LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc :

ALS Vvial : 31 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-BP062524.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@20674.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.011 3 4 18 rVB 1513283 1361194 40.78% 3.390%
2 3.275 45 49 56 rVB 29581 37366 1.12% 0.093%
3 3.546 92 95 104 rBV2 16479 27236 0.82% 0.068%
4 3.687 116 119 133 rBV 401736 556379 16.67% 1.386%
5 3.781 133 135 140 rVB4 7141 9124 0.27% 0.023%
6 4.005 168 173 178 rVB 12988 18024 0.54% 0.045%
7 4.552 263 266 271 rVB3 4890 7305 0.22% 0.018%
8 4.899 321 325 330 rBv2 16831 23336 0.70% 0.058%
9 5.152 363 368 371 rBV7 3835 6699 0.20% 0.017%
10 5.481 422 424 429 rVB6 4365 4717 0.14% 0.012%
11 5.864 484 489 495 rVB2 18889 30124 0.90% 0.975%
12 6.375 573 576 580 rVB5 2584 3530 0.11% 0.009%
13 6.781 640 645 646 rBV5 5153 6325 0.19% 0.016%
14 6.928 663 670 683 rVB 487804 749794 22.46% 1.867%
15 7.093 692 698 711 rVB 343590 552263 16.54% 1.375%
16 7.287 722 731 742 rBV 492092 777844 23.30% 1.937%
17 7.369 742 745 749 rBV4 5146 7959 0.24% 0.020%
18 7.746 802 809 817 rBV 507247 862761 25.84%  2.149%
19 7.816 817 821 829 rVB4 11485 21950 0.66% 0.055%
20 8.146 870 877 880 rBVS8 3072 6664 0.20% 0.017%
21 8.446 920 928 941 rBV 592005 925919 27.74%  2.306%
22 8.852 990 997 998 rBV7 2577 5327 0.16% 0.013%
23 8.899 998 1005 1020 rVB 420217 723393 21.67% 1.802%
24  9.052 1029 1031 1035 rVB5 4954 5852 ©0.18% 0.015%
25 9.287 1067 1071 1075 rVB7 4305 5904 0.18% 0.015%
26 9.452 1093 1099 1109 rVB2 41655 73538 2.20% 0.183%
27 9.610 1119 1126 1134 rBV 330610 603097 18.07% 1.502%
28 9.834 1162 1164 1168 rBV5S 3122 5046 0.15% 0.013%
29 10.146 1210 1217 1230 rBV 546517 944777 28.30% 2.353%
30 10.516 1272 1280 1291 rBV 640950 1154145 34.57% 2.874%
31 10.657 1291 1304 1321 rBV 393343 833656 24.97% 2.076%
32 11.057 1365 1372 1379 rBVS 10807 26472 0.79% 0.066%
33 11.257 1399 1406 1414 rVWV 48951 103516 3.10% 0.258%
34 11.316 1414 1416 1423 rVB7 5838 8465 0.25% 0.021%
35 11.469 1435 1442 1446 rBV9 1480 3540 0.11% 0.009%
36 12.116 1545 1552 1557 rBV2 9528 15612 0.47% 0.039%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc :

ALS Vvial : 31 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-BP062524.MA.M
Title : SVOA CALIBRATION
37 12.528 1618 1622 1627 rVB8 1829 3405 0.10% ©0.008%
38 12.969 1694 1697 1703 rBvV8 2628 4422 0.13% 0.011%
39 13.193 1727 1735 1740 rBV1e 4433 11110 0.33% 0.028%
40 13.334 1755 1759 1762 rVV6 3131 4598 0.14% 0.011%
41 13.557 1791 1797 1800 rBV7 3665 5817 0.17% 0.014%
42 13.787 1829 1836 1851 rVB 859700 1328162 39.79% 3.308%
43 14.069 1872 1884 1900 rBV 1175728 1685146 50.48% 4.197%
44 14.281 1917 1920 1925 rVB6 3127 4788 0.14% 0.012%
45 14.381 1930 1937 1944 rBV 1039567 1452077 43.50% 3.616%
46 14.445 1944 1948 1953 rVWv4 12013 20093 0.60% 0.050%
47 14.604 1967 1975 1989 rBV 311684 676377 20.26% 1.684%
48 14.751 1996 2000 2003 rBV5 5154 8697 0.26% 0.022%
49 14.810 2003 2010 2017 rVBS 11513 30566 0.92% 0.076%
50 15.181 2070 2073 2075 rBV4 2951 4149 0.12% 0.010%
51 15.251 2082 2085 2091 rBV7 3859 6443 0.19% 0.016%
52 15.392 2102 2109 2116 rBV 1367949 2044112 61.23% 5.091%
53 15.451 2116 2119 2124 rVB3 11572 15705 0.47% 0.039%
54 15.516 2124 2130 2144 rBV 308487 536151 16.06%  1.335%
55 15.828 2179 2183 2188 rBvV8 4242 8124 0.24% 0.020%
56 15.904 2191 2196 2202 rBV10 4115 11272 0.34% 0.028%
57 16.139 2232 2236 2242 rVB6 8666 12770 0.38% 0.032%
58 16.316 2257 2266 2271 rBV6 13138 41723 1.25% ©.104%
59 16.586 2308 2312 2314 rBV5 14255 21669 0.65% 0.054%
60 17.186 2408 2414 2419 rBV 1128833 1748784 52.39% 4.355%
61 17.228 2419 2421 2426 rVV 122695 167021 5.00% 0.416%
62 17.298 2426 2433 2443 rVV 1345570 2194237 65.73% 5.464%
63 17.610 2484 2486 2490 rBV 13448 13463 0.40% 0.034%
64 18.128 2569 2574 2585 rVB2 321502 474384 14.21% 1.181%
65 18.310 2600 2605 2608 rBvV2 21662 38028 1.14% 0.095%
66 18.792 2684 2687 2689 rBvV4 25346 34380 1.03% 0.086%
67 18.828 2690 2693 2697 rVV5 56306 89504 2.68% 0.223%
68 19.227 2758 2761 2764 rBV4 47408 49083 1.47% 0.122%
69 19.328 2774 2778 2790 rVB 367831 585399 17.54% 1.458%
70 19.475 2795 2803 2807 rBv2 187019 366210 10.97% 0.912%
71 19.675 2831 2837 2848 rVB3 1941307 3338254 100.00%  8.313%
72 19.863 2863 2869 2871 rBV6 108163 193106 5.78% 0.481%
73 19.904 2871 2876 2879 rVV2 308920 397312 11.90% 0.989%
74 19.980 2887 2889 2896 rVB6 81415 121057 3.63% 0.301%
75 20.180 2919 2923 2925 rBV5 110818 168404 5.04% 0.419%

76 20.204 2925 2927 2930 rVV3 89438 109678 3.29% 0.273%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS Vvial : 31 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-BP062524.MA.M
Title : SVOA CALIBRATION

77 20.322 2945 2947 2948 rBV 114574 93848 2.81% 0.234%
78 20.592 2990 2993 2994 rBV3 76352 82784  2.48%  0.206%
79 20.633 2995 3000 3001 rVV5 277943 439668 13.17% 1.095%
80 20.651 3001 3003 3009 rVB 394974 498192 14.92% 1.241%
81 20.922 3045 3049 3051 rBV5 139390 229214 6.87% 0.571%
82 21.316 3112 3116 3123 rBV3 362847 576635 17.27% 1.436%
83 21.380 3125 3127 3128 rBV2 106626 96159 2.88% 0.239%
84 21.404 3128 3131 3136 rVB3 217491 386991 11.59% 0.964%
85 21.651 3166 3173 3178 rBV2 1304323 2466921 73.90% 6.144%
86 22.821 3370 3372 3381 rVB9 211728 422211 12.65% 1.051%
87 23.551 3494 3496 3498 rBvV2 185771 163209 4.89% 0.406%
88 24.792 3697 3707 3714 rVB 1155401 2940053 88.07% 7.322%
89 25.021 3739 3746 3763 rVB 966027 3099135 92.84% 7.718%
90 25.933 3899 3901 3904 rBV4 99141 125119 3.75% 0.312%

Sum of corrected areas: 40154672
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
. BP@20674.D

: 28 Jun 2024 00:32

: MA/JU

: P2909-04

: 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

1500000

1000000

0 :(L30.516
10.14
6.9287.287 7.746
500000 3.687 09 9.610 657
b7§5Lamos 4.5524.899155.4815.864 6. 3756 7 369 7/818.146 || 8. sL)mé?a 5 9.834 11. B69 12.1182.528

Abundance TIC: BP020674.D\data.ms
2000000

D11

0\\\\‘\\\\\\\\‘ﬁ—\wwv‘\\‘ﬁ\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘7‘\_‘\—

Time--> 3.00 350 4.00 450 5.00 550 6.00 6 50 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BP020674.D\data.ms

2000000 19875

21.651
1500000 15392 17.298
14.069 17.186
14.381
1000000 13.787
19.904
00000 o128 19.328
4.604 15.516 ' 47890
17,208 8 :
KE LJA 4 MMU@BMWS% % 17610 JE70

O i B e e e i o o o e e L e e AL e e
Time--> 1300 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BP020674.D\data.ms
2000000
24.792
1500000 5.021
1000000
821 23.551
5.933
500000
0\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

SFAM-EPA-BP062524.MA.M Fri Jun 28 19:33:18 2024 Page: 4




Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 28

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
BP020674.D

Jun 2024 00:32

: MA/JU
. P2909-04

31

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.011 31.55 ng/ul 13611960 1,4-Dichlorobenzene-d4 7.746
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance Scan 4 (3.011 min): BP020674.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000
‘ ‘ ) 3.103.203.30 3.40
Ol bk 129,8189.0252.1315.1 4078 4741 545.. /7 43 19  35.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T[T T T [TTTT]
3.103.203.30 3.40
“ ‘ m/z 55.10 26.95%
O\\l‘\l\H“‘WW\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
R RERRREA
3.103.203.30 3.40
5000 m/z 87.10 26.75%
0\WWﬁlww\H\_\H‘H\w\u\“\u‘\u\_\u‘u\w\u\_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0 3.103.203.30 3.40
m/z 41.10 11.72%
5000
o\HH‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.30 3.40

SFAM-EPA-BP062524.MA.M Fri Jun 28 19:33:19 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\

Data File : BP©20674.D

Acqg On : 28 Jun 2024 00:32

Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.128 5.43 ng/ul 474384  Phenanthrene-d10 17.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2574 (18.128 min): BP020674.D\data.ms (-2569) (- m/z 73.00 100.00%

73.0
5000
213.2

I
m } 0 \ , 18.00 18.50
_— HHWWJm"25“‘1‘9341‘9‘41‘5”1“479“1”5‘4‘3 m/z 43.05 85.41%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T ]
18.00 18.50

m/z 60.00 83.75%

o

‘ 2130
“’ h i ‘

Ly
O ‘ TTT [ \\‘f\\\ 1f!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #143508: n-Hexadecanoic acid

256.0

43.0

——
18.00 18.50
5000 m/z 57.05 71.58%

129.0
A TET S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance i i

#143509: n-Hexadecanoic acid . —
43.0 18.00 18.50

m/z 41.05 70.60%

5000 256.0
129.0

—

ol i |1, 1840

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\
Data File : BP@

Acqg On : 28
Operator : MA/
Sample . P29
Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library
TIC Integration

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP062724\
20674.D

Jun 2024 00:32

Ju

09-04

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
: SVOA CALIBRATION

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

Peak Number 3

R.T. EstC

19.475 2.97

Hit# of 5

Octadecanoic acid

Concentration Rank 9

onc Area Relative to ISTD R.T.
"""""""" ng/ul 366210 Chrysene-di2  21.651

Tentative ID MW MolForm CASH# Qual
"""""""" acid 284 C18H3602  00@057-11-4 98

1 Octadecanoic

2 Octadecanoic acid 284 C18H3602 000057-11-4 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 96
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
Abundance Scan 2803 (19.475 min): BP020674.D\data.ms (-2795) (- m/z 43.10 100.00%
5000 129.1 w
241.2 e
19.50
‘ \ l 355.1413.2
Y "“ b b b 29514132 478.15005 o3 00 93.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ——
19.50
’ 284.0 m/z 55.00  79.93%
O‘\\"\ " Hh“hll“ll“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
——
19.50
5000 284.0 m/z 57.18  76.61%
185.0
olil, ‘I‘”h\w\,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 60.00 73.72%
5000
H 185.0 284.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.904 3.22 ng/ul 397312  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 83
2 11,12-Dibromo-tetradecan-1-ol ac... 412 C16H30Br202 1000130-78-5 50
3 (4,8-Dimethoxy-1-naphthyl)methanol 218 C13H1403 1000460-12-1 48
4 D-Homoandrostane, (5.alpha.,13.a... 274 C20H34 054482-31-4 46
5 30-Norlupan-28-o0ic acid, 3-hydro... 502 C31H5005 055401-91-7 42

Abundance Scan 2876 (19.904 min): BP020674.D\data.ms (-2871) (- m/z 43.10 100.00%

43.1
91 218.1
5000
—
77.1 H35”50 445.4506.4 20.00
Ot ‘\J\”\I‘\‘\M\‘\l“\lu\‘\\\l\‘\\\\‘\ m/z 55.10 98.68%

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

Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0

45.0
218.0

;

5000
20.00

m/z 69.10 83.73%

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

Abundance #308766: 11,12-Dibromo-tetradecan-1-ol acetate

:

43.0
20.00
5000 9.0 193.0 ITI/Z 57.10 81.27%
2530
0 “Imm ml 333.0 414.0
‘H‘,‘H“‘H‘“w‘u‘“H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #96457: (4,8-Dimethoxy-1-naphthyl)methanol ——
218.0 20.00
m/z 95.10 66.02%
5000 115.0
15.0
olbtgutadballlld, -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
BP020674.D

: 28 Jun 2024 00:32
: MA/JU
: P2909-04

31

Quant Method
Quant Title

TIC Libra

ry

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 5 11-Hexacosyne Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.633 3.56 ng/ul 439668 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1-Hexacosyne 362 C26H50 034291-69-5 70
»2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 70
-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 55
ethyl 2-octylcyclopropene-1-hep... 294 C19H3402 005026-66-4 55
.alpha.-Cholest-22-ene, (Z)- 370 C27H46 015076-93-4 55

uih wNnPE
T WN PR

Abundance Scan 3000 (20.633 min): BP020674.D\data.ms (-2995) (- m/z 55.10 100.00%

55.1
5000 175.1
235.1 _— _—
17.0
mm 311.1375.1 438, 1498.4 20.50 21.00
0l m/z 43.10  88.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #272145: 11-Hexacosyne
82.0
5000 — e
20.50 21.00
F520 222.0 362.0 m/z 69.05 84.93%
292.0 ‘
O\\\ ‘\\H\J‘\\\JL‘A\‘l\\\“‘L\‘\\‘\\’\P\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96806: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hep
95.0
P e
20.50 21.00
5000 ITI/Z 95.10 74 .70%
218.0
Tl
O‘M ﬂk‘ ”““ﬁ‘u‘H‘W‘H‘_‘H‘H‘W‘H“H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85248: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl- —— ——
55.0 165.0 20.50 21.00
' m/z 81.00 73.86%
. Ww
ou"‘lJ‘ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 [1,2,4]0xadiazole, 3-(5-bro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.651 4.04 ng/ul 498192  Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,4]0xadiazole, 3-(5-bromofur... 280 C1@H5BrN203 1000303-56-3 91
2 9,19-Cycloergost-24(28)-en-3-0l,... 468 C32H5202 010376-42-8 78
3 (2R, 3R,4aR,5S,8aS)-2-Hydroxy-4a, ... 236 C15H2402 066884-74-0 60
4 2a,5,5,10b-Tetramethyl-3,4,4a,5,... 285 C18H23N0O2 1000274-52-8 60
5 Furane-2-carboxamide, N-propyl-N... 405 C26H47NO2 1000437-96-7 60

Abundance Scan 3003 (20.651 min): BP020674.D\data.ms (-3001) (- m/z 69.10 100.00%

69.1
207.0
5000
& 47.1

279.1 R LI

370.2430.3 498.4 20.50 21.00
oAl m/z 55.10  97.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172410: [1 2,4]0xadiazole, 3-(5-bromofuran-2-yl)-5-fura
95.0 282.0
187.0
5000 1 T
37.0 20.50 21.00

m/z 57.10  94.55%

1"'\.1\J%[1Li1’1f!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #331426: 9,19-Cycloergost-24(28)-en-3-ol, 4,14-dimethyl
43.0

T
20.50 21.00
5000 7.0 m/z 43.10 92.14%

8.0
| {H i ‘HN“, e 20103010 g0 W
0 50 100 150 200 250 300 350 400 450 500 550

o

o

m/z-->
Abundance #118717: (2R,3R,4aR,5S,8aS)-2-Hydroxy-4a,5-dimethyl- — ——
69.0 207.0 20.50 21.00
m/z 81.10 81.19%
. MW\A
A BN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP062724\

Data File : BP@20674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.316 4.67 ng/ul 576635 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 1-Nonadecene 266 C19H38 018435-45-5 96
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 94

Abundance Scan 3116 (21.316 min): BP020674.D\data.ms (-3112) (- m/z 57.10 100.00%
57.1

5000 \M\J\/M
- —
J 2291 . 21.00 21.50
0 _H“ 1\"‘1!#!‘»“““” g8l 4121 5043 m/z 43.10  89.53%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 — —
21.00 21.50
m/z 55.10  88.95%
WU 1060 2800
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

%

Abundance #155959: 1-Nonadecene
57.0
— ——
21.00 21.50
5000 m/z 83.10 79.51%
125.0
‘ 26&0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
— ——

Abundance #326113: Heptadecy! heptafluorobutyrate
57.0 21.00 21.50
m/z 69.10 72.90%
- NAAMWNWMVA/MMMxMM&
Nl
O b kb b e e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.404 3.14 ng/ul 386991 Chrysene-d12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 5.beta.-Cholest-23-ene, (Z)- 370 C27H46 014949-12-3 86
4 Fumaric acid, 4-chlorophenyl dod... 394 C22H31C1l04 1000344-86-1 66
5 2,5-Furandione, dihydro-3-octade... 352 C22H4003 047458-32-2 62
Abundance Scan 3131 (21.404 min): BP020674.D\data.ms (-3128) (- m/z 57.10 100.00%
57.1
——
I 531 46115265 21.50
0 bl m/z 55.10  90.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176385: Eicosane
57.0
5000 R
21.50
m/z 43.10 84.73%
0 ‘ | & J‘ I Aol l19710 282.0
\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0
——
21.50
5000 m/z 69.10 72.58%
0 \“ | | A27.0 198.0
\\\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279736: 5.beta.-Cholest-23-ene, (2)- ——
55.0 21.50
m/z 83.10 63.93%
287.0
5000 103.0
L =
OWMMH‘LMM Wu“ﬂL‘Hm"H‘MH_MWWW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524 .MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 9 1,1,6-trimethyl-3-methylene... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.821 3.42 ng/ul 422211  Chrysene-di12 21.651
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,6-trimethyl-3-methylene-2-(3... 442 C32H58 1000373-94-0 90
2 .3beta.,6.alpha.,20.beta.-Trihyd... 336 C21H3603 1010145-04-9 86
3 (2R,3S,4R,4aR,7R,8S)-8-[2-(Furan... 334 C20H3004 1214680-28-0 60
4 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 53
5 3,5-Decadiene, 2,2-dimethyl-, (Z... 166 C12H22 055638-50-1 53
Abundance Scan 3372 (22.821 min): BP020674.D\data.ms (-3370) (- m/z 55.10 100.00%
55.1
5000 il
— ——
473.4 £40.3 22.50 23.00
ol LKL m/z 43.10  90.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #323208: 1,1,6-trimethyl-3-methylene-2-(3,6,10,13,14-pe
81.0
177.0
5000 — ——
22.50 23.00
|‘ ‘ m/z 95.10  88.81%
2450 427.0
O TTT I \‘ ‘ i ‘\‘I\\U\“‘l \“\“\ |\ "\‘\ T ‘ T \\3\0‘?’\ \()\:3\‘6\()\(\)\ ‘ T \“\ \ ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244126: .3beta.,6.alpha.,20.beta.-Trihydroxy-5.alpha.-p
95.0
232.0 — e
22.50 23.00
5000 318.0 m/z 83.05 80.23%
111 e
A1 C) v T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241967: (2R,3S,4R,4aR,7R,8S)-8-[2-(Furan-3-yl)ethyl]-4 — —T—
95.0 22.50 23.00
m/z 69.10 75.68%
5000
el “ T
0 AWHN‘W“N%WMJﬁﬁm“thMm“u‘_“W‘u“u‘W‘ - —r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP062724\
Data File : BP020674.D

Acqg On : 28 Jun 2024 00:32
Operator : MA/JU

Sample : P2909-04

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP062524.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|
Butane, 2-metho... 3.011 31.6 ng/ul 1361190 1 7.746 862761 20.0
n-Hexadecanoic ... 18.128 5.4 ng/ul 474384 4 17.186 1748780 20.0
Octadecanoic acid 19.475 3.0 ng/ul 366210 5 21.651 2466920 20.0
5-Bromo-4-ox0-4... 19.904 3.2 ng/ul 397312 5 21.651 2466920 20.90
11-Hexacosyne 20.633 3.6 ng/ul 439668 5 21.651 2466920 20.0
[1,2,4]0xadiazo... 20.651 4.0 ng/ul 498192 5 21.651 2466920 20.0
(DEL) Alkane: S... 21.316 4.7 ng/ul 576635 5 21.651 2466920 20.0
(DEL) Alkane: S... 21.404 3.1 ng/ul 386991 5 21.651 2466920 20.90
1,1,6-trimethyl... 22.821 3.4 ng/ul 422211 5 21.651 2466920 20.0

SFAM-EPA-BP062524 .MA.M Fri Jun 28 19:33:42 2024 14



