LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\

Data File : BP@19071.D

Acqg On : 23 Dec 2023 10:10

Operator : MA/JU

Sample : 05869-02

Misc :

ALS Vvial : 33 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-BP120123.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BP@19071.D\data.ms

peak R.T. first

# min
1 3.252
2 3.546
3 3.675
4 3.993
5 4.363
6 4.916
7 6.493
8 6.752
9 6.822
10 6.993
11 7.152
12 7.246
13 7.346
14 7.434
15 7.710
16 7.816
17 7.946
18 8.028
19 8.534
20 8.975
21 9.140
22 9.387
23 9.693
24 10.234
25 10.469
26 10.610
27 10.675
28 10.751
29 10.998
30 12.034
31 12.198
32 12.651
33 12.810
34 12.922
35 13.181
36 13.275

SFAM-EPA-BP12
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scan
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112
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PK  peak
TY height
rvB 42049
rvB2 5267
rBV 203188
rvB2 12090
rvB6 4995
rvB2 5892
rBv 24152
rBveé 8826
rvB7 3700
rvB 602148
rvB 469615
rvB 38570
rvw 615555
rvv3 8399
rvB 27157
rBVY 698540
rvB7 5141
rvB5 6402
rBv 694756
rBv 541320
rvB7 7709
rBv5 7304
rBv 429379
rBV 743503
rvB 12103
rBv 903442
rve4 9222
rBV 449103
rvB 5030
rvB3 6992
rBv3 14340
rvB1e 2634
rBveé 8418
rvB1e 4471
rBv2 59513
rvB 12204

corr.
area

6497
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14585
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc :

ALS Vvial : 33 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-BP120123.MA.M
Title : SVOA CALIBRATION
37 13.322 1735 1740 1750 rBV3 77873 136130 3.11% 0.255%
38 13.451 1759 1762 1768 rVB7 5448 7427 0.17% 0.014%
39 13.716 1803 1807 1811 rBvVv7 4815 7554 0.17% 0.014%
40 13.769 1811 1816 1822 rVBS 8799 14380 0.33% 0.027%
41 13.863 1824 1832 1841 rBV 1254500 1783281 40.71%  3.344%
42 13.934 1842 1844 1848 rVB5 6520 7613 0.17% 0.014%
43 14.045 1858 1863 1868 rVB9 9767 16170 0.37% 0.030%
44 14.139 1872 1879 1892 rBV2 1501313 2201024 50.25% 4.128%
45 14.287 1900 1904 1909 rVB7 12955 16017 ©0.37% 0.030%
46 14.445 1922 1931 1939 rVV 1449658 2162755 49.38% 4.056%
47 14.516 1939 1943 1949 rVWV 68836 117642 2.69% 0.221%
48 14.563 1949 1951 1956 rVB5 12937 17691 0.40% 0.033%
49 14.669 1962 1969 1977 rBV 460652 856703 19.56% 1.607%
50 14.763 1982 1985 1990 rVWV 40773 73636 1.68% ©.138%
51 14.816 1991 1994 1996 rvv4 15351 20828 0.48% 0.039%
52 14.869 2000 2003 2010 rVB5 15886 25811 0.59% 0.048%
53 14.998 2018 2025 2027 rBV7 8603 13581 0.31% 0.025%
54 15.039 2027 2032 2038 rVB3 30003 45552 1.04% ©0.085%
55 15.175 2052 2055 2064 rVB1o 10698 17658 0.40% 0.033%
56 15.263 2064 2070 2074 rBV9 4147 8890 0.20% 0.017%
57 15.357 2078 2086 2093 rBVlie 16384 44055 1.01% ©.083%

58 15.439 2093 2100 2113 rBV 1964112 2883830 65.84% 5.408%

59 15.569 2115 2122 2130 rBV 506036 723020 16.51% 1.356%
60 15.681 2138 2141 2148 rVB4 12196 19639 0.45% 0.037%
61 15.792 2155 2160 2167 rVB5 16856 30686 ©.70% ©0.058%
62 15.922 2173 2182 2189 rVB4 38761 81620 1.86% ©0.153%
63 16.016 2193 2198 2203 rBV6 25423 40950 0.93% 0.077%
64 16.169 2215 2224 2226 rBV8 10267 21041 0.48% 0.039%
65 16.198 2226 2229 2232 rVW4 8806 11111 0.25% 0.021%
66 16.239 2232 2236 2241 rVB2 33279 47011 1.07% ©0.088%
67 16.386 2258 2261 2267 rVB8 8264 10601 0.24%  0.020%
68 16.451 2267 2272 2274 rBV6 4642 6970 0.16% 0.013%
69 16.604 2293 2298 2303 rBV5 25424 43382 0.99% 0.081%
70 17.110 2380 2384 2386 rBV5 5124 9490 0.22% 0.018%
71 17.198 2392 2399 2406 rBV 1937902 2702718 61.70% 5.069%
72 17.298 2410 2416 2426 rVV 2281578 3128318 71.42% 5.867%
73 17.375 2426 2429 2445 rVB 19448 42564 0.97% 0.080%
74 17.592 2463 2466 2472 rVB8 13200 21635 0.49% 0.041%
75 17.704 2482 2485 2489 rVB6 8843 10607 ©.24% 0.020%
76 17.969 2526 2530 2535 rBV6 23415 34246 ©.78% 0.064%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc :

ALS Vvial : 33 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-BP120123.MA.M
Title : SVOA CALIBRATION
77 18.092 2546 2551 2566 rBV 554519 824946 18.83% 1.547%
78 18.263 2577 2580 2584 rVB5 19868 23671 0.54% 0.044%
79 18.375 2596 2599 2603 rVB5 33685 43526 0.99% 0.082%
80 18.504 2618 2621 2629 rBV7 22461 35311 0.81% 0.066%
81 18.739 2658 2661 2664 rBv4 12231 16774 0.38% 0.031%
82 18.880 2682 2685 2689 rBVS5 24494 37929 0.87% 0.071%
83 19.016 2705 2708 2714 rVB6 29589 39314 0.90% 0.074%
84 19.110 2719 2724 2729 rBvV4 55819 98719 2.25% ©.185%
85 19.186 2733 2737 2739 rBV 100917 131062 2.99%  0.246%
86 19.210 2739 2741 2749 rVB5 59743 133639 3.05% 0.251%
87 19.327 2757 2761 2767 rBV 248963 368815 8.42% 0.692%
88 19.386 2769 2771 2776 rVB4 60028 78169 1.78% 0.147%
89 19.539 2791 2797 2803 rVB 2997168 3917162 89.43% 7.346%
90 20.051 2880 2884 2885 rBV4 44640 55205 1.26% 0.104%
91 20.486 2955 2958 2962 rVB5 46591 48090 1.10% ©0.090%
92 21.010 3043 3047 3055 rBV 508281 750728 17.14% 1.408%
93 21.292 3090 3095 3104 rBV 2661328 3386472 77.31% 6.351%
94 21.921 3194 3202 3218 rBV 652998 1405023 32.08% 2.635%
95 22.515 3299 3303 3308 rVB 502153 650188 14.84% 1.219%
96 22.627 3319 3322 3328 rVB3 188332 251573 5.74% 0.472%
97 22.921 3369 3372 3378 rVB 255368 382925 8.74% 0.718%
98 23.498 3463 3470 3482 rVB 2143842 4273625 97.57% 8.015%
99 23.651 3489 3496 3506 rVB 1786601 3581686 81.77% 6.717%
100 28.403 4294 4304 4324 rVB3 1003352 4380201 100.00%  8.214%

Sum of corrected areas: 53322891
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP019071.D\data.ms
3000000

2500000
2000000
1500000

1000000 10.610
7.816 8.534 10.234

6.9937.346
8. 975
500000 7. 152 9.693 751
3.675
o 3.253 545 3.993 4. 363 4. 916 6.4986782 34.7 068 149 387 10. 50.998
8. 9 oo

Time--> 350 4.00 4. 50 5. OO 550 6.00 650 7. 00 750 8. OO 9 50 10.00 10.50 11.00 11.50
Abundance TIC: BP019071.D\data.ms
3000000 19.539

2500000 17.298

2000000 15.439 17.198

1500000

1000000

500000

/1218498 125583 F

Time--> 12.00 1250 13.00 13.50 14.00 1450 15. 00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP019071.D\data.ms
3000000 21.292

23.498

2500000 23.651

2000000

28.403

1500000

1000000

500000

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
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\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.092 6.10 ng/ul 824946  Phenanthrene-die 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96

Abundance Scan 2551 (18.092 min): BP019071.D\data.ms (-2546) (-
73.0

m/z 73.00 100.00%

5000
213.2

o

ligsal.), s
— H‘mew 31.1343.04008 4696 5352 /7 60.00  84.49%

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

o

Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00
213.0 m/z 43.05 72.42%
0‘\\\\“‘ ‘“’h“\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
4
30 256.0
= I
18.00
5000 ITI/Z 55.05 66.30%
129.0
194.0
O e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid = I
43.0 18.00
m/z 57.05 65.83%
5000 256.0
129.0
AR T W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Data Path :
Data File :
. 23
: MA/JU

: 05869-02

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP919071.D

. 33

Dec 2023 10:10

Sample Multiplier: 1

: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M

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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.327 2.18 ng/ul 368815 Chrysene-d12 21.292
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 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2761 (19.327 min): BP019071.D\data.ms (-2757) (- m/z 73.00 100.00%
3.0

3

%

5000
241.2
‘ M | 17lJ | 19.00 19.50
O MM Lo L L L L1 855.0415.0475.2 549. 0 43 05 86.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
H 1850 2840 m/z 57.10 84.01%
O‘\\"\U" ‘!’\"‘\“\H\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
— —
19.00 19.50
5000 129.0 m/z 60.00 80.87%
284.0
199.0
O HA s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid P “
73.0 19.00 19.50
m/z 55.05 74.21%
5000 284.0
185.0
olil, ‘I‘”h\w\“““ i e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1-Triacontanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.010  4.43 ng/ul 756728 Chryseme-dl2 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Triacontanol 438 C3eH620 000593-50-0 94

2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Eicosyl pentafluoropropionate 444 C23H41F502 1000351-80-8 91
Abundance Scan 3047 (21.010 min): BP019071.D\data.ms (-3043) (- m/z 57.05 100.00%
57.0
- /\__%\JLJ\
L oo
-1 208.0281.0 :
ol ‘mHM‘FWWH_m‘Hwf"lrr?:‘l_‘H_‘Sﬂ?c%ww m/z 43.05 78.47%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #321442: 1-Triacontanol
57.0
5000 =
21.00
90 m/z 55.05 76.06%
O ‘ T \‘\‘ ‘ T ‘ ‘\ Tl ‘Ji\‘\\\%\(‘)‘?\18‘2\7\\9\.‘0\\3\4\‘9\.9?‘2\?.?\ TTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ Il
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance
57.0
T \
21.00
5000 m/z 83.10 74 .94%
210.0
0 126.0 281.0 415.0 606.0
[ A T e T e e
m/z--> 0 50 100150200250 300 350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 21.00
m/z 97.10 66.94%

5000

-

OJxFFf?AZS?"’sﬁg-oe‘w-'

T
m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.921 8.30 ng/ul 1405020  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Docosene 308 C22H44 001599-67-3 95
5 Heptacos-1-ene 378 C27H54 015306-27-1 94

Abundance Scan 3202 (21.921 min): BP019071.D\data.ms (-3194) (- m/z 57.10 100.00%

57.1
5000
‘ 1Pr5.1

208.0 281.0
_Hm”m“‘\‘Mm«u“k‘H_‘H““355‘9“”““?9?“‘5‘3?‘9 m/z 83.10  99.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #299848: 1-Heptacosano
57.0

5000 T

1¢5.0 m/z 97.18  92.65%

e { M ) 11950 264.0 378.0
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0

o

o

22.00
5000 m/z 55.05 89.93%
125.0
0 196.0 292.0 364.0
T T T T T T T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol T
83.0 22.00

m/z 69.05 82.93%

5000 f\f‘ﬁka\\vwavfﬁv
190 \L‘P.. 222.0280.0

L SR . :
miz—> 0 50 100 150 200 250 300 350 400 450 500 22.00
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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\BP122123\

BP919071.D

: 23 Dec 2023 10:10
: MA/JU
. 05869-02

. 33

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Squalene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
22.515 3.63 ng/ul 650188 Perylene-di12 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 96
2 Supraene 410 C30H50 007683-64-9 91
3 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl4H24 230646-72-7 72
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 52

Abundance Scan 3303 (22.515 min): BP019071.D\data.ms (-3299) (- m/z 69.05 100.00%
69.0
U I
‘ i 7.0 2031 22.50
bttt g M {205 L 2781 3411 4104 475.1 548!y 7 81.05  51.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308258: Squalene
69.0
5000 == :
22.50
m/z 41.00 22.17%
137.0
ob Ll ] 2080 2730 3410 4100
\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
U I
22.50
5000 m/z 95.05 14.83%
137.0
0 203.0 273.0 341.0 410.0
T T E T T T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217719: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr — ‘
69.0 22.50
m/z 137.00 11.08%
5000
137.0
204.0
T
obbtbldbbe L 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

SFAM-EPA-BP120123.MA.M Mon Dec 25 01:26:29 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.921 2.14 ng/ul 382925  Perylene-d12 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methylheptacosane 394 C28H58 015689-72-2 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3372 (22.921 min): BP019071.D\data.ms (-3369) (- m/z 57.10 100.00%

57.1
5000

ik
207.0 282.0 o
LIRS 2070 2820 35514160 489.9549. L 7105 67.35%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298434: 13-Methylheptacosane
57.0

5000 T

o

m/z 43.05 52.79%

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

23.00
5000 ITI/Z 85.10 51.95%
169.0
0 248.0
R AR AR S e S N RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane —
57.0 23.00
m/z 55.05 20.37%
5000
0 ‘ ‘ I 1‘1%7‘\ 1 \197 0 296.0
AR e e R o S e S S A —
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\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS vial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Lupeol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.403  24.46 ng/ul 4380200 Perylene-di2 23.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 99
2 Lupeol 426 C30H500 000545-47-1 95
3 Lupeol 426 C30H500 000545-47-1 94
4 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
5 .beta.-Humulene 204 C15H24 000116-04-1 56

Abundance Scan 4304 (28.403 min): BP019071.D\data.ms (-4294) (- m/z 189.10 100.00%

95.1 189.1
5000
e
\\ \Ji WCloD o 250
o_:”ﬁ,um DA 4 ““““‘45‘39“1?4?" m/z 95.10  88.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316485: Lupeol
109.0 189.0
5000 28‘6
4250 81 00.5 85.447
1 i il M
O‘\\\\’\\‘\\"‘ \‘L‘h\\\”'\ l“ \\‘\M‘\\.\\“‘l\IL\\‘\J\\‘\\‘\\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
95.0
189.0 2850
5000 m/z 93.00 83.88%
29.0 25703150 4260
O Rl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #316484: Lupeol ——
95.0 28.50
189.0 m/z 107.05 76.84%
5000
26.0
il
i1 11111 T i S >
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 28.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019071.D

Acqg On : 23 Dec 2023 10:10
Operator : MA/JU

Sample : 05869-02

Misc

ALS Vvial : 33 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
n-Hexadecanoic ... 18.092 6.1 ng/ul 824946 4 17.198 2702720 20.0
Octadecanoic acid  19.327 2.2 ng/ul 368815 5 21.292 3386470 20.0
1-Triacontanol 21.010 4.4 ng/ul 750728 5 21.292 3386470 20.0
1-Heptacosanol 21.921 8.3 ng/ul 1405020 5 21.292 3386470 20.0
Squalene 22.515 3.6 ng/ul 650188 6 23.651 3581690 20.0
(DEL) Alkane: S... 22.921 2.1 ng/ul 382925 6 23.651 3581690 20.0
Lupeol 28.403 24.5 ng/ul 4380200 6 23.651 3581690 20.0
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