LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc :

ALS Vvial : 105 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@18124.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 20 24 34 rvB3 16960 25869 1.63% 0.123%
2 3.669 96 99 114 rBV 73961 137851 8.67% 0.654%
3 3.963 146 149 152 rVB3 7262 8334 0.52% 0.040%
4 4.481 233 237 240 rBV6 4815 8174 0.51% 0.039%
5 4.511 240 242 246 rVB4 2890 3699 0.23% 0.018%
6 4.752 280 283 285 rBv4 2735 2748 0.17% 0.013%
7 5.387 387 391 397 rVB3 13611 19617 1.23% 0.093%
8 6.593 591 596 597 rBv4 3312 5669 0.36% 0.027%
9 7.022 663 669 687 rBvV2 42151 116670 7.33% 0.554%
10 7.193 692 698 710 rBV 217726 357639 22.48% 1.697%
11 7.363 719 727 744 rBV 193821 362422 22.78% 1.720%
12 7.687 777 782 784 rBV5 1893 2821 0.18% 0.013%
13 7.840 801 808 822 rBV 419746 693084 43.57%  3.289%
14 8.187 863 867 869 rBV5 2173 2455 0.15% 0.012%
15 8.504 918 921 924 rBVS 1854 2403 0.15% 0.011%
16 8.575 927 933 948 rBV 127586 291788 18.34%  1.385%
17 8.716 955 957 959 rVB3 2317 2197 0.14% 0.010%
18 8.816 971 974 977 rBv4 1422 2566 0.16% 0.012%
19 9.051 1007 1014 1028 rBV 259149 492200 30.94% 2.336%
20 9.216 1037 1042 1050 rVV 55935 85101 5.35% 0.404%
21  9.269 1050 1051 1055 rVB4 2300 2445 0.15% 0.012%
22 9.393 1068 1072 1077 rBV8 3110 5990 0.38% 0.028%
23 9.598 1104 1107 1113 rBvS8 1791 2712 0.17% 0.013%
24  9.775 1132 1137 1149 rBV2 36458 79732 5.01% ©.378%
25 9.875 1153 1154 1158 rVV4 2141 2370 0.15% 0.011%
26 9.934 1158 1164 1169 rVBS8 4843 9019 0.57% 043%

27 10.298 1220 1226 1242 rBV 129728 311615 19.59%
28 10.657 1279 1287 1302 rBV 569163 982137 61.74%

ONPRO
o))
o)}
iy
R

29 10.845 1312 1319 1340 rBV 247085 567843 35.70% 695%
30 11.140 1364 1369 1372 rBV6 1967 3875 0.24% 018%
31 11.492 1427 1429 1430 rBV2 2658 2174 0.14% 0.010%
32 11.534 1433 1436 1439 rW5 1825 2238 0.14% 0.011%
33 11.704 1460 1465 1473 rVv8 8393 17494 1.10% ©0.083%
34 11.957 1504 1508 1509 rBV3 1953 2371 0.15% 0.011%
35 11.975 1509 1511 1514 rwv3 2060 2595 0.16% 0.012%
36 12.269 1556 1561 1567 rBV7 4061 8150 0.51% 0.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc :

ALS Vvial : 105 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 12.334 1567 1572 1582 rBV4 17130 51430 3.23% 0.244%
38 12.704 1632 1635 1639 rVB6 1625 2511 0.16% 0.012%
39 12.751 1639 1643 1646 rBV6 4185 5379 0.34% 0.026%
40 13.257 1726 1729 1731 rVWV4 2600 2772 0.17% 0.013%
41 13.357 1740 1746 1754 rBV3 18933 34435 2.16% 0.163%
42 13.545 1774 1778 1782 rVB7 2200 3379 0.21% 0.016%
43 13.622 1787 1791 1794 rVB5 2174 3116 0.20% 0.015%
44 13.722 1801 1808 1813 rBV5 3852 6325 0.40% 0.030%
45 13.816 1820 1824 1826 rBV5 1733 2312 0.15% 0.011%
46 13.851 1826 1830 1831 rBV4 2754 3307 0.21% 0.016%
47 13.939 1839 1845 1852 rBV 673672 961848 60.46% 4.565%
48 14.134 1873 1878 1882 rBvV8 2828 5205 ©0.33% 0.025%
49 14.216 1885 1892 1906 rBV 724767 1052347 66.15% 4.994%
50 14.434 1927 1929 1934 rVB5 2291 3048 0.19% 0.014%
51 14.516 1934 1943 1955 rBV 884130 1259313 79.16% 5.976%
52 15.028 2027 2030 2035 rBVv7 3352 4945 0.31% 0.023%
53 15.133 2044 2048 2051 rBV6 2698 3597 0.23% 0.017%
54 15.263 2066 2070 2072 rBV5 2042 2806 0.18% 0.013%
55 15.298 2072 2076 2081 rvB8 4359 6263 ©0.39% 0.030%
56 15.516 2105 2113 2126 rBV 864812 1313701 82.58% 6.234%
57 15.757 2153 2154 2162 rVB8 4721 7103 0.45% 0.034%
58 15.816 2162 2164 2168 rVB5 2653 4045 0.25% 0.019%
59 15.886 2173 2176 2181 rVB7 2974 4090 0.26% 0.019%
60 16.169 2220 2224 2227 rBV5 4311 4994 0.31% 0.024%
61 16.257 2235 2239 2242 rBV6 3735 6951 0.44% 0.033%
62 16.322 2248 2250 2254 rVB5 1781 2149 0.14% 0.010%
63 16.663 2304 2308 2310 rBV4 4286 5183 ©.33% 0.025%
64 16.851 2336 2340 2347 rBV9 3996 9383 0.59% 0.045%
65 16.975 2358 2361 2365 rVB6 4479 5562 0.35% 0.026%
66 17.086 2377 2380 2384 rBV6 5111 7428 0.47% 0.035%
67 17.163 2389 2393 2395 rBV5 2691 4266 0.27% 0.020%
68 17.257 2405 2409 2411 rBV4 22604 28944  1.82% 0.137%
69 17.298 2411 2416 2425 rVV 869310 1296558 81.50% 6.153%
70 17.398 2427 2433 2448 rVB 901242 1354835 85.17% 6.430%
71 17.580 2462 2464 2470 rVB7 7927 10996 0.69% 0.052%
72 17.710 2483 2486 2490 rBV6 4357 7332 0.46% 0.035%
73 17.916 2519 2521 2528 rVB8 6414 9886 0.62% 0.047%
74 18.145 2554 2560 2565 rBV8 19104 33680 2.12% 0.160%
75 18.239 2572 2576 2580 rVB 18770 22780 1.43% 0.108%
76 18.304 2585 2587 2588 rBV2 2455 2374 0.15% 0.011%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc :

ALS Vvial : 105 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 18.351 2593 2595 2597 rBV3 2825 2435 0.15% 0.012%
78 18.386 2599 2601 2602 rBV2 2453 2256 0.14% 0.011%
79 18.527 2622 2625 2627 rBV4 4004 4211 0.26% 0.020%
80 18.563 2627 2631 2637 rVB8 18748 27134 1.71% 0.129%
81 18.633 2638 2643 2648 rBV 154046 188055 11.82% 0.892%
82 18.769 2664 2666 2670 rVB5 5024 5673 0.36% 0.027%
83 18.810 2670 2673 2676 rBvV4 6330 7040 0.44% 0.033%
84 18.904 2687 2689 2691 rBV3 3433 3215 0.20% 0.015%
85 19.127 2723 2727 2732 rVB6 7679 11946 0.75% 0.057%
86 19.227 2739 2744 2748 rBV6 15409 24428 1.54% 0.116%
87 19.298 2753 2756 2760 rVB2 8453 13031 0.82% 0.062%
88 19.521 2791 2794 2797 rBV5S 8220 10124 0.64% 0.048%
89 19.651 2811 2816 2836 rBV 1157458 1514055 95.18% 7.185%
90 19.945 2864 2866 2872 rVB6 11172 9159 0.58% 0.043%
91 21.086 3055 3060 3068 rBV 153095 260158 16.35%  1.235%
92 21.427 3113 3118 3127 rBV 877627 1205229 75.76% 5.720%
93 22.163 3240 3243 3249 rVB 104136 138470 8.70% 0.657%
94 22.292 3260 3265 3271 rBV 683776 886250 55.71% 4.206%
95 22.568 3308 3312 3320 rVB2 240834 356825 22.43% 1.693%
96 22.815 3351 3354 3361 rVB4 89793 140760 8.85% 0.668%
97 23.098 3397 3402 3408 rVB 506402 770152 48.41%  3.655%
98 23.292 3430 3435 3442 rVB4 207768 368329 23.15% 1.748%
99 23.757 3508 3514 3523 rVB2 756810 1590799 100.00% 7.550%
100 23.927 3536 3543 3554 rVB 604790 1349108 84.81% 6.403%

Sum of corrected areas: 21071487
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 13 Nov 2023 02:47
: MA/JU
: 05158-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018124.D

: 105  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111023.MA.M
: SVOA CALIBRATION

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

AP,
1000000
800000
600000
400000

200000

0

TIC: BP018124.D\data.ms

10.657

7.840

9.051
8.575
0. 216
7.68]7__8.1878.5 EG 9/26 11.140m 487 C

3.669
8.228 3.963 asEn752  5.387

Time-->

350 400 450 500 550 600 650 700 750 @8 00 850 9. 00 9.50 10.00 10.50 11.00 11.50

A
1000000
800000
600000

400000

200000

TIC: BP018124.D\data.ms
19.651

14.516 15.516 17’[5&@8

14.216
13.939

19.945

Time-->

0&@%@@*@@;@@ 4__1560EA0Y

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

PSS,
1000000
800000
600000
400000

200000

0

TIC: BP018124.D\data.ms

21.427
23.757

22.292
3.927

23.098

22.16

21.086

Time-->

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@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 Cyclopentasiloxane, decamet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9216 2.46 ng/ul §5101 1,4-Dichlorobenzene-dd  7.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 CLOH300SSi5  00@541-02-6 86
2 Octopamine, 3TMS derivative 369 C17H35N02Si3  0©68595-60-8 50

3 1-(4-Hydroxyphenyl)propane-1,2-d... 384 C18H3603Si3 1000495-85-7 47
4 [(4-Hexylbenzene-1,3-diyl)bis(ox... 338 C18H3402Si2 134273-01-1 47
5 2-Amino-4-methylphenol, 2TMS der... 267 C13H25NOSi2 1000373-28-1 47

Abundance Scan 1042 (9.216 min): BP018124.D\data.ms (-1037) (-)| | m/z 73.10 100.00%
3.1
267.1
5000
355.3
T TR R
13501931 8.80 9.00 9.20 9.40 9.60
ol b RSO T L L 48124874546 ) 067 15 62.09%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 3550 [T ot oot
267.0 8.80 9.00 9.20 9.40 9.60
m/z 355.30 30.17%
N 133.0193.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\IV\‘\\\\‘W\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277895: Octopamine, 3TMS derivative
267.0
R
102.0 8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 268.10 16.41%
193.0 354.0
(O R A R e e R RARR R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #290450: 1-(4-Hydroxyphenyl)propane-1,2-diol, 3TMS (is R R
267.0 8.80 9.00 9.20 9.40 9.60
m/z 356.20 13.67%
73.0
5000
147.0
0 | L L) 2p7'0 | 369.0
R A B R e R AP AN i
m/z--> 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 2 1,6,10,14-Hexadecatetraen-3... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.633 2.90 ng/ul 188055  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 83
2 1,6,10,14,18,22-Tetracosahexaen-... 426 C30H500 097232-74-1 74
3 1,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 64
4 1,6,10-Dodecatrien-3-0l, 3,7,11-... 222 C15H260 007212-44-4 64
5 (2E,6E,10E)-3,7,11,15-Tetramethy... 318 C21H3402 125456-63-5 64

Abundance Scan 2643 (18.633 min): BP018124.D\data.ms (-2638) (- m/z 69.05 100.00%
69.0

5000

| I

T [ —
H “ 203.3 283.1342.2 18.50 19.00
_m‘ ‘wl\tﬂwmm 283.1342.2401.2 4894549 n/z 41.10  45.69%

m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #187041: 1,6,10,14-Hexadecatetraen-3-ol, 3,7,11,15-tetr
69.0
: : s

5000 [
18.50 19.00
m/z 81.10 40.09%

o

n J‘.l fl ﬂ , 1 203.0 272.0

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

Abundance #316554: 1,6,10,14,18,22-Tetracosahexaen-3-ol, 2,6,10,
69.0

o

%

18.50 19.00
5000 m/z 93.10 38.69%

35.0
I \l \l L 20?0 271 0 357.0 426.0

m/z--> 0 50 160 lELO 200 250 360 35‘0 460 45‘0 560 5%0
Abundance #187040: 1,6,10,14-Hexadecatetraen-3-ol, 3,7,11,15-tetr ey Pompe
69.0 18.50 19.00
m/z 43.10 27.52%

o

5000

HH‘HH‘ ﬁsl\u | 203.0 27?0

0k HWH_m,mw‘wwa”www_
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

%
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Library Search Compound Report

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

Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 3 n-Nonadecanol-1 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.086 4.32 ng/ul 260158  Chrysene-di2 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Nonadecanol-1
2 1-Heneicosanol
3 Behenic alcohol
4 1-Tricosene

5 n-Nonadecanol-1

284 C19H400
312 C21H440
326 C22H460
322 C23H46
284 C19H400

001454-84-8 94
015594-90-8 94
000661-19-8 94
018835-32-0 94
001454-84-8 93

Abundance Scan 3060 (21.086 min): BP018124.D\data.ms (-3055) (- m/z 83.10 100.00%
5000
21.00 |
20722651 | .
Ol ‘*_\‘H%wa‘h IR 3890 420.3489.4548. ... 43.10  96.85%
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 97.05 96.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
21.00
5000 ITI/Z 69.10 92.71%
125.0
OJ{ 1‘&1%02660
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol e
83.0 21.00
m/z 55.05 91.50%
5000
o190/ { | ‘FF‘? 0 22202800
R N R R R e A AR R AR .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\

Library Search Compound Report

Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 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 unknown-01 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
22.163 2.30 ng/ul 138470  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylimidazole-5-butyric acid... 250 C10H13F3N202  1000129-15-9 38
2 4,5,6,7-Tetrahydro-1H-1,2,3-benz... 123 C6HIN3 006789-99-7 35
3 (-)-Neoclovene-(I), dihydro- 206 C15H26 1000152-82-1 27
4 Marrubiin 332 C20H2804 000465-92-9 27
5 4,7-Methanobenzofuran, 2,2'-oxyb... 374 C24H3803 081955-10-4 27

Abundance Scan 3243 (22.163 min): BP018124.D\data.ms (-3240) (- m/z 95.10 100.00%

95.1
5000
177.2
A

oA
281.1 3553 22.00 22.50
,M m l'wwm bt 4 484.3 549. 69.10  68.20%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134862: 4-Methylimidazole-5-butyric acid, 2,2,2-trifluoro
95.0

5000
2200 2250
81.10 55.22%

168.0
‘ TTT \“1 ""\ l\ ‘\l T “\ \“ \|\ ! T ‘\ T \l ‘ T \2\5\?\.9\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #11565: 4,5,6,7-Tetrahydro-1H-1,2,3-benzotriazole
95.0 /\A

O

o

2200 22.50
5000 109.15  53.81%
O“kh\,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82896: (-)-Neoclovene-(l), dihydro-
81.0 22.00 22.50

m/z 107.10 44.67%

0 IHM H“ a J k

B L -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2200 22.50

SFAM-EPA-BP111023.MA.M Mon Nov 13 14:59:38 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 5 1-(2,2,3,5,6-Pentamethylcyc... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.292 14.71 ng/ul 886250  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 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I 1000195-85-9 49
3 3,9-Dibromo-(-)-camphor 308 C10H14Br20 064474-55-1 38
4 Cyclodecene, 3-bromo- 216 C1OH17Br 056325-56-5 25
5 1-Isopropenyl-3-propenylcyclopen... 150 C11H18 1000192-81-2 22
Abundance Scan 3265 (22.292 min): BP018124.D\data.ms (-3260) (- m/z 81.10 100.00%
81.1
177.3
5000 k
s —
‘ ‘ \ ‘ 281.1 22.00 22.50
oLl ‘H‘H‘ ‘nnm"m_HW“3‘5}‘?‘2‘“”“‘5‘1‘9‘“?“‘?‘ m/z 95.05 94.65%

m/z--> 0 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
22.00 22.50
w m/z 109.15 78.37%
2850
"'\H m}\ i‘um L P 3550 4510

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238676: 6.beta.Bicyclo[4.3.0Jnonane, 5.beta.-iodomethy

o

109.0
41.0
22.00 22.50
m/z 107.15 75.46%
5000 205.0
O\JHV‘M 1T =T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #208457: 3,9-Dibromo-(-)-camphor A e e e S e
121.0 22.00 22.50
m/z 123.15 64.93%
41.0
5000 201.0
310.0
O\J““}}M‘”‘IH“““ S : A’V
m/z--> 0 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@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 1,1,6-trimethyl-3-methylene... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.568 5.92 ng/ul 356825 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 91
2 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 53
3 (7,7-Dimethyl-2-oxobicyclo[2.2.1... 250 C1OH15C103S 1000194-76-1 27
4 Diethyl allylphosphonate 178 C7H1503P 001067-87-4 25
5 Cyclohexane, 1,2-dimethyl-3,5-bi... 192 C14H24 074806-55-6 18
Abundance Scan 3312 (22.568 min): BP018124.D\data.ms (-3308) (- m/z 109.15 100.00%
1092
177.2
5000
41.
’ I ‘”} “ 259.3  357.3417.3 489.4 2250
o AL L1, 2593, 357.3417.3 489.4548. /0 g1 19 95.12%
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 ‘ M
22.50
H ‘ m/z 123.20  95.02%
285 0
0 TTT ’H \H\\\”\ ‘ \J“\ T J\‘ Il \L\l‘ \ T \ l‘ T \\3\‘5‘5\\0\ T ‘ T \4\!\5‘1\\()\ 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 95.10 94.22%
177.0
o M 20 o smo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134874: (7,7-Dimethyl-2-oxobicyclo[2.2.1]hept-1-yl)-met
109.0 22.50
m/z 107.15 82.36%
5000
41.0
o“u”lﬂmﬁ%-0 ‘ M
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 Carbonic acid, (1R)-(-)-men... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.815 2.09 ng/ul 140760  Perylene-di2 23.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 78
2 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5... 298 C20H340 ©21738-29-4 53
3 Carbonic acid, (1R)-(-)-menthyl ... 256 C15H2803 1010392-44-8 53
4 Ergost-25-ene-3,5,6,12-tetrol, (... 448 C28H4804 056052-97-2 49
5 Divinylbis(cyclopropyl)silane 164 C1loH16Si 1000109-95-2 38
Abundance Scan 3354 (22.815 min): BP018124.D\data.ms (-3351) (- m/z 95.10 100.00%
95.1
22‘56 ‘23‘00‘
281.13421 415.3477.4 A : :
03 9 m/z s5.10  83.78%
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
5000 & S
22.50 23.00
1770 m/z 81.10 83.18%
45.0
O TTT ‘ \“1 ‘\ ‘ \ \ \ i[ %\}WlJWlL\lJ'JI T \ ‘ T \l\l\ ‘ \3\:3\6\‘9\ L ‘ ﬂ?\’?‘o\\ TT ‘ TTTT ‘ T
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #187050 (E)-3-Methyl-5-((1R,4aR,8aR)-5,5,8a-trimethyl-
81.0
P =
22.50 23.00
5000 m/z 107.15 67.21%
2.0 275.0
0 i “ ‘ 1 \hp?ow
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143312: Carbonic acid, (1LR)-(-)-menthyl isobutyl ester = ==t
95.0 22.50 23.00
m/z 93.10 60.31%
) m
it
om‘u“‘lw‘mwwww_m_WWWWW oA st
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 2-Methyl-3-(3-methyl-but-2-... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.098 11.42 ng/ul 770152  Perylene-di2 23.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-3-(3-methyl-but-2-enyl)... 222 C15H260 1000144-10-2 94
2 1-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 91
3 1,1,6-trimethyl-3-methylene-2-(3... 452 C33H56 1000373-94-5 72
4 1,4-Dimethyl-7-(prop-1-en-2-yl)d... 222 C15H260 021698-41-9 55
5 (3S,6S)-6-Isopropyl-3-methyl-2-(... 220 C15H240 021698-46-4 41
Abundance Scan 3402 (23.098 min): BP018124.D\data.ms (-3397) (- m/z 81.10 100.00%
81.1
177.3
5000
= Y
| ‘ \” || 2853 3422 479.8 23.00 2350
ol A ‘,m Lyl 2053 3422 415347985362 ./, 9515  98.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102038: 2-Methyl-3-(3-methyl-but-2-enyl)-2-(4-methyl-pe
69.0
5000 —-, ‘
23.00 23.50
m/z 107.10 74.83%
“ “ 191.0
O\\’\\\’\\\\’f\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
= =
23.00 23.50
5000 m/z 109.20  72.57%
285.0
; I B 000 0
m/z--> 50 10 50 200 250 300 350 400 450 500 550
Abundance #326497: 1,1,6-trimethyl-3-methylene-2-(3,6,9,13-tetrame —4= o
95.0 23.00 23.50
m/z 177.25 65.58%
5000
177.0
5.0
oh- AL ,M\W A ST L — ——
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@18124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.292 5.46 ng/ul 368329  Perylene-d12 23.927
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11-(2,2,3,5,6-Pentamethylcyclohex... 466 C34H58 1000373-94-7 74
2 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 22
3 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 18
4 Bicyclo[2.2.2]oct-2-ene, 1,2,3,6... 164 C12H20 062376-14-1 15
5 Vinyltris(cyclopropyl)silane 178 C11H18Si 1000109-97-3 14
Abundance Scan 3435 (23.292 min): BP018124.D\data.ms (-3430) (- m/z 95.10 100.00%
95.1
177.2
5000
‘ 2300 2350
28113412 :
0 ?’ﬁL‘ ALY JL ‘ ki "“‘\w b b e, A03:2463.2 8373 o 81,10 91.33%
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 pa =
23.00 23.50
‘ m/z 69.05 82.83%
2850
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56913: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-
69.0
e =
23.00 23.50
5000 m/z 55.10 79.76%
M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19520: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl- = ==
81.0 23.00 23.50
m/z 107.15 75.45%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018124.D

Acqg On : 13 Nov 2023 02:47
Operator : MA/JU

Sample : 05158-02

Misc

ALS Vvial : 105 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|
Cyclopentasilox... 9.216 2.5 ng/ul 85101 1 7.840 693084 20.0
1,6,10,14-Hexad... 18.633 2.9 ng/ul 188055 4 17.298 1296560 20.0
n-Nonadecanol-1 21.086 4.3 ng/ul 260158 5 21.427 1205230 20.0
unknown-01 22.163 2.3 ng/ul 138470 5 21.427 1205230 20.0
1-(2,2,3,5,6-Pe... 22.292 14.7 ng/ul 886250 5 21.427 1205230 20.0
1,1,6-trimethyl... 22.568 5.9 ng/ul 356825 5 21.427 1205230 20.0
Carbonic acid, ... 22.815 2.1 ng/ul 140760 6 23.927 1349110 20.0
2-Methyl-3-(3-m... 23.098 11.4 ng/ul 770152 6 23.927 1349110 20.0
unknown-02 23.292 5.5 ng/ul 368329 6 23.927 1349110 20.0
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