LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc :

ALS Vvial : 104 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-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18123.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 rBV2 12754 14198 0.42% 0.047%
2 3.669 96 99 107 rBvV 66691 108845 3.20% 0.361%
3  3.963 145 149 153 rVB7 3704 6897 0.20% 0.023%
4 4,187 185 187 191 rBV5 3020 3921  0.12% 0.013%
5 4.569 246 252 253 rBV5 2312 4387 ©0.13% 0.015%
6 5.387 387 391 397 rBV2 12327 17283 0.51% 0.057%
7 6.769 625 626 635 rVB9 3811 6324 0.19% 0.021%
8 7.022 662 669 683 rBV 47299 121323 3.57% 0.402%
9 7.193 692 698 711 rBV 209784 350874 10.32% 1.163%
10 7.369 721 728 741 rBV 222038 407193 11.97% 1.350%
11 7.840 802 808 824 rVB 185795 323727 9.52% 1.073%
12 8.040 837 842 848 rVB1o 1737 4028 0.12% 0.013%
13  8.575 925 933 948 rBV 150240 326005 9.59% 1.081%
14  9.045 1005 1013 1028 rBV 265448 506835 14.90% 1.680%
15 9.216 1038 1042 1052 rVB2 31558 50590 1.49% 0.168%
16 9.763 1127 1135 1148 rBV 227586 427185 12.56% 1.416%
17 9.940 1161 1165 1170 rVBS8 2907 4639 0.14% 0.015%
18 10.045 1176 1183 1186 rBVS8 2028 3754 0.11% 0.012%
19 10.292 1216 1225 1250 rBV 258885 598802 17.61% 1.985%
20 10.657 1279 1287 1298 rBV 243639 428121 12.59% 1.419%
21 10.845 1312 1319 1339 rBV 225510 512202 15.06% 1.698%
22 11.698 1458 1464 1465 rBVS5S 2270 3731 0.11% 0.012%
23 12.098 1528 1532 1536 rBV6 2474 4173 0.12% 0.014%
24 12.269 1556 1561 1567 rBVS8 4685 7992 0.24% 0.026%
25 12.328 1567 1571 1585 rBV2 26814 74899  2.20% 0.248%
26 13.357 1738 1746 1751 rBV4 11882 22646 0.67% 0.075%
27 13.722 1804 1808 1812 rVB7 2721 3493 0.10% 0.012%
28 13.939 1837 1845 1851 rBV 648301 917750 26.99%  3.043%
29 14.151 1877 1881 1884 rVB5 2043 3547 0.10% 0.012%
30 14.216 1885 1892 1903 rVW 673917 988603 29.07%  3.278%
31 14.298 1903 1906 1910 rvve 4189 7494 0.22% 0.025%
32 14.351 1910 1915 1918 rVB7 3190 6019 0.18% 0.020%
33 14.516 1935 1943 1954 rBV 357431 523891 15.41% 1.737%
34 14.604 1955 1958 1962 rVB5 3231 5071 ©.15% 0.017%
35 14.845 1992 1999 2007 rBV5 13633 45109 1.33% 0.150%
36 15.022 2027 2029 2034 rVB6 3094 3785 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc :

ALS Vvial : 104 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-BP111023.MA.M
Title : SVOA CALIBRATION
37 15.251 2066 2068 2073 rBV6 2312 4426 ©0.13% 0.015%
38 15.298 2073 2076 2080 rvVB6 4569 4822 0.14% 0.016%
39 15.522 2106 2114 2127 rBV 857673 1304533 38.36% 4.325%
40 15.680 2135 2141 2152 rBV 257691 451891 13.29% 1.498%
41 15.886 2171 2176 2180 rVB7 2164 3859 0.11% 0.013%
42 16.045 2199 2203 2204 rBv4 2516 3924 0.12% 0.013%
43 16.069 2205 2207 2211 rVB5 2750 3483 0.10% 0.012%
44 16.257 2234 2239 2242 rBV7 3957 7705 0.23% 0.026%
45 16.392 2260 2262 2268 rVB7 3261 4362 0.13% 0.014%
46 16.657 2304 2307 2313 rBvV8 5553 7268 0.21% 0.024%
47 16.786 2324 2329 2337 rBV2 22477 48301 1.42% 0.160%
48 16.845 2337 2339 2343 rBV5 4707 5832 0.17% 0.019%
49 16.974 2355 2361 2365 rVBS 2746 4980 0.15% 0.017%
50 17.098 2377 2382 2386 rBV7 5188 10741 0.32% 0.036%
51 17.257 2405 2409 2411 rBV2 31459 38911 1.14% 0.129%
52 17.298 2411 2416 2427 rVV 439014 649518 19.10% 2.154%
53 17.398 2427 2433 2450 rVV2 1018214 1545233 45.44% 5.123%
54 17.586 2461 2465 2469 rVB7 12372 14707 0.43% 0.049%
55 17.916 2519 2521 2526 rVB6 4970 5290 0.16% ©0.018%
56 18.145 2555 2560 2568 rBV 128723 192356 5.66% 0.638%
57 18.233 2571 2575 2581 rVB 46401 65753 1.93% 0.218%
58 18.398 2601 2603 2606 rBV4 3122 3676 0.11% 0.012%
59 18.563 2627 2631 2637 rVB3 35784 43383 1.28% 0.144%
60 18.627 2638 2642 2647 rBV 114459 136282 4.01% 0.452%
61 18.704 2653 2655 2660 rVB6 8265 8978 0.26% 0.030%
62 18.769 2664 2666 2668 rBV3 3754 3642 0.11% 0.012%
63 19.221 2739 2743 2746 rBV3 16540 22215 0.65% 0.074%
64 19.298 2753 2756 2759 rVB2 16305 18794 ©.55% 0.062%
65 19.386 2767 2771 2777 rBV3 53866 73049 2.15% 0.242%
66 19.651 2810 2816 2826 rBV 1530708 2003958 58.93% 6.644%
67 21.086 3056 3060 3069 rVB2 112241 169743 4.99% 0.563%
68 21.427 3113 3118 3125 rBV 575022 796428 23.42% @ 2.641%
69 21.898 3195 3198 3202 rVB3 95645 108256 3.18% 0.359%
70 21.945 3204 3206 3209 rVB3 48096 48239 1.42% 0.160%

71 22.062 3222 3226 3230 rBV3 136876 168147 4.94% ©.558%
72 22.162 3239 3243 3253 rVB 478656 638983 18.79%  2.119%
73 22.292 3259 3265 3270 rBV 2631449 3400615 100.00% 11.275%
74 22.568 3307 3312 3320 rVB 888199 1294142 38.06%  4.291%
75 22.815 3346 3354 3363 rVB 442513 792513 23.30% 2.628%

76 22.992 3379 3384 3390 rBV4 126079 220069 6.47% 0.730%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 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-BP111023.MA.M
Title : SVOA CALIBRATION

77 23.098 3395 3402 3411 rVB 1974969 3239855 95.27% 10.742%
78 23.286 3428 3434 3442 rBV 934424 1784396 52.47% 5.916%
79 23.604 3484 3488 3493 rVB5 90366 133709 3.93% 0.443%
80 23.662 3494 3498 3504 rVB7 81668 132197 3.89% 0.438%
81 23.756 3507 3514 3526 rVB2 1333373 2734682 80.42% 9.067%
82 23.921 3536 3542 3552 rVB 456421 961240 28.27% 3.187%

Sum of corrected areas: 30160422
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 13 Nov 2023 02:13
: MA/JU
. 05158-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018123.D

: 104  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP018123.D\data.ms

719369 7.840 8. 575 045 9. 763 10.2920.66845
3.228 3%5% 968187 4.569 5.387 6.76% 02% Js. 040 J@Aﬂi 9194(»45 jUL 11.6¢

350 400 450 500 550 600 650 700 750 @8 00 850 9. 00 9.50 10. 00 10.50 11.00 11.50

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BP018123.D\data.ms

19.651

17.398
15.522

13.93¢.216

17.298

5.680
J\@mmmﬁm 75@@%@%@@9 1939486 (/

oL 12 12828

12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 1600 1650 17.00 17.50 1800 18.50 19.00 19.50 20.00

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BP018123.D\data.ms
22.292

23.098

23.756

21.427 22162 |22.815 3.921

2 2.992
21.086 231 2

21.00 2150 22.00 2250 23.00 23.50 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\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1-(3-Chlorophenyl)-4-(trime... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

o016 3.3 ng/ul 56506  1,4-Dichlorobenzene-ds  7.849
Hit# of 5 Tentative ID MW MolForm CASH# Qual

3-Chlorophenyl)-4-(trimethyls... 268 C13H21CIN2Si  1000408-33-9 53
hyl 2,4-dihydroxyphenylacetat... 326 C15H26045i2 1010497-69-7 47
4-Hydroxyphenyl)propane-1,2-d... 384 C18H3603Si3 1000495-85-7 47
-Amino-4-methylphenol, 2TMS der... 267 C13H25N0Si2 1000373-28-1 47
-Acridinol, trimethylsilyl ether 267 C16H17NOSi 1000463-65-5 43

)
r\r+/\

Abundance Scan 1042 (9.216 min): BP018123.D\data.ms (-1038) (-) m/z 73.10 100.00%
73.1

%

267.1
5000
355.3
AR ARREA L
133.0 1.1 8.80 9.00 9.20 9.40 9.60
o_Hm‘H_‘m‘m“‘m‘uHm_““\““‘4‘39‘3““9‘1‘%”_ m/z 267.10  55.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157637: 1-(3-Chlorophenyl)-4-(trimethylsilyl)piperazine
73.0
268.0
5000 I L LA B R
189.0 8.80 9.00 9.20 9.40 9.60
m/z 355.25  32.83%
ok WJH.J N HH‘ “.19 70 ‘ 1

EARRERERE \\H[HH‘HH[HH‘\\H‘HH‘HH‘HH‘H\\‘\

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

Abundance  #231071: Methyl 2,4-dihydroxyphenylacetate, 2TMS
267.0

-

8.80 9.00 9.20 9.40 9.60
50000 73,0 m/z 268.10  15.61%

326.0

150, | 1330 207.0 \

T e R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #290450: 1-(4-Hydroxyphenyl)propane-1,2-diol, 3TMS (is
267.0

-

o

8.80 9.00 9.20 9.40 9.60
m/z 269.10  12.08%

73.0
5000

147.0

%

7.0 369.0

) SNV W G54 LA BN AR— Moo \E el A

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40 9.60
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

BP018123.D

: 13 Nov 2023 02:13
: MA/JU
. 05158-01

: 104  Sample Multiplier: 1

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 2 Cyclopropanecarboxylic acid... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

12.328 3.5 ng/ul 74899 Naphthalene-ds 16.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 59

2 Isoamyl crotonate 156 C9H1602 1010429-17-3 53
3 Cyclopropanecarboxylic acid, 3-m... 154 C9H1402 1000299-37-4 50
4 2-Hydroxyethyl methacrylate 130 C6H1003 000868-77-9 45

5 2-Butenoic acid, 2-propenyl ester 126 C7H1002 020474-93-5 42

Abundance Scan 1571 (12.328 min): BP018123.D\data.ms (-1567) (- m/z 69.05 100.00%
69.0
= —
N || 1542 26713272 12,00 12:50
Obrrb bl 2208 207232723850 47945438 /7 41.05  31.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #22814: Cyclopropanecarboxylic acid,butyl ester
69.0
5000 e —
12.00 12.50
m/z 39.00 22.18%
O \\“\N‘l\“\\l‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33741: Isoamyl crotonate
69.0
— ——
12.00 12.50
5000 ITI/Z 87.05 15.11%
0 e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32254: Cyclopropanecarboxylic acid, 3-methylbut-2-eny
69.0 12.00 12.50
m/z 103.05 13.52%
- WJKW
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:58:51 2023
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Data Path : Z:\
Data File : BP@

Acqg On : 13
Operator : MA/
Sample : 051
Misc

ALS vial : 104

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP111023\
18123.D

Nov 2023 ©2:13

Ju

58-01

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 3 n-Hexadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
18.145 5.92 ng/ul 192356  Phenanthrene-di10 17.298
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
5 Tetradecanoic acid 228 C14H2802 000544-63-8 91

Abundance Scan 2560 (18.145 min): BP018123.D\data.ms (-2555) (- m/z 73.10 100.00%

731
5000
213.3

7
18.00 18.50

- mw'““ﬂ t%\?8113562417347525349 m/z 60.05 77.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — e
129.0 18.00 18.50

m/z 43.05 73.23%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid
73.0

T
18.00 18.50

256.0
5000 ITI/Z 41.00 69.12%
“ 57.0
0k HM““ “‘J“w\mWmWH_m_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T —7
43.0 18.00 18.50
m/z 55.10 66.99%
5000 256.0
129.0
A HTTRONEE Sl
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\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13

Operator : MA/JU

Sample : 05158-01

Misc

ALS vial : 104

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 4 (E,E)-7,11,15-Trimethyl-3-m... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
18.627 4.20 ng/ul 136282  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual

E,E)-7,11,15-Trimethyl-3-methyl... 272 C20H32 070901-63-2 76
2E,6E)-3,7,11-Trimethyldodeca-2... 404 C27H4802 078368-58-8 62
,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 49
,6,10-Dodecatrien-1-0l1, 3,7,11-... 222 C15H260 003790-71-4 47
eranyl bromide 216 C1OH17Br 006138-90-5 43

uih wNnPE
ANDNA—~

Abundance Scan 2642 (18.627 min): BP018123.D\data.ms (-2638) (- m/z 69.05 100.00%

69.0

5000

%

s

M hl 203.3 2812 18.50 19.00
-~ H,l‘ (LLiii 2033 2812343.1 41514753 548 ./, 41 05 47.41%
miz--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #163982 (E,E)-7,11,15-Trimethyl-3-methylene-hexadeca
69.0

o

;

18.50 19.00
m/z 93.10 40.78%

‘ 133.0
i 272.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #305114: (2E,6E)-3,7,11-Trimethyldodeca-2,6,10-trien-1-

5000 . —
I

o

B

69.0
I
18.50 19.00
5000 m/z 81.05 39.49%
136.0

o_‘u,‘H‘ i J\H.MP | sos0

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

Abundance  #101988: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- : ‘ =
69.0 18.50 19.00

m/z 67.05  28.21%

5000

B

0 L “\‘ i Jl “ L L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:58:53 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 5 n-Nonadecanol-1 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.086 4.26 ng/ul 169743  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Eicosene 280 C20H40 003452-07-1 91
3 1-Heneicosanol 312 C21H440 015594-90-8 81
4 1-Octadecene 252 C18H36 000112-88-9 78
5 1-Eicosanol 298 C20H420 000629-96-9 76

Abundance Scan 3060 (21.086 min): BP018123.D\data.ms (-3056) (- m/z 69.10 100.00%
69.1
- A—.L
21.00
9.2 207.2 282.1341 3 :
ow\,w‘J“‘uf‘!wmwHWw‘mHuw“““‘3‘1;‘1”?’9‘3;?7“‘ m/z 83.10  96.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
5000 — :
21.00
m/z 55.05 93.24%
ool fLf1] gsa0 2380
‘\\\ ’\\\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173727: 1-Eicosene
43.0
T \
21.00
5000 m/z 43.10 86.39%
1.0
280.0
pigezo |
ob L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T
55.0 21.00
m/z 57.10 84.55%
5000
125.0
‘ .0 266.0
ob Ly 0002800 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:58:54 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.898 2.72 ng/ul 108256  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 30
2 (2Z2,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 25
3 Longipinane, (E)- 206 C15H26 1000156-14-5 20
4 .alpha.-Estradiol, bis(trifluoro... 464 C22H22F604 1000352-22-8 18
5 1-Methylene-2b-hydroxymethyl-3,3... 222 C15H260 1000144-10-6 18
Abundance Scan 3198 (21.898 min): BP018123.D\data.ms (-3195) (- m/z 69.10 100.00%
69.1
5000
177.2
’ \ ‘ ‘ 2811 21.50 22.00
\ 355.2 : :
oL i W “hw\‘ bl gl 5002 4528 8875 Tio1 15 ggle7%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
5000 — SN
6.0 21.50 22.00
m/z 109.15 79.94%
L2
O\\‘“\\\‘w‘\\\‘\\‘\\L\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82903: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
— ety
21.50 22.00
5000 m/z 95.15 63.42%
163.0
0 J‘}H\}\\I\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82880: Longipinane, (E)- — M
109.0 21.50 22.00
m/z 81.10 54.80%
"l J
206.0
OWM\..M S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:58:55 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 (1R,4aR,5S)-5-[(E)-5-Hydrox... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

22.063 4.22 ng/ul 168147  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4aR,55)-5-[(E)-5-Hydroxy-3-m... 304 C2@H3202 1214984-94-7 60
2 (+)-Dihydrocarveol, pentafluorop... 300 C13H17F502 1010462-97-4 42
3 .beta.-Humulene 204 C15H24 000116-04-1 35
4 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 22
5 2-Buten-1-ol, 2-ethyl-4-(2,2,3-t... 208 C14H240 028219-61-6 18

Abundance Scan 3226 (22.062 min): BP018123.D\data.ms (-3222) (- m/z 81.10 100.00%

81.1
w ,V_A\AJK
]

—
209.1 22.00
,ﬂmunm.n2703 342.3 417.3 489.3549.

Hﬂdl“‘. Aoty o 022 TTEE TOLS A9099% m/z 95.10  82.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢
81.0

5000 SSuS :
7.0 22.00

m/z 55.05 66.29%

‘ 257.0
0 “ ‘\L L,H‘H‘ ’\ ‘J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #198764: (+)-Dihydrocarveol, pentafluoropropionate
93.0
J

5000 m/z 67.10 60.37%

) . 217.0 285.0
- “ P T T T T T T T
m/z--> 0 100 150 200 250 300 350 400 450 500 550 j
Abundance #80147: .beta.-Humulene

d H
107.0 22.00
m/z 69.10 59.28%

. 1 0\ J y

liwl
‘\\\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T T T

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 Farnesiferol C Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.163 16.05 ng/ul 638983  Chrysene-di2 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesiferol C 382 C24H3004 000512-17-4 50
2 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38
3 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 38
4 N-(2-Furylcarbonyl)tyrosine 275 C14H13NO5 1000260-99-5 35
5 N-(1,1-Dimethylpropynyl)-2-furan... 177 C10H11NO2 039108-97-9 30

Abundance Scan 3243 (22 162 min): BP018123.D\data.ms (-3239) (- m/z 95.10 100.00%

PR Ly

‘J 2854 22.00 22.50
ol Sy L . 2854343.1403.3466.7 549. ./, 69,10  61.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #289420: Farnesiferol C
81.0
162.
5000 62.0
22.00 22.50
m/z 81.10 54.64%
L

S
ooyl T seo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19514: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
95.0

22.00 22.50
5000 m/z 109.15 47 .55%
27.0
O\HHfLw“wJw\H*w*H*M*H!H*W*H*M*H!H*W*H*w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0 22.00 22.50

m/z 107.15 45.91%

Orerr ““MPHHH ‘%L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:58:58 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1-(2,2,3,5,6-Pentamethylcyc... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.292  85.40 ng/ul 3400620 Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 90
2 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 64
3 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 25
4 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 25
5 Methyl Camphorsulfonates 246 C11H1804S 046471-67-4 22
Abundance Scan 3265 (22.292 min): BP018123.D\data.ms (-3259) (- m/z 81.10 100.00%
81.1
177.3
5000
L s | 2%
0L AUy 2854 3815 4517 B49. .. 9519 93.90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330756: 1-(2,2,3,5,6-Pentamethylcyclohex-4-enyl)-9-(3,
177.0
95.0
5000
22.00 22.50
‘ } m/z 107.15  74.50%
285.0
Orrr 'H' ‘H .‘\IL J \i‘\\ | }\‘ b J'\" l\\ \h\ " T \\?’\5‘5\0\ T \4\.‘\5‘%‘-\.9\ ERERRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0
22.00 22.50
5000 m/z 109.15 73.31%
177.0
245.0
0 |'LMWWWL”””J,"33GO43IO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #27784: cis-3-Methyl-endo-tricyclo[5.2.1.0(2.6)]decane
81.0 22.00 22.50
m/z 123.15 64.62%
) JL/\
I |
0 AHWN‘mhiu}‘u“H"W“w“H“H“H“_“w“u“ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.568 32.50 ng/ul 12941406  Chrysene-d12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 87
2 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 45
3 Diethyl allylphosphonate 178 C7H1503P 001067-87-4 18
4 Camphorsulfonic acid 232 C1eH1604S 003144-16-9 15
5 6-Methyl-6,7-dihydro-9H-5-o0xa-9-... 177 C10H11NO2 1000210-20-2 14
Abundance Scan 3312 (22.568 min): BP018123.D\data.ms (-3307) (- m/z 95.10 100.00%
95.1
177.3
5000
22.50
of H 4 ,HW ,"a o oopf3031 4517 5354 15305 99.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
AMMMw¢ﬂ%m61@2&5&%mmmwmmmw4eww&@
77.0
95.0
5000
22.50
H } m/z 109.15  99.00%
2850
O TT M ‘ \i . \n\ ’ \J“\ l\ \\l ’Ji \L\l‘ ‘\ T \ l‘ \3\\4.\1-‘\0\ TT ‘ T \4\.\5“]-\‘\0\ T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0
22.50
5000 m/z 81.10 93.50%
177.0
o b0 smeo ssno
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #53265: Diethyl allylphosphonate
109.0 22.50
m/z 107.10 83.01%
5000
‘ 178.0
0 ﬁuM J"““m,m,w‘w_WHH_m_m_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:59:00 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 1,1,6-trimethyl-3-methylene... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.815 16.49 ng/ul 792513  Perylene-di2 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6-trimethyl-3-methylene-2-(3... 442 C32H58 1000373-94-0 64
2 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 56
3 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 46
4 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 27
5 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 27
Abundance Scan 3354 (22.815 min): BP018123.D\data.ms (-3346) (- m/z 81.10 100.00%
81.1
"—v—v—v—v—y—v—v—r
-
ok M L TR Iy 285:3343.34013 4656 5354 ./, 95 19  81.53%
mlz--> 100 150 200 250 300 350 400 450 500
Abundance #323208: 1,1,6-trimethyl-3-methylene-2-(3,6,10,13,14-pe
81.0
177.0
5000
22.50 23.00
“ ‘ m/z 55.10  73.48%
245.0 427.0
0 J H‘ ‘\‘I\‘”\\m\“\ll! '\‘\\\‘\\\3\0‘3\9:3\‘6?\(\)\‘\\“\\‘\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80330: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-pro
107.0
e =
43.0 22.50 23.00
5000 m/z 109.15 62.29%
I |)
0 “‘H u}‘ H‘h_m‘w_m‘mwww_m,w‘
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame - =t
95.0 22.50 23.00
m/z 83.10 60.47%
5000
\ 177.0
45.0
o ML 250 00 e
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:59:01 2023 Page: 15



Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 12 unknown-©3 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.992 4.58 ng/ul 220069  Perylene-di2 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 46
2 3-Octyne, 2,2,7-trimethyl- 152 C11H20 ©55402-13-6 43
3 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 41
4 22.alpha.-Hydroxy-3,4-secostict-... 458 C30H5003 069773-95-1 38
5 5-(1,2,4a,5-Tetramethyl-7-oxo-3,... 318 C20H3003 1217871-71-0 25

Abundance Scan 3384 (22.992 min): BP018123.D\data.ms (-3379) (- m/z 81.10 100.00%

81.1
5000
‘Y—Y—Y—Y—'—Y—Y—Y—Yi
. 341.2 403.2 23.00
0 24032 4773 549 /7 95.18  88.93%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0
5000
23.00
177.0 m/z 55.05 82.87%
5.0
0 ‘ | H} “l IH\ \Jw \“: Ji \\\ l \ L 336.0 437.0
\\\‘\T\‘\\\\\\\f\\\\\f\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\

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

;

Abundance #29493: 3-Octyne, 2,2,7-trimethyl-
81.0
23.00
m/z 69.05 78.74%
5000 137.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene =
69.0 23.00
m/z 93.10  59.46%
5000
ol ‘mﬁ\,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:59:02 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-04 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

23.098 67.41 ng/ul 3239860 Perylene-d12 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 91
2 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 64
3 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 25
4 trans-Chrysanthemal 152 C10H160 020104-05-6 22
5 1H-Cycloprop[e]azulene, 1la,2,3,5... 204 C15H24 021747-46-6 20

Abundance Scan 3402 (23.098 min): BP018123.D\data.ms (-3395) (- m/z 95.10 100.00%
od

1
177.3
5000

23.00 23.50

m/z 107.15 74.29%

5000
285.0
T "H' ‘H il}ll |‘ Al ? b J'\‘M t \h\ IR \\?’\5‘5\0\ T \4\'\\5‘?‘\.9\ ERERRER
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0

\ | \ || 2e5a 23.00 23.50
ol 38 1y 1 28543423 4136 47965363 1/, g1.1p  96.80%
miz—-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330756: 1-(2,2,3,5,6-Pentamethylcyclohex-4-enyl)-9-(3,

177.0

95.0
‘Y—Y—Y—'—Y—Y—Y—Y—'ﬁ
H\

o

23.00 23.50
5000 m/z 109.15 68.72%
177.0
245.0

0 |,LMWWW“HH”J‘Kl33GO43IO

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

Abundance #27784: cis-3-Methyl-endo-tricyclo[5.2.1.0(2.6)]decane
81.0 23.00 23.50

m/z 177.25 67.65%

5000
L“MM‘MLHFQO

T =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-05 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.286  37.13 ng/ul 1784400  Perylene-di12 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 87
2 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 59
3 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 47
4 Ergost-25-ene-3,5,6-triol, (3.be... 432 C28H4803 056143-28-3 43
5 Cholesta-9(11),24-diene-3,6,20-t... 416 C27H4403 037926-46-8 35
Abundance Scan 3434 (23.286 min): BP018123.D\data.ms (-3428) (- m/z 95.10 100.00%
177.3
5000
) -
§ } } \ 285.4 : :
Pt m“\wﬂh‘w‘m Lot 342:2 4153 479.7 549 n/z 81.05  97.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #330756: 1- (2 2,3,5,6-Pentamethylcyclohex-4-enyl)-9-(3,
77.0
95.0
5000 - —
23.00 23.50
‘ ‘ m/z 55.10  87.32%
2850
O TT "HH \\\”\ ‘ \i‘\\J\J\‘ Il \Jl\“ l\ T \ ‘ \?’\4’\]-‘ \o\ TT ‘ T \4\.\5“]-\‘\0\ T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame
95.0
= =
23.00 23.50
5000 m/z 69.10 82.00%
177.0
o M 20, w0 w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene = .
69.0 23.00 23.50
m/z 109.15  73.22%
) /JU
o‘ ‘P -, s
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-06 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

23.604 2.78 ng/ul 133709  Perylene-di2 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-6,7-dihydro-9H-5-o0xa-9-... 177 C10H11NO2 1000210-20-2 43
2 Cyclohexane-1-methanol, 3,3-dime... 208 C14H240 1000196-01-5 38
3 Isolongifolol 222 C15H260 001139-17-9 35
4 3-Chloro-2-trimethylsiloxypropene 164 C6H13C1l0Si 1000427-07-8 20
5 Cyclohexene, 1,5,5-trimethyl-6-a... 180 C12H200 211563-96-1 14

Abundance Scan 3488 (23 604 min): BP018123.D\data.ms (-3484) (- m/z 95.05 100.00%
9I:
177.2

5000

g

—
2350 2400
0138 “‘“J*“nmll34324152 4903549+ 1/z 69.10  98.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #51735: 6-Methyl-6,7-dihydro-9H-5-oxa-9-azabenzocyclo
109.0
177.0
5000 . —
41.0 23.50 24.00
‘ m/z 109.20 87.25%
0‘\\“\1\\’1\'\‘\‘&‘1 !\1\‘\\L\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #85280: Cyclohexane-1-methanol, 3,3-dimethyl-2-(3-met

-

109.0
=
41.0 23.50 24.00
5000 ITI/Z 107.10 78.04%
\ ‘ 177.0
N1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101934: Isolongifolol = —T—
109.0 23.50 24.00
m/z 177.15 77.02%
5000{ 41.0
‘ ‘}“189£
ol YV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Data File : BP@18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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 unknown-07 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.662  2.75 ng/ul 132197 Peryleme-diz 23.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (22,4)-3,7,11-Trinethyl-2,4,10-... 206 C15H26 172549-29-0 46

172549-29-0 38
054482-56-3 37
005956-09-2 35
1000144-09-7 35

2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26

,19-Cyclolanost-23-ene-3,25-dio... 484 C32H5203
H-3,9a-Methano-1-benzoxepin, oc... 222 C15H260
-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240

uih wNnPE
R N WO A~~~

Abundance Scan 3498 (23.662 min): BP018123.D\data.ms (-3494) (- | m/z 207.20 100.00%
69.1 207.2
5000 133.1 281.1
2350  24.00
355.3 . .
489.4
O‘HAM ks b A29.8 U9 sz 69.10 96.71%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82901: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
5000 A, —
23.50 24.00
‘ ‘ m/z 109.10  96.44%
O\\‘i\‘\\‘\\\\“\\\L\ﬁ\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82903: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.0
 a ~—
23.50 24.00
5000 ITI/Z 177.15 93.10%
163.0
oLk ‘}\\,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #335196: 9,19-Cyclolanost-23-ene-3,25-diol, 3-acetate, ( —— T
43.0 109.0 23.50 24.00
m/z 95.10 90.98%
5000
2
03.0 424.0
R A TS R PO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18123.D

Acqg On : 13 Nov 2023 02:13
Operator : MA/JU

Sample : 05158-01

Misc

ALS Vvial : 104 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.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|
1-(3-Chlorophen... 9.216 3.1 ng/ul 50590 1 7.840 323727 20.0
Cyclopropanecar... 12.328 3.5 ng/ul 74899 2 10.663 428121 20.0
n-Hexadecanoic ... 18.145 5.9 ng/ul 192356 4 17.298 649518 20.0
(E,E)-7,11,15-T... 18.627 4.2 ng/ul 136282 4 17.298 649518 20.0
n-Nonadecanol-1 21.086 4.3 ng/ul 169743 5 21.427 796428 20.0
unknown-01 21.898 2.7 ng/ul 108256 5 21.427 796428 20.0
(1R,4aR,5S)-5-[... 22.063 4.2 ng/ul 168147 5 21.427 796428 20.0
Farnesiferol C 22.163 16.1 ng/ul 638983 5 21.427 796428 20.0
1-(2,2,3,5,6-Pe... 22.292 85.4 ng/ul 3400620 5 21.427 796428 20.0
unknown-02 22.568 32.5 ng/ul 1294140 5 21.427 796428 20.0
1,1,6-trimethyl... 22.815 16.5 ng/ul 792513 6 23.921 961240 20.0
unknown-03 22.992 4.6 ng/ul 220069 6 23.921 961240 20.0
unknown-04 23.098 67.4 ng/ul 3239860 6 23.921 961240 20.0
unknown-05 23.286 37.1 ng/ul 1784400 6 23.921 961240 20.0
unknown-06 23.604 2.8 ng/ul 133709 6 23.921 961240 20.0
unknown-07 23.662 2.8 ng/ul 132197 6 23.921 961240 20.90
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