LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc :

ALS Vvial : 88 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@18108.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.228 20 24 26 rBV 18957 22320 0.79% 0.093%
2 3.264 26 30 36 rVW 109228 135048 4.78% 0.564%
3 3.346 40 44 49 rBV 27236 32033 1.13% 0.134%
4 3.675 96 100 112 rBV 49331 91995 3.26% ©.384%
5 3.834 123 127 135 rvB2 38293 58195 2.06% 0.243%
6 4.175 182 185 188 rBV5 3633 4020 0.14% 0.017%
7 4.663 266 268 270 rBV3 2818 2897 0.10% 0.012%
8 5.593 423 426 429 rVB4 2850 2943 0.10% 0.012%
9 5.710 442 446 453 rVB2 13735 23587 0.84% 0.098%
10 5.916 477 481 486 rBV7 4363 6747 0.24% 0.028%
11 6.034 497 501 506 rBV7 4627 6585 0.23% 0.027%
12 6.163 518 523 530 rBV5 6256 10762 0.38% 0.045%
13 6.434 564 569 570 rBV5 2166 2931 0.10% 0.012%
14 7.028 662 670 684 rBV3 78749 192219 6.81% ©0.803%
15 7.193 691 698 715 rBV 320142 512095 18.13% 2.138%
16 7.369 721 728 744 rBV 314946 549765 19.47% 2.295%
17 7.481 744 747 752 rBV6 4447 7206 0.26% ©.030%
18 7.599 766 767 771 rVB4 2941 2847 0.10% 0.012%
19 7.657 774 777 779 rBV4 2256 3152 0.11% 0.013%
20 7.840 799 808 822 rBV 307746 529027 18.73% 2.209%
21 8.022 837 839 844 rVB6 2004 2930 0.10% 0.012%
22 8.099 850 852 862 rvVB1o 2632 5323 0.19% 0.022%
23  8.193 862 868 869 rVve 2910 4004 0.14% 0.017%
24 8.293 880 885 887 rBV6 2059 3469 0.12% 0.014%
25 8.575 922 933 952 rBV 215265 438718 15.53% 1.832%
26 8.999 999 1005 1007 rBv2 9378 15259 0.54% 0.064%
27 9.051 1007 1014 1029 rVB 408535 715408 25.33%  2.987%
28 9.216 1039 1042 1047 rBV6 3213 6735 0.24% 0.028%
29 9.693 1118 1123 1127 rVB8 2573 4712 0.17% 0.020%
30 9.763 1127 1135 1148 rBV 347222 615948 21.81% 2.572%
31 10.028 1177 1180 1189 rBV7 7502 16368 ©0.58% 0.068%
32 10.293 1213 1225 1243 rBV 375689 802197 28.41% 3.349%
33 10.663 1281 1288 1303 rBV 411166 693338 24.55%  2.895%
34 10.845 1310 1319 1345 rBV 280767 639006 22.63% 2.668%
35 11.187 1375 1377 1382 rVB6 2481 3507 0.12% 0.015%
36 11.369 1403 1408 1409 rBV5 2114 3197 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc :

ALS Vvial : 88 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION
37 11.387 1409 1411 1412 rVvv2 4127 3913 0.14% 0.016%
38 11.457 1416 1423 1431 rVvV2 11515 29671 1.05% 0.124%
39 11.522 1431 1434 1439 rVV6 5203 9571 0.34% 0.040%
40 11.581 1439 1444 1452 rVB1eO 6869 13963 0.49% 0.058%
41 11.704 1459 1465 1473 rBV6 14412 28221 1.00% 0.118%
42 12.034 1519 1521 1527 rVB6 2007 3555 0.13% 0.015%
43 12.275 1556 1562 1567 rBV7 5193 12050 0.43% 0.050%
44 12.340 1567 1573 1579 rBvV2 15203 36917 1.31% 0.154%
45 12.640 1620 1624 1628 rBvV7 2344 3035 0.11% 0.013%
46 12.822 1653 1655 1661 rVB7 1886 3255 0.12% 0.014%
47 12.875 1661 1664 1669 rBV6 2476 3799 0.13% 0.9016%
48 13.081 1694 1699 1702 rVV6 1856 3688 ©0.13% 0.015%
49 13.257 1724 1729 1734 rBvVS8 4270 6834 0.24% 0.029%
50 13.357 1740 1746 1752 rBV2 23864 43134 1.53% 0.180%
51 13.528 1771 1775 1779 rBV7 1816 3275 0.12% 0.014%
52 13.698 1800 1804 1807 rBV6 2996 4703 0.17% 0.020%
53 13.939 1839 1845 1851 rBV 909026 1252164 44.34% 5.228%
54 14.134 1874 1878 1885 rVB10 4882 7124 0.25% 0.030%

55 14.216 1885 1892 1904 rBV 911300 1396102 49.44% 5.829%

56 14.339 1911 1913 1917 rVB5 3031 4179 0.15% 0.017%
57 14.386 1919 1921 1925 rVB5 3172 4114 ©.15% 0.017%
58 14.516 1933 1943 1955 rBV 540742 838724 29.70%  3.502%
59 14.616 1955 1960 1968 rBv4 24122 44674 1.58% 0.187%
60 14.757 1979 1984 1988 rBV4 8030 13853 0.49% ©.058%
61 14.834 1992 1997 2003 rBv4 19931 53246 1.89% ©.222%
62 15.010 2023 2027 2030 rBV5 4516 5363 0.19% 0.022%
63 15.134 2045 2048 2050 rV4 3452 5020 ©0.18% 0.021%
64 15.163 2050 2053 2056 rVB5 8368 9511 0.34% 0.040%
65 15.269 2065 2071 2073 rBV7 3255 5425 0.19% 0.023%
66 15.298 2073 2076 2079 rVB5 2691 3114 0.11% 0.013%
67 15.351 2081 2085 2088 rVB5 2462 3332 0.12% 0.014%
68 15.522 2107 2114 2122 rBV 1212494 1751444 62.02% 7.312%
69 15.681 2135 2141 2152 rBV 403584 668828 23.68% 2.792%
70 15.963 2185 2189 2190 rBV4 2233 2852 0.10% 0.012%
71 16.075 2206 2208 2212 rBV5 2425 3011 0.11% ©0.013%
72 16.175 2221 2225 2230 rBV8 3662 7214 0.26% 0.030%
73 16.245 2234 2237 2238 rBV3 2744 2870 0.10% 0.012%
74 16.445 2269 2271 2276 rBV6 3179 4895 0.17% ©0.020%
75 16.604 2294 2298 2302 rBV7 2909 5438 ©0.19% 0.023%
76 16.651 2304 2306 2314 rVBS 7748 12372 0.44% 0.052%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc :

ALS Vvial : 88 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP111023.MA.M
Title : SVOA CALIBRATION

77 16.780 2324 2328 2335 rBV 25535 47046 1.67% 0.196%
78 17.092 2378 2381 2384 rVB5 4580 5995 0.21% 0.025%
79 17.298 2410 2416 2427 rBV 723129 997212 35.31% 4.163%
80 17.398 2427 2433 2445 rBV 1383834 2016452 71.40% 8.419%
81 17.563 2458 2461 2464 rVB5 4347 4974 0.18% 0.021%
82 17.633 2470 2473 2476 rBV4 4270 7148 0.25% 0.030%
83 17.927 2518 2523 2529 rBV6 26375 42088 1.49% 0.176%
84 18.145 2556 2560 2570 rBV 131828 194009 6.87% 0.810%
85 18.698 2651 2654 2663 rVBle 17187 28747 1.02% 0.120%
86 19.069 2714 2717 2718 rBV3 10764 11020 0.39% 0.046%
87 19.222 2740 2743 2748 rVB2 18236 21676 0.77%  ©0.090%
88 19.298 2754 2756 2760 rVB 22230 21038 0.74% ©0.088%
89 19.386 2768 2771 2778 rBV2 53442 69521 2.46% 0.290%

90 19.657 2811 2817 2823 rBV 1932576 2524103 89.38% 10.538%
91 21.086 3056 3060 3068 rBV3 99458 154947 5.49% ©.647%
92 21.427 3113 3118 3126 rBV 940788 1202639 42.58% 5.021%

93 23.768 3508 3516 3524 rVB2 1419183 2824116 100.00% 11.791%
94 23.927 3536 3543 3554 rVB 600037 1298117 45.97% 5.420%

Sum of corrected areas: 23951794
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

Ab%%%né:& TIC: BP018108.D\data.ms

1500000

1000000

500000 9.051 0.663

7.19369 7.840 9763 10293 0.845
8.575
3.264 35
033@46 B9344.175 4.663 5 STEBIMIBA34 10| 147057 50Ra%H3 | 899016 0.6830.028 111813897
\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abund :

u2nOOaOnOCOeO TIC: BP018108.D\data.ms .

19.657
1500000 17.398
15.522
1000000 13.934.216
500000
18.145
L@(;gg 927 18 69&91@%&&} LW/

0 12.0822340 . 6erpyad P $852698)14.1

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 1800 18.50 19.00 1950 20.00

Ab%%%né:& TIC: BP018108.D\data.ms
23.768
1500000
21.427
1000000
13.927
500000
21.086
0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc

ALS vial : 88

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Furan, tetrahydro-2,2,5,5-t... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.834 2.20 ng/ul 58195 1,4-Dichlorobenzene-d4 7.840
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 50
2 Ethosuximide 141 C7H11NO2 000077-67-8 38
3 4[1H]-Pyridone 2,6-dimethyl-1-[2... 249 C14H23N30 1000252-17-6 38
4 Furan, tetrahydro-2,2,5,5-tetram... 128 C8H160 015045-43-9 35

5 1,3,5-Triazine-2,4(1H,3H)-dione 113 C3H3N302 000071-33-0 32
Abundance Scan 127 (3.834 min): BP018108.D\data.ms (-123) (-) m/z 43.10 100.00%
43.1
113.2
5000
208.1 2811 3.60 3.80 4.00 4.20
0l wm e S0 3094 ATS15367  n/7 113.20  63.10%

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

Abundance #14493: Furan, tetrahydro-2,2,5,5-tetramethyl-
43.0
5000 L L I L B BN B L
113.0 3.60 3.80 4.00 4.20
m/z 70.10 50.06%
O‘\J\“\\“\\\\“\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21788: Ethosuximide
55.0 118.0
R N e R
3.60 3.80 4.00 4.20
5000 m/z 55.00 45.05%
o“" Aot e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #134388: 4[1H]-Pyridone 2,6-dimethyl-1-[2-[4-methyl-1-p AN R K R
70.0 3.60 3.80 4.00 4.20

m/z 73.05 36.00%

5000

1799 549.0

o_m}““m mﬁH\W‘H,m‘,w‘HWWWWWW
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

3.60 3.80 4.00 4.20
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

12

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
BP018108.D

Nov 2023 16:38

: MA/JU
. 05082-03

. 88

hod
le

ry

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

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

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.145 3.89 ng/ul 194009 Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Tetradecanoic acid 228 C14H2802 000544-63-8 95

Abundance Scan 2560 (18.145 min): BP018108.D\data.ms (-2556) (- m/z 73.05 100.00%

73.0
5000
L 213.3
—r— —
} 18.00 18.50
81.1
ow“"\'l‘w:& HJ\ PBL1 3575 4303 SILT L/, 43.05  81.47%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #143511: n-Hexadecanoic acid
73.0
256.0
5000 — —
18.00 18.50
M 157.0 m/z 60.05 80.12%
0‘\\J\“IJ‘\l\u“\h\“l\\‘\J\‘\h‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #143508: n-Hexadecanoic acid

256.0

43.0

——
18.00 18.50
5000 m/z 41.05 76.28%

129.0
0“‘J“ MMAL“* L%?M‘P‘ ‘L““"H““““‘w“““““
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #143510: n-Hexadecanoic acid 1 —
60.0 18.00 18.50

m/z 55.05 61.49%

5000 129.0
H 213.0
WHMM‘\‘ ‘

0k H,"H‘w"H‘_H‘_‘wawww_ et o
miz—> 0 50 100 150 200 250 300 350 400 450 500 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP018108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc

ALS vial : 88 Sample Multiplier: 1

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

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

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

Peak Number 3 Behenic alcohol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.086 2.58 ng/ul 154947  Chrysene-di12 21.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 90
5 Octacosanol 410 C28H580 000557-61-9 90

Abundance Scan 3060 (21.086 min): BP018108.D\data.ms (-3056) (- m/z 83.10 100.00%

83.1
5000
207.2 =S :
21.00
7.0 282.1
o AL b TO0T 40144612 5374 5505 98.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
5000 —T
21.00
m/z 57.10 90.58%
01 M ‘x | h ‘lflf?..o 22202800
‘\\1\"1!1![1\\T[\\1\‘1\\\[\\1\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
UL \
21.00
5000 ITI/Z 43.10 89.25%
5.0
o"‘J‘“,m“Wu!""}‘9?19“2??19‘Hwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate T ‘
57.0 21.00
m/z 69.10 88.23%
5000
5.0
1 H 196.0 2940
(OYMARENE B U B A s o S s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111023\
Data File : BP©18108.D

Acqg On : 12 Nov 2023 16:38
Operator : MA/JU

Sample : 05082-03

Misc

ALS Vvial : 88 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP111623.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|
Furan, tetrahyd... 3.834 2.2 ng/ul 58195 1 7.840 529027 20.0
n-Hexadecanoic ... 18.145 3.9 ng/ul 194009 4 17.298 997212 20.0
Behenic alcohol 21.086 2.6 ng/ul 154947 5 21.427 1202640 20.0
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