LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc :

ALS Vvial : 17 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@19294.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 21 24 28 rvB2 17171 19474 0.43% 0.048%
2 3.652 93 96 107 rBV 85973 129999 2.90% 0.319%
3 3.752 111 113 118 rVB5 7813 8992 0.20% 0.022%
4 3.870 129 133 138 rVB 9149 14183 0.32% 0.035%
5 3.970 146 150 156 rvB2 7650 10632 0.24% 0.026%
6 4.887 302 306 312 rBV 15459 25079 0.56% 0.062%
7 6.305 540 547 555 rBV 26327 46711 1.04% 0.115%
8 6.464 568 574 581 rVB2 14133 22873 0.51% 0.056%
9 6.987 656 663 675 rBv 239977 401988 8.97% 0.987%
106 7.087 675 680 683 rVW 48838 70269 1.57% 0.172%
11 7.134 683 688 696 rVB 201881 305819 6.83% 0.751%
12 7.328 714 721 730 rBV 269050 408501 9.12% 1.003%
13 7.681 778 781 785 rVB6 4274 6163 0.14% 0.015%
14 7.793 791 800 810 rBV 353737 546301 12.20% 1.341%
15 7.922 818 822 826 rVB4 5086 7917 0.18% 0.019%
16 8.452 908 912 917 rVB4 12170 18346 0.41% 0.045%
17 8.522 917 924 937 rVW 266419 439056 9.80% 1.078%
18 8.628 937 942 946 rVV2 11813 20904 0.47% 0.051%
19 8.675 946 950 957 rVBl1e 5803 10771 0.24% 0.026%
20 8.958 992 998 1008 rVV 223329 368761 8.23%  0.905%
21  9.546 1093 1098 1108 rBV7 8873 18357 0.41% 0.045%
22 9.681 1113 1121 1128 rVWV 197821 337407 7.53% 0.828%
23 9.734 1128 1130 1137 rVBS8 4319 7476 0.17% 0.018%
24 10.116 1188 1195 1201 rBV7 7349 14717 ©.33% 0.036%
25 10.228 1206 1214 1228 rBV 271478 502936 11.23% 1.234%
26 10.587 1265 1275 1285 rBV 390863 663238 14.81% 1.628%
27 10.746 1294 1302 1319 rBV 129478 268920 6.00% 0.660%
28 11.410 1409 1415 1420 rBV9 5677 9972  0.22% 0.024%
29 11.604 1442 1448 1454 rBV7 6939 15200 0.34% 0.037%
30 12.010 1510 1517 1521 rBV 15509 24519 0.55% 0.060%
31 12.e57 1522 1525 1529 rBV5 4711 6395 0.14% 0.016%
32 12.640 1619 1624 1628 rBV6 5404 8788 0.20% 0.022%
33 12.822 1652 1655 1663 rVB7 6480 13596 0.30% 0.033%
34 12.934 1666 1674 1677 rVV4 24497 48101 1.07% ©0.118%
35 12.963 1677 1679 1684 rvV 22425 25125 0.56% 0.062%
36 13.022 1685 1689 1694 rvB8 4496 7407 0.17% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc :

ALS Vvial : 17 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 13.110 1700 1704 1708 rBV7 8203 13662 ©0.30% 0.034%
38 13.157 1708 1712 1716 rVV5 18119 28074 0.63% 0.069%
39 13.216 1716 1722 1725 rVV 28416 58675 1.31% 0.144%
40 13.257 1725 1729 1734 rVWV 53525 95622 2.13% 0.235%
41 13.304 1734 1737 1740 rVV4 19917 34261 0.76% ©0.084%
42 13.334 1740 1742 1747 rVB3 24803 30992 0.69% 0.076%
43 13.381 1747 17560 1753 rBV5 4862 5736 0.13% 0.014%
44 13.434 1753 1759 1764 rBV 98941 147912 3.30% 0.363%
45 13.575 1776 1783 1787 rBvV2 153410 243002 5.42% 0.596%
46 13.693 1797 1803 1808 rBV 655102 1008697 22.52% 2.476%
47 13.740 1808 1811 1820 rVV2 114043 193301 4.32% 0.474%
48 13.857 1822 1831 1837 rVV 522508 785313 17.53%  1.928%
49 13.910 1837 1840 1844 rVvV 52192 85396 1.91% 0.210%
50 13.951 1844 1847 1853 rVB2 67298 96490 2.15% 0.237%
51 14.028 1858 1860 1866 rVB3 10234 14630 0.33% 0.036%
52 14.128 1871 1877 1885 rVvV 575685 879677 19.64% 2.159%
53 14.251 1893 1898 1905 rVB 142185 225645 5.04% 0.554%
54 14.328 1905 1911 1916 rBV2 327221 477708 10.66% 1.173%
55 14.440 1920 1930 1935 rBV 592012 955690 21.33%  2.346%
56 14.498 1935 1940 1946 rVW 330671 474831 10.60% 1.166%
57 14.581 1950 1954 1966 rvB2 217833 338648 7.56% 0.831%
58 14.687 1966 1972 1980 rBV 236645 469742 10.49% 1.153%
59 14.757 1980 1984 1987 rVv2 22612 42203 0.94% 0.104%
60 14.798 1987 1991 2000 rVV2 180363 295899 6.61% 0.726%
61 14.887 2003 2006 2010 rVV 68956 91135 2.03% 0.224%
62 14.951 2014 2017 2021 rBV3 33863 46621 1.04% 0.114%
63 14.993 2021 2024 2027 rVB3 24940 27727 0.62% 0.068%
64 15.075 2035 2038 2043 rVB2 38636 55937 1.25% 0.137%
65 15.287 2070 2074 2078 rVB 152264 180176 4.02% 0.442%
66 15.434 2093 2099 2106 rBV 798780 1139357 25.43% 2.797%
67 15.569 2117 2122 2127 rBV 203220 325190 7.26% ©.798%
68 15.692 2136 2143 2145 rBV 151282 278386 6.21% 0.683%
69 15.722 2145 2148 2154 rVB 300832 399508 8.92% 0.981%
70 15.851 2166 2170 2174 rVB4 33488 47319 1.06% 0.116%
71 15.922 2177 2182 2187 rVB4 125847 216017 4.82% 0.530%
72 16.151 2217 2221 2223 rBV 296940 428774 9.57% 1.052%
73 16.851 2334 2340 2350 rBV 1634480 2488402 55.55% 6.108%
74 16.945 2352 2356 2360 rVV 330232 431320 9.63% 1.059%
75 16.998 2361 2365 2369 rVB 327603 462863 10.33% 1.136%

76 17.192 2393 2398 2406 rBV 790035 1194164 26.66% 2.931%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc :

ALS Vvial : 17 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 17.292 2410 2415 2425 rVB 923185 1332237 29.74%  3.270%
78 17.610 2466 2469 2474 rVB 122422 161877 3.61% 0.397%
79 17.692 2479 2483 2489 rVB 355722 445039 9.93% 1.092%
80 18.034 2538 2541 2546 rVB 193719 243920 5.45% 0©.599%
81 18.092 2547 2551 2555 rBV 629624 770067 17.19%  1.890%
82 18.369 2594 2598 2603 rBV 267843 329940 7.37% 0.810%
83 18.981 2699 2702 2705 rBV 173521 191552 4.28% 0.470%
84 19.016 2705 2708 2712 rVB 228447 245845 5.49% 0.603%
85 19.328 2758 2761 2768 rVV2 231812 327669 7.31% 0.804%
86 19.404 2771 2774 2782 rVB4 191395 259248 5.79% 0.636%
87 19.539 2792 2797 2803 rBV 1378279 1783703 39.82% 4.378%
88 19.704 2822 2825 2833 rBV4 90166 144417  3.22% 0.354%
89 20.228 2911 2914 2922 rVB 366084 493149 11.01% 1.210%

90 20.398 2937 2943 2946 rBV 3657871 4479699 100.00% 10.996%

91 20.433 2946 2949 2958 rVB 1178517 1635994 36.52% 4.016%
92 21.004 3043 3046 3051 rVB 314291 374993 8.37% 0.920%
93 21.098 3059 3062 3069 rVB4 227215 379374 8.47%  0.931%
94 21.298 3092 3096 3105 rVB 1247070 1562669 34.88%  3.836%
95 21.863 3188 3192 3195 rBV2 260105 339269 7.57% ©.833%
96 21.916 3196 3201 3207 rVB 587874 934150 20.85% 2.293%
97 22.386 3277 3281 3292 rBV3 245391 397454 8.87% ©.976%
98 23.510 3466 3472 3482 rVB2 1052990 2088789 46.63% 5.127%
99 23.663 3493 3498 3508 rVB 817669 1622261 36.21%  3.982%
100 24.251 3594 3598 3606 rVB 272853 527416 11.77%  1.295%

Sum of corrected areas: 40740326
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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

Abundance : . .
4000000 TIC: BP019294.D\data.ms

3500000
3000000
2500000
2000000
1500000
1000000

500000 0.587
6. 93754328 7.793 8.522 958 9681 10 22

02228 3.8%%my0 4.887 6.3a6e _ 1.007 e 922 8.AGERES | 959@34101 6 j\o 746 11.41004

Time--> 3. 50 4.00 4. 50 500 550 6.00 650 7. 00 750 8. 00 8.50 9.00 9 50 10.00 10.50 11.00 11.50
Abundance TIC: BP019294.D\data.
PR C 019294 .D\data.ms

20.89
3500000
3000000
2500000
2000000 16.851

19.539
1500000

18.092

1000000 I

500000 17.640 704

1220087

LA PR 2 d M e

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance : . .
4000000 TIC: BP019294.D\data.ms

3500000
3000000
2500000

2000000
21.298 23.510

1500000 3.663
21.916

1000000 21.863 22.386 24.251

500000 AN

0\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
13.257 2.00 ng/ul 95622  Acenaphthene-di1e 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tetradecane 198 C14H30 000629-59-4 76
3 Tetradecane 198 C14H30 000629-59-4 76
4 Silane, trichlorooctadecyl- 386 C18H37C13Si 000112-04-9 74
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 72

Abundance Scan 1729 (13.257 min): BP019294.D\data.ms (-1725) (- m/z 57.00 100.00%

57.0
5000
\

198.2 ‘
A p2T0 1982 28163429 4304488.9547. . 4310 74.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74004: Tetradecane
57.0

5000 — e
13.00 13.50

m/z 71.05 59.54%

\‘J 127.0 198.0
‘\\J\‘\‘\\\h\‘g!‘\‘l\#“\1\\H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74005: Tetradecane

57.0

o

o

13.00 13.50
5000 m/z 41.00 40.23%
fIIERED
O A A N AR AN AR NN AR SR ARRN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane T —
57.0 13.00 13.50

m/z 85.05 38.07%

5000
“ \127.0 198.0
0 |

—T —T
m/z--> 0 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\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 2 1,4-Methano-1H-indene, octa... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
13.434 3.10 ng/ul 147912  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Methano-1H-indene, octahydro... 204 C15H24 003650-28-0 94
2 .gamma.-Muurolene 204 C15H24 030021-74-0 89
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 86
4 .gamma.-Muurolene 204 C15H24 030021-74-0 80
5 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 64
Abundance Scan 1759 (13.434 min): BP019294.D\data.ms (-1753) (- m/z 108.05 100.00%
108.1
5000
41.0
189.2 =
L
oAl ‘we‘h”w\ Lil] . 281.93411401.0460.1 5349 ./, 91 09 72.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80554: 1,4-Methano-1H-indene, octahydro-4-methyl-8-n
108.0
41.0
5000 13.50
204.0 :
‘ m/z 104.95  69.54%
OJ“II‘JW‘l‘JmM”h \‘l\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80173: .gamma.-Muurolene
161.0
13.50
5000 m/z 161.05 65.78%
93.
027¢AM“|LAM“,,,,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80351: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dime
161.0 13.50
91 m/z 93.05 57.68%
5000
9. ‘
0 i““"AmJJ\,,,, o
miz--> 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 3 4,4-Dimethyl-3-(3-methylbut... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.575 5.09 ng/ul 243002  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl-3-(3-methylbut-3-en... 202 C15H22 079718-83-5 55
2 Cycloisolongifolene, 9,10-dehydro- 202 C15H22 1000156-81-6 52
3 (1aS,4as,8aR)-4a,8,8-Trimethyl-2... 202 C15H22 051446-91-4 42
4 1H-Indene, 5-hexyl-2,3-dihydro- 202 C15H22 054889-55-3 41
5 1,1-Dimethyl-1-sila-3-thiacycloh... 146 C6H14SSi 018163-14-9 38
Abundance Scan 1783 (13.575 min): BP019294.D\data.ms (-1776) (- | m/z 130.95 100.00%
130.9
2021 A :
UL
0L dhkbARLLLLL 26583269 400846195239 ./, 91,90 98.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78069: 4,4-Dimethyl-3-(3-methylbut-3-enylidene)-2-mett
13{1.0
5000 s ‘
202.0 13.50
410 \ ‘ m/z 187.10  92.26%
0 \”TTJ‘AL\JJL”M“L\“‘i\\“\”}‘\M‘“ JI\ L L L R Y
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78044: Cycloisolongifolene, 9,10-dehydro-
187.0
A ‘
69.0 13.50
5000 m/z 117.05 62.55%
: MMW\,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #78081: (1aS,4aS,8aR)-4a,8,8-Trimethyl-2-methylene-1, e ‘
117.0 13.50
m/z 105.00 61.36%
5000
55. 202.0
0! ‘H'\H”, AR
mlz--> 50 100 150 200 250 300 350 400 450 500 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 4 Longifolene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.693 21.11 ng/ul 1008700  Acenaphthene-d10 14.440
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 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 98
4 Longifolene 204 C15H24 000475-20-7 97
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 96

Abundance Scan 1803 (13.693 min): BP019294.D\data.ms (-1797) ( m/z 90.95 100.00%

m AML

L N
H {| H \2 13.50 14.00
AGANAA L | 1220.0280.9341.7 415247515348 /7 161.05  81.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80100: Longifolene
91.0
161.0
5000

13.50 14.00
m/z 105.10  68.89%

‘\\U\\"H\“\\I \u\“\‘\“‘ \\\1"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80114: Longifolene
94.0 161.0

= o
13.50 14.00

5000 m/z 79.00 60.85%

W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80512: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di :

= B
161.0 13.50 14.00

m/z 93.05 59.51%

AL JM

\ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o

o

O

5000

O

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:41 2024 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 (3R,3aR,7R,8aS)-3,8,8-Trime... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.740 4.05 ng/ul 193301  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 91
2 Cedrene 204 C15H24 011028-42-5 70
3 Cyclohexene, 3-(1,5-dimethyl-4-h... 204 C15H24 020307-83-9 68
4 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 55
5 7-epi-trans-sesquisabinene hydrate 222 C15H260 1000374-17-7 49

Abundance Scan 1811 (13.740 min): BP019294.D\data.ms (-1808) (- m/z 119.05 100.00%

110.1
410
5000
“h | 2670 354.9 431.3491.3549;
T

‘ ‘ 204.2
0 ‘lm“ whw"ww‘H‘uu‘_“w‘u“u‘w“u‘u“_ m/z 69.00  89.25%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80386: (3R,3aR,7R,8aS)-3,8,8-Trimethyl-6-methyleneoc
69.0 161.0

5000 T
13.50 14.00
m/z 161.10  83.30%

oL “J Iﬂ‘\lw‘mi‘ ‘.‘g“\””“‘H‘HH‘HH‘HH‘HH‘HH“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80076: Cedrene
41.0
119.0

5000

204.0 :
ol H‘k“hMle\,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80340: Cyclohexene, 3-(1,5-dimethyl-4-hexenyl)-6-meth

69.0 13.50 14.00

1l n“ , | MLJ\LM

R B B o S AR E s o R

— T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00

o

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:42 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 cis-Thujopsene Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
13.951 2.02 ng/ul 96490  Acenaphthene-dile 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Thujopsene 204 C15H24 000470-40-6 94
2 cis-Thujopsene 204 C15H24 000470-40-6 91
3 cis-Thujopsene 204 C15H24 000470-40-6 86
4 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 78
5 Tricyclo[5.4.0.0(2,8)]undec-9-en... 204 C15H24 005989-08-2 64
Abundance Scan 1847 (13.951 min): BP019294.D\data.ms (-1844) (- | m/z 119.10 100.00%
119.1
204.2 S
14.00
280.9
0 »W‘w iy H oy 355.1416.0475.8535.5 /7 105.00  63.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80131: cis-Thujopsene
119.0
41.0
5000 T
14.00
204.0 m/z 41.00  63.36%
0' MJJ\[W“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80141: cis-Thujopsene
119.0
—
14.00
5000 m/z 123.05 59.60%
41.0 204.0
0! PRU
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #80142: cis-Thujopsene —
119.0 14.00
m/z 93.05 53.98%
5000 204.0
41.0 {
O*MHmLJ“mMM| A
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:43 2024 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

. 05
: MA
: 05

17

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
BP019294.D

Jan 2024 22:44
/3U
953-10

Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ 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 Cyclohexene, 1-methyl-4-(1-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

14.251  4.72 ng/ul 225645  Acenaphthene-die 14.440

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 005989-54-8 87

2 Limonene 136 C10H16 000138-86-3 76
3 Cyclohexene, 4-ethenyl-1,4-dimet... 136 C1OH1l6 001743-61-9 64
4 D-Limonene 136 C1OH16 005989-27-5 64

5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C1@H16 000471-84-1 60

Abundance Scan 1898 (14.251 min): BP019294.D\data.ms (-1893) (- m/z 93.00 100.00%
93.0
- \/\J\«,MMJ\AMWJ{Axf\
s —
‘h ‘ M FGH 14.00 14.50
ol hbLd Ly L) 2668 3411 4309 5410 . gg o 75.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
5000 S A
14.00 14.50
1 m/z 121.10 65.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #17991: Limonene
68.0
s —
14.00 14.50
5000 m/z 67.85 55.04%
136.0
0Ml‘,llm“l“lu‘hHw‘m,"H_m‘HH_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18136: Cyclohexene, 4-ethenyl-1,4-dimethyl- — —
68.0 14.00 14.50
m/z 79.00 44, 60%
5000
1rGD
o‘J\‘“ﬂf"w“‘l]‘ﬁ‘h"\w‘H‘,HH_‘H‘mWm_m‘www ] ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:44 2024

Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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,4R,4aS,8aR)-4,7-Dimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.328 10.00 ng/ul 477708  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,4aS,8aR)-4,7-Dimethyl-1-(... 204 C15H24 092692-39-2 93
2 Bicyclo[3.1.1]hept-2-ene, 2,6-di... 204 C15H24 017699-05-7 64
3 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 52
4 (Z,Z)-.alpha.-Farnesene 204 C15H24 1000293-03-1 49
5 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 49
Abundance Scan 1911 (14.328 min): BP019294 .D\data.ms (-1905) (- | m/z 119.85 100.00%
57.1 119.1
5000
= e
“ ' {} | } 189.2 281 14.00 14.50
ol MMMLELL L T 2810 355.1 4532 5327 .7 16 o4.73%
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
5000 ~ —
204.0 14.00 14.50
55_0‘ m/z 93.10  85.62%
0\“\&{”‘%‘\\\ J“‘J‘n\‘\}’
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
P e
14.00 14.50
5000 m/z 43.18 70.59%
161.0
0 M '“'\x,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80238: trans-.alpha.-Bergamotene “ —
93.0 14.00 14.50
m/z 41.00 68.08%
5000
29.0
| ‘ | 161.0
o b AN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:45 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 (3R,4aS,5R)-4a,5-Dimethyl-3... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.498 9.94 ng/ul 474831  Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,4aS,5R)-4a,5-Dimethyl-3-(pro... 204 C15H24 024741-64-8 99
2 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24 017334-55-3 95
3 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 95
4 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 94
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 94

Abundance Scan 1940 (14.498 min): BP019294.D\data.ms (-1935) (- | m/z 161.10 100.00%
161.1
91.0
5000
‘ m \ M ‘\ \ 266.8326.8 414.8475.2 542.F 1450
0 ml‘\m_‘tﬂl AL 209.8520.8  A14.8470.2 9425 'm/z 91.e@  81.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80430: (3R,4aS,5R)-4a,5-Dimethyl-3-(prop-1-en-2-yl)-1,
161.0
5000 — T
14.50
‘ ‘ m/z 105.00 76.48%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80559: 1H-Cyclopropala]naphthalene, 1a,2,3,5,6,7,7a,7
161.0
—
14.50
5000 m/z 79.00  71.90%
0 ﬂk)\’m"w‘ ‘\ T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80361: (1S,4S,4aS)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a 7
161.0 14.50
m/z 93.05 71.59%
5000
81.0
0 "J‘W“HW!"M T e i
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:46 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 .gamma.-Muurolene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.581 7.09 ng/ul 338648 Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Muurolene 204 C15H24 030021-74-0 72
2 (S,1Z,6Z)-8-Isopropyl-1-methyl-5... 204 C15H24 317819-80-0 70
3 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 000483-75-0 64
4 1H-Cyclopropa[a]lnaphthalene, 1a,... 204 C15H24 017334-55-3 64
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 62

Abundance Scan 1954 (14.581 min): BP019294.D\data.ms (-1950) (- m/z 91.00 100.00%
91.0 161.1

=

5000
||| | 2192 2820 414.9 ‘ 14.50
ol Jhn‘www“"%?9?‘H‘cw‘?ﬁﬁﬂu“m‘_4§%?5ﬁfv m/z 161.10  92.01%
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80186: .gamma.-Muurolene
161.0
93.0
5000
14.50
% ‘H \ m/z 105.00  90.87%
0\\”\!J‘\J‘T‘\\‘\!\f‘h\‘“ \I\g‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #80314: (S, 1Z ,6Z)-8-Isopropyl-1-methyl-5-methylenecycl
61.0

%

14.50
5000 m/z 79.00 83.39%
” | H |J

h‘J AL, \\

=

oy
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 14.50
o1, m/z 93.00 82.94%
- JMJUA
OJ”'M“H\‘ Al |
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:47 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 (2S,4aR,8aR)-4a,8-Dimethyl-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.798 6.19 ng/ul 295899  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2S,4aR,8aR)-4a,8-Dimethyl-2-(pr... 204 C15H24 123123-37-5 97
2 (-)-.alpha.-Panasinsen 204 C15H24 056633-28-4 96
3 .alpha.-Maaliene 204 C15H24 000489-28-1 93
4 (-)-.alpha.-Panasinsen 204 C15H24 056633-28-4 90
5 Selina-3,7(11)-diene 204 C15H24 006813-21-4 90
Abundance Scan 1991 (14.798 min): BP019294 D\data.ms (-1987) (- | m/z 161.85 100.00%
161.1
— —
il ‘4 LU lzerozsto | o e
oL LlihLL 1, |421.9281.0 3580 420.8488.9548. /7 125 95  87.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80441: (2S,4aR,8aR)-4a,8-Dimethyl-2-(prop-1-en-2-yl)-
1611.0
5000 AN o —
91 14.50 15.00
' m/z 107.05 73.82%
OZQ-R\A“!““‘IJ”‘ \\l\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80223: (-)-.alpha.-Panasinsen
122.0
— ==
14.50 15.00
5000 m/z 91.00  42.14%
41.0
204.0
OMHWWfJAﬁ mlk‘H‘H“_‘H‘H‘W‘H‘_‘H‘H‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80163: .alpha.-Maaliene T ]
161.0 14.50 15.00
m/z 105.00 38.06%
5000
91.
o2 .. A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:48 2024 Page: 15



Data Path : Z:
Data File : BP

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

EPA-BP122723.MA.M

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
15.287 3.77 ng/ul 180176  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72

5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 2074 (15.287 min): BP019294.D\data.ms (-2070) (- m/z 57.10 100.00%
5711
2 VM&AAM/A,AnM¢N/\j\/
— —
1 1409 15.00 15.50
ol bl L 0D 226.2283.63408 4163 4915549. ;0 43 19 69.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107218: Hexadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 59.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo-
57.0
— —
15.00 15.50
5000 m/z 85.05 38.70%
ol LU 1850 a0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- — —
57.0 15.00 15.50
m/z 41.05 33.43%
5000
141.0
ow\w“Hu“uH‘m‘_‘H‘mw‘H_m_m‘mwmw — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:49 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.693 5.83 ng/ul 278386  Acenaphthene-di10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 91
2 Heptacosane 380 C27H56 000593-49-7 86
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 81
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Hexadecane 226 C16H34 000544-76-3 76

Abundance Scan 2143 (15.692 min): BP019294.D\data.ms (-2136) (- m/z 57.05 100.00%

57.0
5000

S
‘ \ 1274 914 15.50 16.00
A MLLEE  221.1280.9 35624162 48915481 ;71 19 53.32%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0

5000 T
15.50 16.00
m/z 43.05 49.10%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0

—
15.50 16.00

o

o

5000 m/z 85.10  29.00%
ol 1111270 197.0 2670 3800
R B R e e e e e A RARRRRRRRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59061: Undecane, 3,6-dimethyl- — —
57.0 15.50 16.00

m/z 41.00  25.15%

Il 155.0

0"H“mLﬂﬂu‘p‘u“H“‘H“M“‘_“‘_“w“‘w“u“

— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:26:50 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 Cedrol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.722 8.36 ng/ul 399508 Acenaphthene-d10 14.440
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 91
2 Cedrol 222 C15H260 000077-53-2 78
3 Cedrol 222 C15H260 000077-53-2 76
4 Cedrane, 8-propoxy- 264 C18H320 019870-75-8 72
5 Piperonylamine 151 C8H9NO2 002620-50-0 38

Abundance Scan 2148 (15.722 min): BP019294.D\data.ms (-2145) (- m/z 95.10 100.00%

95.1
5000

207.1 T T
A T o
ol ORI, L | 28283438 4486 5175 1/, 151 05  65.36%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101905: Cedrol
95.0
5000 e =
15.50 16.00

m/z 150.05 54.92%

207.0
il
‘\\d\\\“‘h'\\“\\d\\M'\H“HH‘!"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101906: Cedro

95.0

T
15.50 16.00

o

5000 m/z 81.05 38.03%
11
ollillge
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101901: Cedrol — —
95.0 15.50 16.00

m/z 93.00 36.62%

il M\ .x}\ J‘ 1 loapz MJUM

O e e gt —
miz—> 0 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\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 15 Tricyclo[6.3.0.0(1,5)]undec... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
15.922 3.62 ng/ul 216017  Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricyclo[6.3.0.0(1,5)]undecan-4-... 192 C13H200 1000153-99-8 74
2 4,5-Dimethyl-ortho-phenylenediamine 136 C8H12N2 003171-45-7 46
3 Pyrazine, 2,6-diethyl- 136 C8H12N2 013067-27-1 43
4 ((1R,4S,5R)-1-Methyl-4-(prop-1-e... 220 C15H240 149496-35-5 38
5 Benzoic acid, 4-pentyl- 192 C12H1602 026311-45-5 38

Abundance Scan 2182 (15.922 min): BP019294.D\data.ms (-2177) (- m/z 135.05 100.00%
135.1

/2

5000
77
M L2012821 3550  462.1519.6 19.00
0! i b 2241 9900 40219196 sz 91.e0  64.81%
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.
5000 LN
16.00
m/z 136.05 57.71%
Ll
0‘\\\!“\\\\"“\J\l\ﬂl‘l\“\“f‘{l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #18662: 4,5-Dimethyl-ortho-phenylenediamine
136.0

R

16.00
5000 m/z 93.00 40.55%

\ h\ Lk m A‘ ‘

-

0 et A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18595: Pyrazine, 2,6-diethyl-
135.0 16.00

m/z 81.05 34.79%

5000

w
©
o

0 MM‘ L

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Data Path : Z:
Data File : BP

Acqg On : 05
Operator : MA
Sample : 05
Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
019294.D
Jan 2024 22:44
/3U
953-10

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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.151 7.18 ng/ul 428774  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetracosane 338 (C24H50 000646-31-1 90

Abundance Scan 2221 (16.151 min): BP019294.D\data.ms (-2217) (- m/z 57.10 100.00%

57.1
5000

i
1970 16.00 16.50
AMULELS 1973 28341 35514151 5054 . 4319 71.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane
57.0

5000

o

—
16.00 16.50
m/z 71.10 61.78%

O‘H“Tg“\'!JH'L‘]#F\Z;?‘\'\\‘\’\2\4\.?‘-9\H‘HH‘HH“H\‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0

—
16.00 16.50

5000 m/z 85.10 46.32%
140.0
obr bbb 2260
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane — —
57.0 16.00 16.50

m/z 41.10 37.58%

- W

1111270 197.0 2670 380.0

y

[ R e e e e R R s R NARRRRRRE — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Data Path : Z
Data File : B

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
P019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 1

Quant Method
Quant Title

TIC Library

7 Sample Multiplier: 1

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

: SVOA CALIBRATION

¢ 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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.945 7.22 ng/ul 431320  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2356 (16.945 min): BP019294 D\data.ms (-2352) (- | m/z 57.10 100.00%
57.1
5000 M\MM\J
——
127.1187.1 254.3 17.00
bbbl ify; 18712543 343.140174609 5254 1/, 43,16 71.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 T
17.00
m/z 71.05 62.39%
140.0
0\\\l\‘[‘\J\‘\”\‘LW‘\\‘\W‘\‘\\;\\‘2\2\6\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0
——
17.00
5000 m/z 85.10  46.34%
|} 1270 197.0 268.0
S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane —
57.0 17.00
m/z 41.10 36.92%
. fw\/v\wa
ol 11,1270 1970 267.0  380.0
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Z:
BP019294.D

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP010524\

: 05 Jan 2024 22:44
: MA/JU
: 05953-10

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
'16.998  7.75 ng/ul 462863 Phenanthreme-dio 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosame 338 coatse 000646-31-1 91

054833-48-6 91
000593-45-3 90
019218-94-1 90

2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44
3 Octadecane 254 C18H38
4 Tetradecane, 1-iodo- 324 C14H291

5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 90
Abundance Scan 2365 (16.998 min): BP019294.D\data.ms (-2361) (- m/z 57.10 100.00%
57.1
5000 WMMW
‘ 17.00
197.2 :
0""‘uMd‘fu“H"“‘“2‘6‘3“6“H?§5‘94‘1‘Af‘9?‘7‘5‘9‘5‘3‘2“8‘ m/z 71.10  78.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246481: Tetracosane
57.0
5000 T
17.00
m/z 43.10 49.07%
127.0
OI!T?TW197IO?67IOW3380‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
——
17.00
5000 m/z 85.10 42.90%
o"\M‘A‘ﬁuR\‘3719"%9\?9\WHW,W_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane —
57.0 17.00
m/z 41.05 27.63%
L8 oo
o‘m‘_Lu""m‘mw""‘H""Www_m‘w_ —
miz--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP010524\

Data File : BP@19294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ 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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
17.610 2.71 ng/ul 161877 Phenanthrene-die 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 90
2 Docosane 310 C22H46 000629-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2469 (17.610 min): BP019294.D\data.ms (-2466) (- m/z 57.10 100.00%

57.1
5000

141.0 5756 Hdod
oM”“”'%0092643340940074749544 nz 71.10  87.47%

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

Abundance #212289: Pentadecane, 8-heptyl-
57.0
210.0

5000 — ——
17.50 18.00

m/z 43.10 71.12%

127.0
l\ ‘ J 310.0
‘\\‘\1‘\\\”\1’\\1\\\‘1\%\‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212281: Docosane
57.0

—
17.50 18.00
5000 m/z 85.10 57.36%

‘\‘ |20 1e70 3100 WM
SEEL S SRS NS AN AL ot ———
miz—> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194590: Heneicosane — —
57.0 17.50 18.00

m/z 41.05 25.02%

) ]

”1‘1 01970  296.0
O et b L 1970, 2960 — —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.50 18.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.692 7.45 ng/ul 445039  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2483 (17.692 min): BP019294.D\data.ms (-2479) (- m/z 57.10 100.00%

57.1
5000

—
1271 1941 2681 17.50 18.00
b AL 1251 2001 3860 4655 5378 n/z 43.10  69.76%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158597: Nonadecane
57.0

5000 — ——
17.50 18.00

m/z 71.10 64.60%
\\\\‘

L1779, 1970 2680
\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane
57.0

o

o

— —
17.50 18.00
5000 m/z 85.10 46.08%
oo om0 WM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- — —
57.0 17.50 18.00
m/z 41.10 32.27%
o awaﬂqukAww“N/ijw
‘ 140.0
obd i1 2280 — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 21 (E)-Hexadec-9-enoic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
18.034 4.09 ng/ul 243920  Phenanthrene-di10 17.192
g
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 98
2 Myristoleic acid 226 C14H2602 000544-64-9 91
3 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 91
4 Myristoleic acid 226 C14H2602 000544-64-9 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 89
Abundance Scan 2541 (18.034 min): BP019294.D\data.ms (-2538) (- ' m/z 55.00 100.00%
55.0
5000
T T
| M) g »
obAL MM T ‘L 29703571 4618 5490 .. 41.00  45.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140810: (E)-Hexadec-9-enoic acid
55.0
5000 ——
18.00
m/z 69.10 41.71%
0 JLJ““"‘ \l\\\“‘121:3\?-‘0\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #106877: Myristoleic acid
55.0
T T
18.00
5000 m/z 83.10  29.48%
0 ”MM '”'f'”' ‘k‘u""‘w"H_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140812: Hexadecenoic acid, Z-11- — ‘
55.0 18.00
m/z 97.10  26.48%
5000
0 ""‘M‘M\Jhﬂsguw"‘M""w"H_Wwwww —r—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

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

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 22

n-Hexadecanoic acid

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.092 12.90 ng/ul 770067  Phenanthrene-die 17.192
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 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2551 (18.092 min): BP019294.D\data.ms (-2547) (- m/z 73.00 100.00%
73.0
5000
213.2
=71 \
Lo
ol HW«“MWMW??9“3??9“‘1‘7‘1“‘1‘?3"595“1 m/z 60.00  86.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 1 \
18.00
“ 213.0 m/z 43.10 83.31%
0‘\\\‘ \L"!H“}\l‘\\\f\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
— T \
18.00
5000 m/z 57.05 75.29%
129.0
0_”‘““ “Mm\]?\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid —
73.0 18.00
m/z 55.05 72.27%
256.0
5000
“ 157.0
O‘HlUﬁ Jh”“ﬂl\‘ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

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 23 2-Bromo dodecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
18.369 5.53 ng/ul 329940  Phenanthrene-d10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2598 (18.369 min): BP019294.D\data.ms (-2594) (- m/z 57.10 100.00%
57.1

?

5000
— ——
F 210.2 18.00 18.50
o ALLLIPNT 2102 2940 3629 42844887547 /0 43,10 65.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0
5000 — ——
18.00 18.50
m/z 71.10 64.43%
1690
0 dh.j “J
‘\\\\’\\\\‘1f\\[\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

(&)
=l
o

Abundance #194590: Heneicosane
— —
18.00 18.50
5000 m/z 85.10 45.06%
‘1
0L HH.‘w‘ﬂ???"_?‘9‘?9",W,w,w,w,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90189: Pentadecane — —
57.0 18.00 18.50
m/z 41.10 30.33%
oLl f2To 2120
T — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
BP019294.D

: 05 Jan 2024 22:44
: MA/JU
: 05953-10

: 17  Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

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

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 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
18.981 3.21 ng/ul 191552  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 92
3 Tetracosane 338 C24H50 000646-31-1 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 2702 (18.981 min): BP019294.D\data.ms (-2699) (- m/z 57.10 100.00%
57.1

3

5000
——
| F 6.1 197.1 263.9 ] 19.00
Of bbb L £, (9712639 367.1418.0 5029 ./, 7116 68.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123960: Heptadecane
57.0
5000 ™
19.00
m/z 43.05 58.15%
O‘H“TM"!Jwrfwz:“o“\\\'\‘\2\4\’?‘.\0\\\‘\\H|HH|HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
19.00
5000 m/z 85.10 48.71%
239.0
VAL L — W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #246483: Tetracosane —
57.0 19.00
m/z 55.10  29.02%
127.
oL M gere 80 .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:27:01 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 25 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
19.016 4.12 ng/ul 245845  Phenanthrene-di10 17.192
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1,2,3,4,4a,9,10,10... 270 C20H30 019407-28-4 96
2 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 95
3 7-Isopropyl-1,1,4a-trimethyl-1,2... 270 C20H30 109680-01-5 94
4 S-Indacene-1,7-dione, 2,3,5,6-te... 270 C18H2202 055591-16-7 38
5 1,4-Bis[(trimethylsilyl)ethynyl]... 270 C16H22Si2 073392-23-1 30
Abundance Scan 2708 (19.016 min): BP019294 .D\data.ms (-2705) (- | m/z 255.20 100.00%
255.2
1731
5000
69.0
Lo
ERERRIBYIT Y MM L, 33094018 47705371 ./ 173,10 76.65%
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 =1 :
69.0 19.00
m/z 159.18  67.47%
0 \\\" ‘l\‘\‘\J‘\J“\H\“\h\m‘lﬂ\\\\“\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,9,10,10¢
159.0 255.0
R \
19.00
5000 m/z 185.10  49.51%
69.0
ol bdielbbilhar L
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,9,10,10z 5 ‘
255.0 19.00
m/z 69.00 31.47%
159.0
5000 69.0
0 j‘“MJWMM|‘J, —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 05

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
BP019294.D

Jan 2024 22:44

: MA/JU
: 05953-10

17

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 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 26 Octadecanoic acid Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
19.328 4.19 ng/ul 327669  Chrysene-d12 21.298
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2761 (19.328 min): BP019294.D\data.ms (-2758) (-
73.0

m/z 73.00 100.00%

5000
241.2

.

M " ‘ fots 19.00 19.50
- “ﬂhwmﬁHhuwm 1.9367.2426.3489.1549.  n/7 43.10  92.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 — —
19.00 19.50
V } 284.0 m/z 60.00 81.27%
0‘\\J’\ “\\““\w\\‘l\\‘\\\‘f‘\l\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #179090: Octadecanoic acid
43.0
p=
19.00 19.50
5000 m/z 57.10 80.97%
12
9.0 284.0

0_“‘ ALy HH““HKPH\*

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

Abundance #179089: Octadecanoic acid “ T
73.0 19.00 19.50
m/z 55.00 73.67%
- WAWMW\N
185.0 284.0
o_wl‘t‘,"‘wm:hu‘“\ww_H‘wHwawww_ — ——
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\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 unknown-01 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
19.404 3.32 ng/ul 259248  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Chlorooctanol, dimethylpentafl... 388 C16H22C1F50Si 1000367-93-1 25
2 Chola-5,22-dien-3-01, (3.beta.,2... 342 C24H380 057597-14-5 25
3 Acetic acid, 2-[4-(4-oxo-2-thiox... 256 C13H12N402 1000265-00-3 11
4 Imidazo[1,2-a]lpyridine, 3-amino-... 255 C15H14FN3 1000317-07-2 10
5 2-n-Propylthiane, S,S-dioxide 176 C8H1602S 072385-41-2 9
Abundance Scan 2774 (19.404 min): BP019294.D\data.ms (-2771) (| | m/z 69.10 100.00%
69.1
5000 255.2
‘ 162.1
——
19.50
ol ,m ‘“ w MV“H““\ W“JL“‘,‘““M koo 2208 4017 4752 849, o1 09 92.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #293610: 8-Chlorooctanol, dimethylpentafluorophenylsily
69.0
5000 255.0 T
19.50
m/z 41.05 87.61%
‘ 1 “1590
0 \\h\‘\l’”\ “\\\H‘\\h\‘\\l‘j\\\\’\\\\[\\f\‘\\\\‘3\7\3\\()‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251568: Chola-5,22-dien-3-ol, (3.beta.,222)-
69.0
——
19.50
5000 m/z 79.00 67.02%
145.0 2550 327.0
- LHM“&J\ S —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142706: Acetic acid, 2-[4-(4-oxo-2-thioxothiazol-5-yliden ——
69.0 19.50
m/z 105.05 64.63%
5000
256.0
0 JLL\J &?18%0 S SARAISARS ARSI RARY
— —
miz--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\

Data Path :

Data File : BP©19294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 Sample Multiplier: 1
Quant Met

Quant Tit

TIC Libra

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

ry : 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 2-Phenanthrenol, 4b,5,6,7,8...

20.228

Concentration Rank 15

EstConc Area Relative to ISTD R.T.
6.31 ng/ul 493149  Chrysene-d12 21.298
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300

3 7-Bromo-2-chloroquinoline-3-carb... 269 C1@H5BrC1NO
4 Silane, methylvinyl(2,4,4-trimet... 400 C21H4403Si2

5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802

015340-82-6 64
000511-15-9 58
136812-31-2 46
1000416-59-2 38
024035-37-8 38

5000

o

m/z-->

Abundance Scan 2914 (20.228 min): BP019294.D\data.ms (-2911) (-

27

1751

69.0
h I 4 ‘ Wl \MLHJ{ \“

.1

342.1400.0459.0 527.9

0 50 100 150 200 250

300 350 400 450 500 550

Abundance

5000

o

m/z-->

27

175.0
43.0

J\‘ H\O\Hqu L.

#234895: 2-Phenanthrenol,

4b,5,6,7,8,8a,9,10-octahydro
1.0

329.0

0 50 100 150 200 250

300 350 400 450 500 550

Abundance

5000

O

m/z-->

27

175.0

69 0 ‘
| \u I\ wl b ol iﬂH“wJ ” Jw L l Ly

#181950: 2-Phenanthrenol,

4b,5,6,7,8,8a,9,10-octahydro
1.0

0 50 100 150 200 250

300 350 400 450 500 550

Abundance

5000

o

m/z-->

27

100.0
205.0

4] ’M Ll 11| “

#158866: 7-Bromo-2-chloroquinoline-3-carbaldehyde

1.0

m/z 271.15 100.00%

-

—T ‘
20.00 20.50

m/z 175.10  34.80%

S

—— ‘
20.00 20.50

m/z 201.10  33.30%

S

—— ‘
20.00 20.50

m/z 189.10  22.88%

-

20.00 20.50

m/z 286.10  22.64%

0 50 100 150 200 250

300 350 400 450 500 550

R

—— ‘
20.00 20.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

BP019294.D

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\

: 05 Jan 2024 22:44

: MA/JU
: 05953-10

: 17  Sample Multiplier: 1

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

ry ¢ C:\DATABASE\NIST20.L

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 Numb

20.398

er 29 unknown-02 Concentration Rank 1
EstConc Area Relative to ISTD R.T.
""""" 57.33 ng/ul 4479700 Chrysene-d12  21.298
5 Tentative ID MW MolForm CASH# Qual

Hit# of

1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300
3 1-Methyl-3-phenyl-4-azafluorenone 271 C19H13NO
4 acetonitrile, 2-(2,6-diphenyl-4H... 271 C19H13NO

000511-15-9 99
000511-15-9 92
069751-55-9 22
1010397-00-1 20

5 1H-naphtho[2,1-b]pyran-1-imine, ... 271 C19H13NO 1000401-75-2 18
Abundance Scan 2943 (20.398 min): BP019294.D\data.ms (-2937) (- | m/z 271.10 100.00%
1751 2711
5000
69.1 — i
’ ‘ | 20.00 20.50
ob Wb bbbl 1) L] 34104008 47015340 195 10 se. 66
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
5000 — i
20.00 20.50
69.0 m/z 201.05 68.71%
0 l"lM\“umm""lﬂ}lll \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
— e
175.0 20.00 20.50
5000 m/z 189.05  38.32%
69.0 \
P N A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162413: 1-Methyl-3-phenyl-4-azafluorenone = T
271.0 20.00 20.50
m/z 286.10  31.92%
5000
O \Z%O\ 1\3?0 21\?’\ H 1
R e e R R A RRRRaY — o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 | 20.00 20.50

SFAM-EPA-BP122723.MA.M Mon Jan 08 01:27:06 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 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 30 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.433  20.94 ng/ul 1635990 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 56
2 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 20
3 [1,2,5]-0Oxadiazolo[3,4-a]cinnoli... 202 C10H10N40 1000260-59-4 18
4 8-Hydroxy-naphthoic acid, methyl... 202 C12H1003 005991-56-0 18
5 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 14

Abundance Scan 2949 (20.433 min): BP019294.D\data.ms (-2946) (- m/z 202.10 100.00%
202.1
R
41.1 141’ ‘ ‘ | 20.50
ol Ll LAl 4 Ll 3550413.047575348 /) 109,10  72.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
5000 T
113.0 20.50
m/z 213.10 61.91%
0 \H‘l\“w‘l\\\“\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #77732: 1-Naphthalenecarboxylic acid, 2-methoxy-
202.0
FS
20.50
5000 m/z 284.10  49.78%
490 114.0
o bl
m/z--> 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 T
202.0 20.50
m/z 185.10 46.70%
80.0
5000
‘ ‘ |17
1ot n
m/z--> 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\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 31 (DEL) Alkane: Cyclic21.004 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
21.004 4.80 ng/ul 374993  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 96
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
Abundance Scan 3046 (21.004 min): BP019294.D\data.ms (-3043) (- ' m/z 57.10 100.00%
57.1
5000 MJ\‘JLA
% 207.0 é“Od
A7 2820 :
ol AR k. 2820 369.9 5031 . 43.10 81.25%
m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #244232: Cyclotetracosane
43.0
5000 — ‘
21.00
m/z 55.05 70.88%
5.0
ol UL, 196.0265,0336.0
‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘H
m/z--> 0 50 100 150200 250 300 350400450 500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0
N I
21.00
5000 m/z 83.10 63.09%
L ‘ .0196.0
ol
m/z--> 0 50 100150200250 300 350400450 500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester e |
57.0 21.00
m/z 97.05 58.30%
- WLM
0% L\ 1%;9‘ \?550\ Sng [T \64?J
S e e e e
mlz--> 0 50 100150200250 300 350400450500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 2(1H)-Phenanthrenone, 3,4,4... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

21.098 4.86 ng/ul 379374  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 000472-37-7 64
2 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 50
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 50
4 Silane, dimethyl(2-chloro-5-meth... 300 C15H25C102Si 1000347-54-7 50
5 Callosumin 300 C18H2004 022318-83-8 45

Abundance Scan 3062 (21.098 min): BP019294.D\data.ms (-3059) (- m/z 285.10 100.00%

285.1
5000 2151
69.0 1571

I T
“ ‘ 21.00 21.50
355.1
'J‘H'_w e 129.0490.08490 ) 300,15 81.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200030: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexah
300.0

5000 e, o
19,0 21.00 21.50
43.0 :

125.0 m/z 269.10  66.73%

M"&'“Mﬁm“Lhw !‘“”\‘T T T T T T T T T T T T T T[T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #200074: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-¢
285.0

o

o

— —
21.00 21.50
m/z 243.10  63.03%
5000 189.0 /
69.0
128.0 ‘
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 21.00 21.50

m/z 215.10  51.57%

5000 217.0
69.0 o ‘
i .\’ Il ‘n mﬁh \“n\“ I ‘ ‘

o

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\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 33 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.863 4.34 ng/ul 339269 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 96
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
3 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 94
4 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 015340-83-7 55
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 38

Abundance Scan 3192 (21.863 min): BP019294.D\data.ms (-3188) (- m/z 285.10 100.00%
285.1

%

41.1 1150 | ‘ ‘ 21.50 22.00
ober ‘V“wl T L ‘““”‘J hhdlyl, L] 3951415.147515349  "s00 15 60.01%
miz--> 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 = e
217.0 21.50 22.00
m/z 217.10  48.45%
0 TT ‘1 ‘J‘ ‘ “l\ m \L‘ H‘\E‘u“ \h“‘”‘” \“‘\ ”\\ ‘ IL ! T I\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

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 215.10 42.49%

115.0

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 203.05 39.20%

=

5000
217.0

hhhm\‘wwMMMW‘dknm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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O
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 Naphthalene, 6,7-diethyl-1,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.916 11.96 ng/ul 934150  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 6,7-diethyl-1,2,3,4... 244 C18H28 055741-10-1 59
2 1,2,3,4-Tetrahydro-7-methoxy-3-m... 229 C14H15NO2 032550-51-9 38
3 5-Amino-2-(1-methylethyl]-1-pent... 271 C15H21N5 1000326-95-8 38
4 Furo(2,3-b)quinoline, 4,8-dimeth... 229 C13H11NO3 000524-15-2 30
5 Benzo(a)acridine 229 C17H11N 000225-11-6 27

Abundance Scan 3201 (21.916 min): BP019294.D\data.ms (-3196) (- m/z 229.10 100.00%

226.1
5000
159.1
{ 314.1 22.00
o"HJW:“QW““mh“‘\n‘w‘H‘_\‘H_““9‘1;94?‘1;9‘”54?;' m/z 271.10  55.48%

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

Abundance #128643: Naphthalene, 6,7-diethyl-1,2,3,4-tetrahydro-1,1
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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

o
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800 | | |
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m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #162118: 5-Amino-2-(1-methylethyl]-1-pentyl-1,2-dihydro
229.0 22.00

m/z 201.10  21.70%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 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 35 13-Docosenamide, (Z)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.386 5.09 ng/ul 397454  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 81
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 74
4 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 74
5 Palmitoleamide 253 C16H31NO 106010-22-4 72

Abundance Scan 3281 (22.386 min): BP019294.D\data.ms (-3277) (- m/z 59.00 100.00%

59.0
5000
} 256.1 373.8 22‘06 éZ‘Sd
‘ 4457 ! .
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Abundance #174775: 9-Octadecenamide, (Z)- — —
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Data Path : Z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\

Data File : BP@19294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: SVOA CALIBRATION

¢ 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: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.251 6.50 ng/ul 527416  Perylene-d12 23.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Octacosane 394 C28H58 000630-02-4 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hentriacontane 437 C31H64 000630-04-6 89
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 3598 (24.251 min): BP019294.D\data.ms (-3594) (- m/z 57.10 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010524\
Data File : BP019294.D

Acqg On : 05 Jan 2024 22:44
Operator : MA/JU

Sample : 05953-10

Misc :

ALS Vvial : 17 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|
(DEL) Alkane: S... 13.257 2.0 ng/ul 95622 3 14.440 955690 20.0
1,4-Methano-1H-... 13.434 3.1 ng/ul 147912 3 14.440 955690 20.0
4,4-Dimethyl-3-... 13.575 5.1 ng/ul 243002 3 14.440 955690 20.0
Longifolene 13.693 21.1 ng/ul 1008700 3 14.440 955690 20.0
(3R,3aR,7R,8aS)... 13.740 4.0 ng/ul 193301 3 14.440 955690 20.0
cis-Thujopsene 13.951 2.0 ng/ul 96490 3 14.440 955690 20.90
Cyclohexene, 1-... 14.251 4.7 ng/ul 225645 3 14.440 955690 20.0
(1R,4R,4aS,8aR)... 14.328 10.0 ng/ul 477708 3 14.440 955690 20.0
(3R,4asS,5R)-4a,... 14.498 9.9 ng/ul 474831 3 14.440 955690 20.0
.gamma.-Muurolene 14.581 7.1 ng/ul 338648 3 14.440 955690 20.0
(2S,4aR,8aR)-4a... 14.798 6.2 ng/ul 295899 3 14.440 955690 20.0
(DEL) Alkane: S... 15.287 3.8 ng/ul 180176 3 14.440 955690 20.0
(DEL) Alkane: S... 15.693 5.8 ng/ul 278386 3 14.440 955690 20.0
Cedrol 15.722 8.4 ng/ul 399508 3 14.440 955690 20.0
Tricyclo[6.3.0.... 15.922 3.6 ng/ul 216017 4 17.192 1194160 20.0
(DEL) Alkane: S.. 16.151 7.2 ng/ul 428774 4 17.192 1194160 20.0
(DEL) Alkane: S.. 16.945 7.2 ng/ul 431320 4 17.192 1194160 20.0
(DEL) Alkane: S.. 16.998 7.8 ng/ul 462863 4 17.192 1194160 20.0
(DEL) Alkane: S.. 17.610 2.7 ng/ul 161877 4 17.192 1194160 20.0
(DEL) Alkane: S... 17.692 7.5 ng/ul 445039 4 17.192 1194160 20.0
(E)-Hexadec-9-e... 18.034 4.1 ng/ul 243920 4 17.192 1194160 20.0
n-Hexadecanoic ... 18.092 12.9 ng/ul 770067 4 17.192 1194160 20.0
2-Bromo dodecane 18.369 5.5 ng/ul 3299406 4 17.192 1194160 20.0
(DEL) Alkane: S... 18.981 3.2 ng/ul 191552 4 17.192 1194160 20.0
Phenanthrene, 1... 19.016 4.1 ng/ul 245845 4 17.192 1194160 20.0
Octadecanoic acid 19.328 4.2 ng/ul 327669 5 21.298 1562670 20.0
unknown-01 19.404 3.3 ng/ul 259248 5 21.298 1562670 20.0
2-Phenanthrenol... 20.228 6.3 ng/ul 493149 5 21.298 1562670 20.0
unknown-02 20.398 57.3 ng/ul 44797060 5 21.298 1562670 20.0
4,4'-Bis(tetrah... 20.433 20.9 ng/ul 1635990 5 21.298 1562670 20.0
(DEL) Alkane: C... 21.004 4.8 ng/ul 374993 5 21.298 1562670 20.0
2(1H)-Phenanthr... 21.098 4.9 ng/ul 379374 5 21.298 1562670 20.0
9(1H)-Phenanthr... 21.863 4.3 ng/ul 339269 5 21.298 1562670 20.0
Naphthalene, 6,... 21.916 12.0 ng/ul 934150 5 21.298 1562670 20.0
13-Docosenamide... 22.386 5.1 ng/ul 397454 5 21.298 1562670 20.0
(DEL) Alkane: S... 24.251 6.5 ng/ul 527416 6 23.663 1622260 20.0
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