LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc :

ALS Vvial : 12 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@19135.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.234 22 25 35 rVB 33049 44824 0.83% 0.082%
2 3.658 94 97 107 rBV 107459 165215 3.06% 0.302%
3  3.764 112 115 122 rVB 25216 33133 0.61% 0.061%
4 3.881 131 135 141 rVvB2 15194 23781 0.44% 0.043%
5 4.905 304 309 320 rVB 28224 48269 0.89% 0.088%
6 5.793 454 460 466 rVB3 12586 21574 0.40% 0.039%
7 6.317 540 549 556 rBV 27579 52035 0.96% 0.095%
8 6.481 573 577 582 rVB 16051 23864 0.44% 0.044%
9 6.952 651 657 658 rBvV2 28626 37954 0.70% 0.069%
106 6.981 658 662 666 rVv 84730 131305 2.43% 0.240%
11 7.105 677 683 685 rBV 55754 83213 1.54% 0.152%
12 7.146 685 690 701 rVB 372545 585999 10.85% 1.072%
13 7.334 714 722 734 rBV 293426 473288 8.77% 0.866%
14 7.805 792 802 809 rBV 607375 927967 17.19% 1.697%
15 7.875 810 814 820 rVW5 10712 21272 0.39% 0.039%
16 8.111 849 854 862 rVB3 39390 64010 1.19% 0.117%
17 8.469 910 915 918 rBV3 14840 22041 0.41% 0.040%
18 8.522 918 924 936 rVW 295463 492775 9.13% 0.901%
19 8.634 936 943 957 rVV 343709 581921 10.78% 1.064%
20 8.752 959 963 970 rvB2 11130 22360 0.41% 0.041%
21  8.969 993 1000 1012 rVV 403044 677264 12.54%  1.239%
22 9.546 1091 1098 1102 rBV5 16052 27762 0.51% 0.051%
23 9.687 1115 1122 1129 rBV 321165 522119 9.67% 0.955%
24  9.869 1146 1153 1161 rBV 72929 146114 2.71% 0.267%
25 10.052 1177 1184 1192 rVB 38586 70604 1.31% 0.129%

26 10.228 1207 1214 1223 rBV 212369 377821
27 10.381 1234 1240 1250 rBV 54661 109544  2.03%
28 10.599 1270 1277 1285 rBV 732975 1230452 22.79%
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29 10.757 1299 1304 1319 rVB2 19489 52938 0.98% 097%
30 11.163 1364 1373 1396 rBV3 77910 306657 5.68% 561%
31 11.363 1401 1407 1409 rVVv3 12743 27928 ©.52% ©0.051%
32 11.405 1409 1414 1425 rVB 28340 59125 1.10% ©.108%
33 11.975 1506 1511 1516 rwv2 13310 25338 0.47% 0.046%
34 12.187 1539 1547 1555 rVB7 12140 33241 0.62% ©0.061%
35 12.951 1671 1677 1683 rVB5 15780 23879 0.44% 0.044%
36 13.234 1720 1725 1729 rVWV 25346 43477 0.81% 0.080%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc :

ALS Vvial : 12 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 13.351 1742 1745 1749 rVB4 17142 24481 0.45% 0.045%
38 13.451 1758 1762 1767 rVV 67930 96991 1.80% 0.177%
39 13.593 1780 1786 1790 rBv4 63844 118236 2.19% 0.216%
40 13.628 1790 1792 1800 rVB3 30830 44579 0.83% 0.082%
41 13.716 1800 1807 1811 rBV 631475 948968 17.58% 1.736%
42 13.757 1811 1814 1820 rVB2 111215 168957 3.13% 0.309%
43 13.863 1826 1832 1839 rBV 906390 1286572 23.83% 2.353%
44 13.969 1845 1850 1856 rVB2 71376 110306 2.04% 0.202%
45 14.140 1871 1879 1889 rBvV2 358902 557941 10.33% 1.021%
46 14.269 1897 1901 1908 rVV 86995 126705 2.35% 0.232%
47 14.340 1908 1913 1918 rVB2 125019 183810 3.40% 0.336%
48 14.451 1925 1932 1939 rBV 1109788 1672165 30.97% 3.059%
49 14.516 1939 1943 1954 rVB5 35190 58812 1.09% 0.108%
50 14.598 1954 1957 1962 rVB3 27370 38127 0.71% 0.070%
51 14.669 1962 1969 1973 rBV 156828 294537 5.45% 0.539%
52 14.816 1990 1994 2000 rBv2 54429 90630 1.68% 0.166%
53 14.904 2005 2009 2019 rVB4 77413 136585 2.53% 0.250%
54 14.998 2020 2025 2030 rBV3 30228 45149 0.84% 0.083%
55 15.046 2030 2033 2035 rBv4 16335 22208 0.41% 0.041%
56 15.081 2035 2039 2044 rVB2 71834 104481 1.94% 0.191%
57 15.304 2070 2077 2080 rBV7 10979 23913 0.44% 0.044%
58 15.445 2095 2101 2108 rVB 1419206 1943697 36.00%  3.555%
59 15.569 2116 2122 2127 rBV 332810 475240 8.80% 0.869%
60 15.616 2127 2130 2134 rVB5 22861 32424 0.60% 0.059%
61 15.687 2139 2142 2144 rVWW4 21740 30492 0.56% 0.056%
62 15.734 2145 2150 2160 rVB 481243 693001 12.83% 1.268%
63 15.945 2181 2186 2191 rBV3 49665 79166 1.47% 0.145%
64 16.175 2221 2225 2233 rBV7 38700 93681 1.73% 0.171%
65 16.316 2246 2249 2251 rBV4 17800 23739 0.44% 0.043%
66 16.345 2252 2254 2259 rVB2 35444 47202 0.87% 0.086%
67 16.610 2296 2299 2303 rBV5 23662 35330 0.65% 0.065%
68 16.857 2335 2341 2355 rBV 3619446 5399487 100.00% 9.877%
69 16.975 2358 2361 2366 rVB3 68056 109274 2.02% 0.200%
70 17.110 2380 2384 2391 rBV 96911 132269 2.45% 0.242%
71 17.204 2392 2400 2405 rBV 1487673 2115862 39.19% 3.870%
72 17.251 2405 2408 2412 rVB 110647 132324 2.45% 0.242%
73 17.304 2412 2417 2422 rBV2 622769 862151 15.97% 1.577%
74 17.575 2460 2463 2466 rBV3 52661 72527 1.34% 0.133%
75 17.710 2483 2486 2490 rVB2 57589 72316 1.34% 0.132%

76 17.987 2529 2533 2538 rBV3 112306 169204 3.13% ©.310%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc :

ALS Vvial : 12 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 18.045 2539 2543 2548 rBV 203055 284455 5.27% 0.520%
78 18.104 2548 2553 2563 rVV 1017341 1444966 26.76% 2.643%
79 18.392 2598 2602 2605 rBV3 114396 171293 3.17% 0.313%
80 18.657 2644 2647 2651 rBV 143153 164376 3.04% 0.301%
81 18.875 2681 2684 2689 rBV 96838 136587 2.53% 0.250%
82 19.198 2736 2739 2742 rBV2 241843 306240 5.67% 0.560%
83 19.251 2745 2748 2755 rVB2 327786 488414 9.05% 0.893%
84 19.339 2760 2763 2774 rBV 384376 537933 9.96% 0.984%
85 19.551 2796 2799 2803 rVB2 149910 198334 3.67% 0.363%
86 20.410 2940 2945 2949 rBV 937500 1247053 23.10% 2.281%
87 20.451 2949 2952 2959 rVB2 273408 416765 7.72% ©.762%
88 21.028 3046 3050 3056 rBV 690790 1001391 18.55% 1.832%
89 21.310 3093 3098 3109 rBV 2071202 2968839 54.98% 5.430%
90 21.939 3202 3205 3216 rVB2 1157526 2028212 37.56% 3.710%
91 22.404 3280 3284 3289 rVB3 304716 449502 8.32% 0.822%
92 22.651 3322 3326 3336 rVB 578942 817109 15.13% 1.495%
93 22.951 3372 3377 3382 rVB 624968 1018061 18.85% 1.862%
94 23.010 3382 3387 3398 rBV 948218 2040006 37.78% 3.731%
95 23.674 3494 3500 3510 rVB 1475491 2950774 54.65% 5.397%
96 23.916 3537 3541 3550 rVB 391553 703518 13.03%  1.287%
97 24.286 3598 3604 3612 rVB 828831 1779051 32.95%  3.254%
98 25.357 3779 3786 3796 rVB 725358 1735885 32.15% 3.175%
99 25.616 3825 3830 3841 rVB 415839 988948 18.32% 1.809%
100 27.051 4065 4074 4094 rVB7 941362 4527607 83.85% 8.282%

Sum of corrected areas: 54669921
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 28 Dec 2023 21:05
: MA/JU
¢ 05920-12

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP919135.D

Sample Multiplier: 1

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

: SVOA CALIBRATION

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019135.D\data.ms

10.599

7.805
7198534

48.969
4.905 5793  6.3.281 @%SA 8711154 f

9.687

3234 3881 954&@%5&38 0,757 s

Time-->

3.50 4.00

450 500 550 6.00 650 7. 00 750 8. 00 8. 50

9.00 9. 50 10. 00 10. 50 11. 00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019135.D\data.ms
16.857

17.204

15.445 20.41

18.104

14.451
13.863

13.71
14.140

17.304 szj\i
551
12,09 ABHERATOoH Y 5 w35 61 Wi@%

15.734
.56

Time-->

oL L9Z5187

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

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019135.D\data.ms

21.310

23.674

21.939

23.010 27.051

21.028

22.6312

22.%

24.286

23. 916

25.357
25.616

A\

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\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 Benzoic acid Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
9.869 2.37 ng/ul 146114  Naphthalene-d8 10.599

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 94
4 Benzoic acid 122 C7H602 000065-85-0 91
5 Benzoic acid, silver(1+) salt 228 C7H5Ag02 000532-31-0 90

Abundance Scan 1153 (9.869 min): BP019135.D\data.ms (-1146) (-) m/z 105.00 100.00%
105.0

;>

5000
— s
44l9 9.50 10.00
el gl L A9L9 . 282.9341.0400.7 466.3 534.1 Ty 7 121,95 80.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11265: Benzoic acid
105.0
5000

— PP
9.50 10.00
m/z 77.00  73.35%

490
‘\\\\‘\l\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #11261: Benzoic acid
105.0
T ——
9.50 10.00
5000 m/z 50.95 30.65%

SQ.L
ol

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

Abundance #11264: Benzoic acid T T

105.0 9.50 10.00
m/z 50.00 19.07%

SQ.L

ol

—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.50 10.00

=

5000

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 Benzeneacetic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.163 4.98 ng/ul 306657 Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 93
2 Benzeneacetic acid 136 C8H802 000103-82-2 93
3 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 91
4 Benzeneacetic acid 136 C8H802 000103-82-2 87
5 Benzeneacetic acid 136 C8H802 000103-82-2 72

Abundance Scan 1373 (11.163 min): BP019135.D\data.ms (-1364) (- m/z 91.00 100.00%

91.0
5000

—r
| L 11.00 11.50
) 11882069 28203407 414.9472.9533.6  y/; 136,00  27.29%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18695: Benzeneacetic acid
91.0

5000 T
11.00 11.50
m/z 91.95 18.98%

l‘Jl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #18692: Benzeneacetic acid
91.0

s,
11.00 11.50
5000 m/z 64.95 14.67%

\\\‘\\\ ‘\\\‘\ ‘ L ‘ L ‘ L ‘ L ‘ L ‘ LU ‘ L ‘ LU ‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 kavw\wwvw/\kwﬁkwﬁwwm
Abundance

ZIQHW\
#55635: Propanedioic acid, phenyl- T
91.0 11.00 11.50

m/z 88.95 8.24%

B WVWAMNMAW/\MMmmquMﬂ
70 | 7m0

I —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50

o

{
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 Longifolene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.716  11.35 ng/ul 948968  Acenaphthene-dile 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Longifolene 204 C15H24 000475-20-7 99
3 Longifolene 204 C15H24 000475-20-7 98
4 Longifolene 204 C15H24 000475-20-7 97
5 .beta.-Neoclovene 204 C15H24 056684-96-9 91

Abundance Scan 1807 (13.716 min): BP019135.D\data.ms (-1800) (- m/z 161.05 100.00%
91.0 161.1

5000

!
-

T L
I \‘ 231 3250 415.2474.9537.6 13.50 14.00
BN ' 207495318 m/z o1.00  93.43%

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

5000 S e
13.50 14.00

m/z 105.00 70.75%

giltlii
‘\\”\\"H\H\\i“‘“”\“\”\A‘\l\‘l\\’\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80109: Longifolene
91.0 161.0

o

= =y
13.50 14.00
5000 m/z 92.95 68.86%
29.0 \
‘HU hu I MMW wu,‘H‘“H“H“““‘_“w“u“‘u,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #80113: Longifolene = =
161.0 13.50 14.00

m/z 107.05 62.66%

29'\ AXM%J%4AJ\¥J¥J%%A#

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 (3R,3aR,7R,8aS)-3,8,8-Trime... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
13.757 2.02 ng/ul 168957  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,7R,8aS)-3,8,8-Trimethyl-... 204 C15H24 079120-98-2 99
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000546-28-1 64
3 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000546-28-1 60
4 (1S,5S)-4-Methylene-1-((R)-6-met... 204 C15H24 058319-04-3 50
5 Ylangene 204 C15H24 014912-44-8 49

Abundance Scan 1814 (13.757 min): BP019135.D\data.ms (-1811) (- m/z 69.00 100.00%

69.0 161.1
5000

| H M “ \ J50.6 326.9 13.50 14.00
LR L 2906 3269 400.9463.15234 5 161,10 95.84%

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 —A ——
13.50 14.00

m/z 93.00 84.05%

J““\“l ‘J%‘I‘f‘h‘ \‘\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80501: 1H-3a,7-Methanoazulene, octahydro-3,8,8-trime!
161.0
69.0

N =
13.50 14.00

5000 m/z 119.10 80.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80500: 1H-3a,7-Methanoazulene, octahydro-3,8,8-trime =L ==
161.0 13.50 14.00

m/z 91.00 69.83%

[l JH M W | \H..l‘\ } N JL

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 (1R,4R,5S)-1,8-Dimethyl-4-(... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.340 2.20 ng/ul 183810  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1R,4R,55)-1,8-Dimethyl-4-(prop-... 204 C15H24 729602-94-2 83
2 cis-.alpha.-Bergamotene 204 C15H24 018252-46-5 80
3 1-Methyl-4-(6-methylhept-5-en-2-... 204 C15H24 000451-55-8 60
4 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 53
5 (R)-1-Methyl-4-(6-methylhept-5-e... 204 C15H24 028976-67-2 53
Abundance Scan 1913 (14.340 min): BP019135.D\data.ms (-1908) (- m/z 119.00 100.00%
119.0
5000
= R
‘ \ 189.2 14.00 14.50
JIMM (%02 omo0sa1a008 asonsass %oz 0o 7.2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80313: (1R,4R,5S)-1,8-Dimethyl-4-(prop-1-en-2-yl)spiro
119.0
5000 = s
14.00 14.50
41.0 m/z 121.85  59.99%
Al e
\”\‘\“JHM\H‘I\‘ \“IHA‘)WHL‘\\\H‘\\\\‘\\H‘H\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80227: cis-.alpha.-Bergamotene
119.0
= =
14.00 14.50
5000 m/z 91.00 47.97%
41.0
\MH\MFBW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #80278: 1-Methyl-4-(6-methylhept-5-en-2-yl)cyclohexa-1, — ——
119.0 14.00 14.50
m/z 105.05 47.80%
5000 204.0
41.0 '
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:58:55 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 Cedrol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.734 8.29 ng/ul 693001  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cedrol 222 C15H260 000077-53-2 94
2 Cedrol 222 C15H260 000077-53-2 93
3 (3R,3aS,6S,7R)-3,6,8,8-Tetrameth... 222 C15H260 019903-73-2 87
4 Cedrol 222 C15H260 000077-53-2 76
5 Cedrol 222 C15H260 000077-53-2 74
Abundance Scan 2150 (15.734 min): BP019135.D\data.ms (-2145) (- m/z 95.05 100.00%
95.0
- JJL
P Y
M T
0~3w Ly L 281.03409400.7459.6 549 /7 151 95 61.99%
miz--> 00 150 200 250 300 350 400 450 500 550
Abundance #101906: Cedro
95.0
5000 —r— —
15.50 16.00
b} ‘ m/z 150.05  54.52%
o8 il
\\“\‘\‘JI‘\J\“\\J\\\\‘\J‘\\m\‘%g%‘FW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #101904: Cedrol
95.0
T -
15.50 16.00
5000 m/z 81.00 39.09%
| 161.0
il "H}H‘Nvmﬁ%,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102051: (3R,3aS,6S,7R)-3,6,8,8-Tetramethyloctahydro- e —r—
95.0 15.50 16.00
m/z 43.00 38.15%
5000
~>HH| | ipmo20
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:58:56 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 cis-10-Nonadecenoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
18.045 2.69 ng/ul 284455  Phenanthrene-di10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-10-Nonadecenoic acid 296 C19H3602 073033-09-7 99
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 98
3 Palmitoleic acid 254 C16H3002 000373-49-9 95
4 14-Pentadecenoic acid 240 C15H2802 017351-34-7 93
5 Z-9-Pentadecenol 226 C15H300 1000130-76-9 91
Abundance Scan 2543 (18.045 min): BP019135.D\data.ms (-2539) (- m/z 55.00 100.00%
55.0
5000 jwwfwmﬂmMAAA\AmujLw&
‘ ’ 18.00 |
36.2 .
o_H\‘M“‘JJM"H'WW\1”Ju_uH"?’41‘9”“4?9‘?””5"‘29‘1_ m/z 69.00  54.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194397: cis-10-Nonadecenoic acid
55.0
5000 —— :
18.00
m/z 41.00 49.02%
H‘ 278.0
‘\\JL‘[ ‘\I \“\llk\‘“\‘l\‘\J\\“'\\\l\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212147: cis-11-Eicosenoic acid
55.0
T \
18.00
5000 m/z 83.10 38.51%
g ons 0
e ‘ulw‘w???‘?wW\‘w,‘m,w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #140796: Palmitoleic acid T
55.0 18.00
m/z 97.05 33.15%
5000
’ 236.0
MH'M\ -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:58:58 2023 Page: 11



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP919135.D

Dec 2023 21:05

: MA/JU
¢ 05920-12

12

le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.104 13.66 ng/ul 1444970  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
5 Tetradecanoic acid 228 C14H2802 000544-63-8 94

Abundance Scan 2553 (18.104 min): BP019135.D\data.ms (-2548) (-
73.0

m/z 73.00 100.00%

5000

%

T
18.00 18.50

L 213.2

b “”WM2760355141494751534‘5 nz 60.00 83.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid

o

60.0

— ‘
18.00 18.50
m/z 43.05 73.66%

5000 129.0

2130

Lj m h n Al |

[T H‘H\1‘1!\\]\H\’\\\\‘\\H‘HH‘\\\\‘\H\‘\H\‘\

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

%

Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
\
18.00 18.50
5000 m/z 57.10 67.08%
129.0
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid T ——
43.0 18.00 18.50
m/z 55.00 65.48%
5000 256.0
129.0
it J“Mm%?f}-bx,‘ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:58:59 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\

Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05

Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 9,12-Octadecadienoic acid (... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
19.198 2.89 ng/ul 306240  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,z)- 280 C18H3202 000060-33-3 99
2 9,12-Octadecadienoic acid (Z,Zz)- 280 C18H3202 000060-33-3 99
3 Linoelaidic acid 280 C18H3202 000506-21-8 99
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 99
5 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97

Abundance Scan 2739 (19.198 min): BP019135.D\data.ms (-2736) (- m/z 67.00 100.00%

67.0
5000

—— ——
150.0212.1 280 1 19.00 19.50
L ‘} J‘ ' b g ol 341.0400.9 475 95419 m/z 81.05 80.32%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0

5000 — e
19.00 19.50

m/z 55.00 56.27%

280.0
\F‘ \]-\QVG‘W(\)\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173584: 9,12-Octadecadienoic acid (Z,2)-

67.0

——
19.00 19.50
5000 m/z 95.10  49.96%

P 280.0
A0 "]

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

Abundance #173566: Linoelaidic acid T —
67.0 19.00 19.50

m/z 41.00 43.21%

- JM
I

o

HML ?n“ 800

T \ \
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\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 cis-Vaccenic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.251 4.62 ng/ul 488414  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 99
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 99
3 n-Propyl 11-octadecenoate 324 C21H4002 1000336-71-7 98
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 98
5 Oleic Acid 282 C18H3402 000112-80-1 96

Abundance Scan 2748 (19.251 min): BP019135.D\data.ms (-2745) (- m/z 55.00 100.00%

58.0
5000

—
m F51 207.02¢ 53 19.00 19.50
1 Mm\ bt b 355.0 4289 5358 /. 69.10  70.04%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0

5000

T
19.00 19.50
m/z 83.10 52.51%

i
‘\\JL“J\\J\MI \l\l||‘\ll\“\.\1\l\3‘.\(){\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid

55.0

T
19.00 19.50
m/z 41.00 49.98%

264.0
” ue"«'s‘w??"'ﬂm‘MH‘mWH,W,W_HW W/J/UL\\/\W\

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

5000

Abundance #229544: n-Propyl 11-octadecenoate T —
55.0 19.00 19.50
m/z 97.10 42.67%
5000
} 265.0
J\.‘lwuman‘l%q‘”‘”" R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:59:01 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 Octadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.339 3.62 ng/ul 537933  Chrysene-d12 21.310
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2763 (19.339 min): BP019135.D\data.ms (-2760) (- m/z 73.00 100.00%

3

5000
241.2

%

19.00 19.50
m/z 43.10 84.24%

i

0 Lo J\“ ‘M :‘*036369 6428.9489. 0549
Ranay mwm,m R e R e S RARES

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid

SN
W
o

129.0

5000 — ——
19.00 19.50
284.0 m/z 57.10 80.81%

“‘h”mm \m. ‘

‘\\\[ 1\\\\\‘\\\\’1\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid

73.0

%

— —
19.00 19.50
5000 284.0 m/z 60.00 80.40%
185.0

“WMH\\\ EREN

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

"

Abundance #179090: Octadecanoic acid ‘
43.0 19.00 19.50
m/z 55.00 69.34%
5000
284.0

.

HHI\HMM\P\ \‘ ‘

— ‘ ‘
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\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 12 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.410 8.40 ng/ul 1247050  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 95
3 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 91
4 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 90
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 49

Abundance Scan 2945 (20.410 min): BP019135.D\data.ms (-2940) (- m/z 271.10 100.00%
175.1 271.1

5000
69.0

—

20.50
13400 41344763 5491 /7 175.05 97.98%

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

ol L L,

.

5000
20.50

m/z 201.10 71.17%

69.0

AM\HH

\\\‘\\\f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

B

175.0 2050
5000 m/z 189.10  39.98%

69.0
o \“ I ‘ bt MMJ J \J\ N,

e gl L P e
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro —

271.0 20.50

m/z 286.10  31.51%

-

175.0
5000
43.0

J \ ‘u ML ‘\\H“m“mﬂ lJ\ I 32 0

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

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
20.451 2.81 ng/ul 416765  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 56
2 3-Methoxy-5-naphthoic acid 202 C12H1003 007498-58-0 30
3 Tetracyclo[16.1.0.0(2,9).0(10,17... 284 C21H32 1000163-57-5 22
4 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 18
5 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 18

Abundance Scan 2952 (20.451 min): BP019135.D\data.ms (-2949) (- m/z 202.10 100.00%
202.1
284.1
5000
55.0 1
141 ’ 20.50
il L. 355-0414.9475.2537.1 /7 199,10 70.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
5000 U
113 20.50
‘ m/z 213.10  64.90%
Y_Y_V'D ‘H\‘“\J‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77699: 3-Methoxy-5-naphthoic acid
202.0
——
20.50
5000 ITI/Z 284.10 51.83%
103.0
O O —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179344: Tetracyclo[16.1.0.0(2,9).0(10,17)]nonadeca-2(¢ 7
199.0 0 20.50
' m/z 159.10  47.48%
5000
wrai
AT 111 iSs
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:59:05 2023 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
BP919135.D

: 28 Dec 2023 21:05
: MA/JU
¢ 05920-12

: 12 Sample Multiplier: 1

hod
le

ry

: 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 14 Pentadecafluorooctanoic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.028  6.75 ng/ul 1001390 Chrysene-dl2 21.310

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 89
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81

Abundance Scan 3050 (21.028 min): BP019135.D\data.ms (-3046) (- m/z 57.10 100.00%
57.1

5000

-

T \
21.00

z 43.05 72.99%

ol M }ﬁf.ZOTO 341.0 415.0 490.0 n/
RN R e L e e e ARRARRRRARE!

m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
5000 — :
21.00
m/z 55.00 69.63%
m/z--> 0 50 100150200 250 300 350400450 500550600 650
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
T T
21.00
5000 m/z 83.10 66.34%

9.0
| “$l" 266.0 412.0

m/z--> 0 50 100150200 250300 350400450500 550600650

-

Abundance #146039: Ethanol, 2-(tetradecyloxy)- T ‘
57.0 21.00
m/z 97.05 61.35%
5000
L‘ .0196.0
e
e —
m/z--> 0 50 100150200 250300 350400450500 550600 650 21.00

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:59:06 2023
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

BP
. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\

019135.D
Dec 2023 21:05

: MA/JU

. 05

920-12

: 12 Sample Multiplier: 1

hod
le

ry

¢ 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 15 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.939 13.66 ng/ul 2028210  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Cyclopentadecane 210 C15H30 000295-48-7 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 87

Abundance Scan 3205 (21.939 min): BP019135.D\data.ms (-3202) (- m/z 83.10 100.00%
—
‘ Ll 31 2810 22.00
ot LLLLEP3 L 223.12810 3571 44525039 /7 97.1p  91.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
5000 T
22.00
H 5.0 m/z 55.05 87.67%
‘\\“\“1“\\\\‘\“\\\J\]\‘h\l\1\9\6‘.!0\\\2‘6\6\.\q‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179253: n-Nonadecanol-1
83.0
——
22.00
5000 ITI/Z 69.05 81.16%
ol fps0_ e
A W e e e AR RaRRRE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcohol —
83.0 22.00
m/z 57.10 74.74%
5000
191p I { \\ ILL ?10 222'0280-0
R R A AALARRARRRRRREERE SR —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:59:07 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

22.404 3.03 ng/ul 449502  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecyl disulfide 374 C22H46S2 079458-27-8 12
2 4-Hydroxy-2',3,3',5,5',6"'-hexach... 444 C16H10C1602 1000447-58-1 10
3 Dibenzo[2,3:10,11]perylo[1,12-ef... 446 C32H1403 004730-60-3 9

4 5,7-Dibromo-2-methyl-8-[(trimeth... 387 C13H15Br2NOSi 1000479-57-6 8
5 1,4-Dibromro-2,3,5,6-tetrachloro... 370 C6Br2Cl4 1000306-68-3 8

Abundance Scan 3284 (22.404 min): BP019135.D\data.ms (-3280) (- m/z 57.10 100.00%
57.1

373.8
5000
[T B =
o_wm} M‘M““ ‘”M‘ mx\w . Heu_m‘“}wf’ﬁs“q m/z 71.1@  73.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #283051: Undecyl disulfide
374.0
57.0
5000 1
220.0 22.50
m/z 85.05 61.82%
Il | HJH‘F‘H | ‘

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

Abundance #323462: 4-Hydroxy-2',3,3',5,5',6'-hexachlorobiphenyl, 2-
71.0

5

T
22.50

5000 m/z 373.80 56.74%

376.0
277.0
g 135.0 205.0 7/ | 4460

e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #324640: Dibenzo[2,3:10,11]perylo[1,12-efglisobenzofurz =
374.0 446.0 22.50

m/z 43.00 56.70%

=

5000

186.0
40.0 1200 | 246.0307.0

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

5
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.651 5.54 ng/ul 817109 Perylene-di2 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Tetracosanal 352 (C24H480 057866-08-7 94
3 Octadecanal 268 C18H360 000638-66-4 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3326 (22.651 min): BP019135.D\data.ms (-3322) (- m/z 57.10 100.00%

57.1
5000

S
r L 5070 2810 362.3 22.50 23.00
O‘H\ Nw‘\ \\iwll\“ﬂw\H‘\\H‘\H\‘\H\‘\\\\‘4?9\‘9\4\.8\9‘?\5\4‘9\' ITI/Z 82.10 83.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0

5000 T —
22.50 23.00
1p9.0 m/z 43.05  75.25%
UL, 2z2e
T WH”\H‘W“”‘M‘H\H‘W‘H‘M‘HM‘H\H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262002: Tetracosana
57.0
2550 2&00
5000 m/z 55.00 67.50%
m/z--> 6 Sb 100 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #158566: Octadecanal T —
43.0 22.50 23.00

m/z 83.05 58.72%

J JW\ |\ | 180.0 250.0

m/z--> 0 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\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  Sample Multiplier: 1

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

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.951 6.90 ng/ul 1018060  Perylene-di12 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Nonacosane 408 C29H60 000630-03-5 94
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
Abundance Scan 3377 (22.951 min): BP019135.D\data.ms (-3372) (- m/z 57.05 100.00%
57.0
- J\J\j\w
1 23.00
1 169.1 :
0 H‘_H‘\FM by 2221 34103990 4621 5351 /7 71,05  72.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
23.00
m/z 85.10 54.14%
113.0 239.0
T ‘\I}\J\‘\ﬂ\J\\\]‘-F?\\O‘\\\“\‘\\2\9\6‘\(\)3\5‘2\9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
——
23.00
5000 m/z 43.05 52.06%
281.0
W asomma | ssrossmo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl- —
43.0 23.00
m/z 55.00 22.22%
5000
go 196.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05

Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Library Search Compound Report

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.010 13.83 ng/ul 2040010  Perylene-d12 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 95
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 3387 (23.010 min): BP019135.D\data.ms (-3382) (- m/z 57.10 100.00%
57.1

—

5000
167.0 302.0
\ 23.00
of UL L) 2381 | 3738 48995481 ., g3 05  95.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0
5000 —
23.00
m/z 97.05 89.62%

‘ }1 378.0
‘H‘\ “\ i, ‘H\Ml\‘\\\‘\H\‘\H\‘\H\‘\\\H‘\\H‘H\\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

57.0

%

23.00
5000 m/z 69.10

5.0

h }Al;geo 292.0 3640

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

%

Abundance #215083: 1-Heneicosano
55.0 23.00
m/z 55.00 84.29%
5000
5.0
‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘M —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12

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 20 Octacosanal Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
23.916 4.77 ng/ul 703518  Perylene-di2 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Octacosanal 408 C28H560 022725-64-0 94
3 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90

Abundance Scan 3541 (23.916 min): BP019135.D\data.ms (-3537) (- m/z 57.00 100.00%
57.0
3.1 5400
207.0 24.00
olALhil h“‘n e P00 3623 47515359 4., 8y.10  86.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158569: Octadecanal
43.0
5000 T
24.00
199.0 m/z 43.05 70.75%
” | 222.0
0 L
\J\“WIW \g\\\\“\‘\\\\‘\\J\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307026: Octacosanal
57.0
——
24.00
5000 m/z 55.00 60.66%
o
LA, 2210 3060 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275491: (Z)-14-Tricosenyl formate T
55.0 24.00
m/z 96.00 59.69%
- wwwwNwmwAJ\wwhﬁwwhwﬁ
3.0
L o0 2s00 200 -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12

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 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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.286 12.06 ng/ul 1779050  Perylene-di12 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
4 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 93
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3604 (24.286 min): BP019135.D\data.ms (-3598) (- m/z 57.10 100.00%
57.1

N

5000
—= ‘
} HJ‘l 71 197.2 24.00 24.50
bbb L 2207 2810 3513 4321 5347 /7 71,10 72.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
5000

= ‘ ‘
24.00 24.50
m/z 85.10 57.07%

127.0
"“"IAIFJAI:LQ?OZQGO

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158600: Nonadecane

57.0

N

T ‘ ‘
24.00 24.50
5000 m/z 43.05 53.21%

£27.0 197.0 268.0

‘\\\ ‘\\‘\I\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #298428: Eicosane, 9-octyl- T ‘

43.0 24.00 24.50
m/z 55.00  23.49%
281.0
3.0
[T 1880 | 3520

A A e e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

SFAM-EPA-BP122723.MA.M Fri Dec 29 14:59:14 2023

Page: 25



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 22 Octachlorodibenzo-p-dioxin Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
25.357 11.77 ng/ul 1735890  Perylene-di12 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octachlorodibenzo-p-dioxin 456 C12C1802 003268-87-9 93
2 3-Chloro-.alpha.-[2-pyridyl]-2,4... 458 C29H31C1IN20 ©35158-92-0 35
31,1':4',1"":4"",1"" 4" ,1" 0., 458 C36H26 004499-83-6 10
4 Cholest-8(14)-en-3-0l, (3.beta.,... 458 C30@H540Si 055282-50-3 9
5 phenol, 4-[4,5-bis[4-(dimethylam... 458 C27H30N403 1000399-43-0 9
Abundance Scan 3786 (25.357 min): BP019135.D\data.ms (-3779) (- m/z 459.70 100.00%
459.7
5000 141.9
' 331.8 394.8
229.8
2500 2550
0+ m/z 457.70 85.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #327531: Octachlorodibenzo-p-dioxin
460.0
5000
2500 2550
m/z 461.65 64.04%
142.0 230.0 332.0 395.0
83
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #328427: 3-Chloro-.alpha.-[2-pyridyl]-2,4-decamethylene
458.0
80.0 2500 2550
5000 ITI/Z 141.90 37.30%
348.0
RRE e
‘ﬂkq‘.\‘waﬂqjmmmmm¢m‘prMuulmh;‘““H“_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #328516: 1,1:4',1":4",1":4" 1"":4"" 1""-Sexipheny!
458.0 2500 2550
m/z 455.70 35.17%
5000
229.0
430 152.0 ‘ 306.0 376.0
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2500 2550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 23 Nonacosanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
25.616 6.70 ng/ul 988948  Perylene-di2 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosanal 422 C29H580 072934-04-4 95
2 Octacosanal 408 C28H560 022725-64-0 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
Abundance Scan 3830 (25.616 min): BP019135.D\data.ms (-3825) (- m/z 57.05 100.00%
57.0
- LAH
—— —
‘ % 193.0251.0  355.0418.2 490.1 2550 26.00
ob bbb 772510 3950 4182 490.1549. 1, g2.e5  81.84%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #314317: Nonacosana
82.0
5000 — .
25.50 26.00
m/z 43.10 69.22%
404.0
L gs20 2220 2020
\1\‘\\\‘!!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307026: Octacosanal
57.0
—— —
25.50 26.00
5000 m/z 96.00 64.41%
HZ i
LI u‘«M‘m?‘?‘1‘9"“3‘9‘?9‘_H!_WH_W
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158579: Oxirane, hexadecyl- T T
82.0 25.50 26.00
m/z 83.10 56.33%
B \AAJL\
Wlgsze, 00 ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.50 26.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP122823\

Data File : BP@19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc

ALS vial : 12  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 24 .gamma.-Sitosterol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
27.651 30.69 ng/ul 4527616  Perylene-di2 23.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-sitosterol 414 C20Hs@0 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 52

1000210-86-9 25
433697-54-2 18
000083-47-6 10

3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500
4 N-[1-(1H-Benzimidazol-2-yl)-3-me... 255 C13H13N50
5 .gamma.-Sitosterol 414 C29H500

Abundance Scan 4074 (27.051 min): BP019135.D\data.ms (-4065) (- m/z 43.10 100.00%

43.1
107.1 213.1
5000
—
‘ 548, 27.00
(E—__ 4901548 'm/z s5.00  72.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —

414.0 27.00
m/z 107.05 69.66%

213 0 303.0

| M AT

T HH T\\\‘\\\\‘\\\\‘\\\\ HH \H\‘HH‘\H\‘H\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #310595: .beta.-Sitosterol

43.0

?

27.00
5000 m/z 145.00 66.80%

iz

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

Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh
43.0 27.00

m/z 213.10  66.02%

414.0
255.0 329.0

nl

-

5000 7.0 414.0

H MM JM m Ly ‘h‘ ' ks 59|

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27.00

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122823\
Data File : BP©19135.D

Acqg On : 28 Dec 2023 21:05
Operator : MA/JU

Sample : 05920-12

Misc :

ALS Vvial : 12  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|
Benzoic acid 9.869 2.4 ng/ul 146114 2 10.599 1230450 20.0
Benzeneacetic acid 11.163 5.0 ng/ul 306657 2 10.599 1230450 20.0
Longifolene 13.716 11.4 ng/ul 948968 3 14.451 1672170 20.0
(3R,3aR,7R,8aS)... 13.757 2.0 ng/ul 168957 3 14.451 1672170 20.90
(1R,4R,5S)-1,8-... 14.340 2.2 ng/ul 183810 3 14.451 1672170 20.0
Cedrol 15.734 8.3 ng/ul 693001 3 14.451 1672170 20.0
cis-10-Nonadece... 18.045 2.7 ng/ul 284455 4 17.204 2115860 20.0
n-Hexadecanoic ... 18.104 13.7 ng/ul 1444970 4 17.204 2115860 20.0
9,12-Octadecadi... 19.198 2.9 ng/ul 306240 4 17.204 2115860 20.0
cis-Vaccenic acid 19.251 4.6 ng/ul 488414 4 17.204 2115860 20.0
Octadecanoic acid 19.339 3.6 ng/ul 537933 5 21.310 2968840 20.0
2-Phenanthrenol... 20.410 8.4 ng/ul 1247050 5 21.310 2968840 20.0
4,4'-Bis(tetrah... 20.451 2.8 ng/ul 416765 5 21.310 2968840 20.0
Pentadecafluoro... 21.028 6.8 ng/ul 1001390 5 21.310 2968840 20.0
1-Heneicosanol 21.939 13.7 ng/ul 2028210 5 21.310 2968840 20.0
unknown-01 22.404 3.0 ng/ul 449502 5 21.310 2968840 20.0
Octadecanal 22.651 5.5 ng/ul 817109 6 23.674 2950770 20.0
(DEL) Alkane: S... 22.951 6.9 ng/ul 1018060 6 23.674 2950770 20.0
(DEL) Alkane: S... 23.010 13.8 ng/ul 2040010 6 23.674 2950770 20.0
Octacosanal 23.916 4.8 ng/ul 703518 6 23.674 2950770 20.0
(DEL) Alkane: S... 24.286 12.1 ng/ul 1779050 6 23.674 2950770 20.0
Octachlorodiben... 25.357 11.8 ng/ul 1735890 6 23.674 2950770 20.0
Nonacosanal 25.616 6.7 ng/ul 988948 6 23.674 2950770 20.0
.gamma.-Sitosterol 27.051 30.7 ng/ul 4527610 6 23.674 2950770 20.0
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