323730 3 14.445 3143060 20.0
cis-Thujopsene 13.957 17.9 ng/ul 2814660 3 14.445 3143060 20.0
Camphene 14.263 13.8 ng/ul 2170870 3 14.445 3143060 20.0
(1R,4R,5S)-1,8-... 14.333 18.6 ng/ul 2921710 3 14.445 3143060 20.0
Aromandendrene 14.592 4.2 ng/ul 654439 3 14.445 3143060 20.0
unknown-01 14.898 3.7 ng/ul 585348 3 14.445 3143060 20.0
1H-Benzocyclohe... 14.927 6.4 ng/ul 1000730 3 14.445 3143060 20.0
1H-Benzocyclohe... 15.674 5.1 ng/ul 803529 3 14.445 3143060 20.0
(3R,3aS,6S,7R)-... 15.727 31.0 ng/ul 4865380 3 14.445 3143060 20.0
Tricyclo[6.3.0.... 15.933 34.2 ng/ul 3552650 4 17.198 2076070 20.0
(DEL) Alkane: C... 17.421 10.8 ng/ul 1123220 4 17.198 2076070 20.0
10,10-Dimethyl-... 18.057 4.8 ng/ul 499685 4 17.198 2076070 20.0
n-Hexadecanoic ... 18.098 16.9 ng/ul 1751710 4 17.198 2076070 20.0
Phenanthrene, 1... 19.027 17.4 ng/ul 1806470 4 17.198 2076070 20.0
Octadecanoic acid 19.339 11.3 ng/ul 1498810 5 21.304 2660480 20.0
unknown-02 19.792 3.5 ng/ul 466746 5 21.304 2660480 20.0
(DEL) Alkane: C... 20.045 2.7 ng/ul 361526 5 21.304 2660480 20.0
unknown-03 20.180 7.1 ng/ul 943825 5 21.304 2660480 20.0
2-Phenanthrenol... 20.239 44.0 ng/ul 5855230 5 21.304 2660480 20.0
unknown-04 20.410  237.3 ng/ul 31562800 5 21.304 2660480 20.0
4,4'-Bis(tetrah... 20.445 68.7 ng/ul 9136460 5 21.304 2660480 20.0
Heptadecyl hept... 21.015 9.4 ng/ul 1257710 5 21.304 2660480 20.0
9(1H)-Phenanthr... 21.104 10.8 ng/ul 1437030 5 21.304 2660480 20.0
2(1H)-Phenanthr... 21.474 6.1 ng/ul 812103 5 21.304 2660480 20.0
unknown-05 21.880 22.1 ng/ul 2947000 5 21.304 2660480 20.0
unknown-06 21.933 114.4 ng/ul 15221600 5 21.304 2660480 20.0
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