LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20724\
Data File : BN@29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc :

ALS Vvial : 30 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@29565.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.293 32 35 38 rBV3 11682 18506 0.34% 0.030%
2 3.328 38 41 47 rVB 81994 107343 1.99% 0.175%
3 3.740 107 111 119 rBV 410173 656050 12.17% 1.071%
4 3.805 119 122 127 rW 91698 128384 2.38% 0.210%
5 3.858 127 131 136 rVB 41699 54913 1.02% ©0.090%
6 3.970 147 150 156 rVB5 15579 23505 0.44% 0.038%
7 4.058 161 165 174 rVB2 35743 63365 1.18% 0.103%
8 4.293 201 205 211 rVB 23301 30764 ©.57% 0.050%
9 4.399 218 223 227 rBV 127520 174724 3.24% 0.285%
10 4.440 227 230 236 rVB4 25058 38720 0.72% 0.063%
11 4.628 257 262 267 rBV 75592 107663 2.00% 0.176%
12 4.675 267 270 273 rBV 28617 37484 0.70% 0.061%
13 4.781 285 288 290 rBv4 5290 7322 0.14% 0.012%
14  4.999 317 325 337 rBV2 304561 492675 9.14% 0.804%
15 5.093 337 341 347 rVB5S 9025 19947 0.37% 0.033%
16 5.617 427 430 436 rVB2 8592 13468 0.25% 0.022%
17 5.781 454 458 463 rVB7 7322 11611 0.22% 0.019%
18 6.199 526 529 537 rVBle 6980 13923 0.26% 0.023%
19 6.869 638 643 647 rBV8 4956 9213 0.17% 0.015%
20 7.052 666 674 689 rBV 1243647 2037387 37.78%  3.326%
21 7.228 697 704 713 rBV 1047563 1600444 29.68% 2.613%
22 7.411 728 735 747 rBV 1229036 1933475 35.85% 3.156%
23 7.581 760 764 771 rVB8 11596 20797 0.39% 0.034%
24 7.887 809 816 823 rBV 854810 1374494 25.49%  2.244%
25 7.952 823 827 832 rVB2 14430 21353 0.40% 0.035%
26 8.046 839 843 846 rBV5S 6263 8401 0.16% 0.014%
27 8.134 852 858 859 rBV6 9098 14025 0.26% 0.023%
28 8.593 929 936 951 rBV 1178578 1881104 34.88% 3.071%
29 8.716 951 957 965 rVB 97663 159451 2.96% 0.260%
30 9.052 1006 1014 1022 rBV 1134181 1843032 34.18% 3.009%
31 9.222 1035 1043 1046 rBV9 5996 12602 0.23% 0.021%
32 9.446 1077 1081 1087 rVB2 12527 17067 0.32% 0.028%
33 9.769 1127 1136 1149 rBV 805717 1376888 25.53% 2.248%
34 9.905 1154 1159 1166 rBV2 19350 37600 0.70% 0.061%
35 10.040 1181 1182 1188 rVB6 6689 9109 0.17% 0.015%
36 10.140 1194 1199 1203 rVB5 10706 18570 0.34% 0.030%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20724\
Data File : BN@29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc :

ALS Vvial : 30 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION

37 10.305 1219 1227 1238 rBV 1324982 2188337 40.58% 3.572%
38 10.552 1265 1269 1276 rBV7 6608 12936 ©0.24% 0.021%
39 10.687 1284 1292 1301 rBV 1086656 1876695 34.80%  3.064%
40 10.828 1307 1316 1335 rBV 997708 1799732 33.37% 2.938%

41 11.234 1380 1385 1392 rBV1e 6671 15155 ©.28% 0.025%
42 11.440 1416 1420 1424 rBV5 7615 11851 0.22% 0.019%
43 11.505 1424 1431 1434 rBVS8 4737 10750 ©.20% ©0.018%
44 12.116 1530 1535 1539 rVv2 12687 18252 ©.34% ©0.030%
45 12.216 1545 1552 1558 rBV 95480 168006 3.12% ©.274%
46 12.269 1558 1561 1568 rVB3 22207 39630 ©.73% 0.065%
47 12.934 1669 1674 1678 rVB7 6442 12973 0.24% 0.021%
48 13.357 1736 1746 1752 rBV3 30150 48989 0.91% ©0.080%
49 13.434 1752 1759 1766 rVV 48254 85035 1.58% 0.139%
50 13.493 1766 1769 1777 rVB8 6890 14882 0.28% 0.024%
51 13.951 1839 1847 1856 rBV 2161725 3068030 56.89% 5.009%
52 14.222 1883 1893 1906 rBV 2530721 3706503 68.73% 6.051%
53 14.434 1926 1929 1933 rVB5 5839 9991 0.19% 0.016%
54 14.528 1937 1945 1953 rVV 1463405 2105582 39.05%  3.437%
55 14.604 1953 1958 1959 rVWwV5 5501 9167 ©0.17% 0.015%
56 14.728 1972 1979 2000 rBV 1041433 1551912 28.78%  2.534%
57 14.893 2003 2007 2012 rVVé6 18156 34389 0.64% 0.056%
58 14.957 2012 2018 2023 rVB7 26477 52783 0.98% 0.086%
59 15.522 2106 2114 2121 rBV 3077754 4417479 81.92% 7.212%
60 15.593 2123 2126 2129 rVB4 9330 9988 0.19% 0.016%
61 15.645 2129 2135 2145 rBV 822457 1125514 20.87% 1.837%
62 15.763 2151 2155 2164 rVB4 14468 26865 0.50% 0.044%
63 16.093 2207 2211 2215 rBV6 4850 7509 0.14% 0.012%
64 16.310 2244 2248 2253 rVB8 10140 15004 ©.28% 0.024%
65 16.692 2305 2313 2315 rBV8 7106 12455 0.23% 0.020%
66 16.828 2331 2336 2342 rBV3 24843 36070 ©.67% 0.059%
67 17.051 2370 2374 2379 rBV7 4580 9219 0.17% 0.015%
68 17.281 2406 2413 2418 rBV 1570203 2276020 42.21% 3.716%
69 17.316 2418 2419 2423 rVW 46096 51450 0.95% 0.084%
70 17.381 2423 2430 2441 rVV 2968195 4392514 81.46% 7.171%
71 17.457 2441 2443 2444 rVV2 12588 11916 ©.22% ©0.019%
72 17.481 2444 2447 2451 rVB3 28888 38098 0.71% 0.062%
73 17.634 2469 2473 2475 rBV4 8714 10681 0.20% 0.017%
74 17.669 2477 2479 2485 rVB7 8855 13775 0.26% 0.022%
75 17.798 2496 2501 2504 rBV6 5883 11932 0.22% ©0.019%
76 17.963 2527 2529 2534 rBV6 7951 10680 ©.20% 0.017%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20724\
Data File : BN@29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc :

ALS Vvial : 30 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_ N\Methods\SFAM-EPA-BN©20724.MA.M
Title : SVOA CALIBRATION
77 18.063 2540 2546 2551 rBV7 10208 19517 ©0.36% 0.032%
78 18.192 2563 2568 2578 rBV 414938 607972 11.27%  0.993%
79 18.263 2578 2580 2589 rvv2 19796 34978 0.65% 0.057%
80 18.345 2592 2594 2599 rVB5 8013 13303 0.25% 0.022%
81 18.492 2615 2619 2621 rBV5S 7996 14145 0.26% 0.023%
82 18.622 2638 2641 2645 rBVS5 13498 16150 0.30% 0.026%
83 18.663 2645 2648 2652 rBV5 12954 19028 0.35% 0.031%
84 18.763 2662 2665 2669 rVB2 17452 19913 0.37% 0.033%
85 18.863 2679 2682 2686 rBV6 6150 10021 0.19% 0.016%
86 18.992 2701 2704 2708 rVB4 13056 16008 0.30% 0.026%
87 19.081 2716 2719 2724 rVV6 27548 39559 0.73% 0.065%
88 19.239 2739 2746 2750 rBV6 54695 104624 1.94% 0.171%
89 19.310 2754 2758 2759 rVV 49447 64019 1.19% 0.105%
90 19.339 2760 2763 2768 rVB 117630 173838 3.22% 0.284%
91 19.475 2782 2786 2792 rBV 175892 233582 4.33% 0.381%
92 19.616 2808 2810 2814 rBVS5 15791 19169 0.36% 0.031%
93 19.675 2814 2820 2830 rBV 3987787 5392517 100.00%  8.803%
94 19.933 2862 2864 2871 rVB6 18809 25021 0.46% 0.041%
95 20.210 2908 2911 2914 rVB4 21290 21366 0.40% 0.035%
96 21.204 3075 3080 3085 rBV 462977 608516 11.28%  ©0.993%
97 21.475 3120 3126 3131 rBV 1694753 2284363 42.36% 3.729%
98 23.698 3497 3504 3517 rVB2 2619312 5077328 94.16%  8.289%
99 23.851 3523 3530 3541 rVB 1121102 2378396 44.11% 3.883%
100 24.616 3654 3660 3670 rBV3 153221 368182 6.83% 0.601%

Sum of corrected areas: 61255637
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2024 03:06
: MA/JU
: P1303-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
BN©29565.D

: 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000
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1038408

7.0527.411
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
Data File : BN@©29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 3-Penten-2-one, 4-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.399 2.54 ng/ul 174724  1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
4 3-Hexen-2-one 98 C6H100 000763-93-9 90
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
Abundance Scan 223 (4.399 min): BN029565.D\data.ms (-218) (-) m/z 82.95 100.00%
550 830
5000
P e
‘ ‘ c 4.00 4.20 4.40 4.60 4.80
Ol b e 2489 1930 22087 55,00 83.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 [T T
4.00 4.20 4.40 4.60 4.80
29.0
m/z 43.00 36.74%
0 \H‘\“‘H\“"MHH\M‘HHHH\“\H\‘HH‘HH‘\H\‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R EAARARARE S
20.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 36.03%
o} L R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3646 3-Penten-2-one, 4-methyl- T
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 24.89%
T NL/M«
0 ! N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
Data File : BN@©29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.999 7.17 ng/ul 492675 1,4-Dichlorobenzene-d4 7.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
Abundance Scan 325 (4.999 min): BN029565.D\data.ms (-317) (-) m/z 43.00 100.00%
43.0
5000
101.0 BARRNEEEEE S
‘ 4.60 4.80 5.00 5.20 5.40
(

ol il o 1880 2079 2808 n/; 59.e0  52.02%

miz--> 50 100 150 200 250

Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 I L L R
4.60 4.80 5.00 5.20 5.40
m/z 101.00  18.58%
‘ 101.0
01:\3“\0“‘\‘ ‘\h‘ ‘ ‘\ T \‘ T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
Ramas e A RARR
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.60%
101.0
o—rd .l
m/iz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl- CES T e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.86%
5000
‘ 101.0
m/z--> 50 100 150 200 250 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
Data File : BN@©29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.MA.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.192 5.34 ng/ul 607972  Phenanthrene-di10 17.281
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 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2568 (18.192 min): BN029565.D\data.ms (-2563) (- | m/z 72.95 100.00%

73.0
43.0
5000
129.1
-

213.2
| \‘ Ml 10\ 15711851 | 2563 18.00 1850
et A Il uw\uH\MWNHW\H_\HW‘_mwwwH m/z 59.95 82.64%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U T

18.00 18.50
m/z 42.95 80.99%

’ 157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
T

43.0 129.0 256.0 18.00 18.50
m/z 41.00 63.88%
5000 213.0
H 157.0185.0

0 ,““H“‘w‘u”!”‘ I H“‘\‘\““\\U‘M\H\‘H‘“\\\“H1\‘\‘H‘\“\H‘\‘\‘\H‘HH“HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143509: n-Hexadecanoic acid T T
43.0 73.0 18.00 18.50

m/z 56.95 62.32%

5000 256.0
129.0
213.0
‘ L] ‘P% 15701850
DI Y b ] R

m/z--> 20 40 60 80 100120140160180200220240260280 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
Data File : BN@©29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.475 2.05 ng/ul 233582  Chrysene-di12 21.475
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 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 97
5 Octadecanoic acid 284 C18H3602 000057-11-4 96
Abundance Scan 2786 (19.475 min): BN029565.D\data.ms (-2782) (- | m/z 43.00 100.00%
43.0
5000
30 1290 wi\/w
185.1 241.2 1 7
‘ ‘ 284.1 19.50
0 W ek b L 884 s 73,00 97.72%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 ‘19‘50‘
B3.0 )
1850 o4q o 2240 m/z 59.95  80.48%
0! \\\‘Hh“h‘\ w““\‘ ‘L “\‘ “ ‘\‘\‘ “\ ‘\‘ . e
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
el
19.50
129.0
5000/ 28.0 284.0 m/z 57.85 76.15%
185.0 241.0
ol HWMMWJ“‘L‘M\‘\J‘J‘y“\“““‘
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid T
73.0 19.50
m/z 55.00 67.68%
5000 129.0
29. 185.0 547 2840
0! il b ““u e ‘L‘m‘u_”w —
m/z--> 50 100 150 200 250 300 350 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\

Data File : BN@29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724 .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.204 5.33 ng/ul 608516  Chrysene-di12 21.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3080 (21.204 min): BN029565.D\data.ms (-3075) (- | m/z 57.05 100.00%
57.0

5000
—
1111} 5412070 2810 3570 2100 2150
0k mM “J* e, 2810 3570 4180 n/; 5500 87.92%
miz--> 50 100 150 200 250 300 350 400
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 M —
21.00 21.50
11.0 m/Z 83.00 87.65%
O \L‘\ ‘\“ h \“h\““ “‘ \“\]_\5‘4\(\)\ T ‘ T \2\5‘2\(\)\ T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #259982: Pentacos-1-ene
55.0
— —
21.00 21.50
5000 11.0 m/z 43.05 86.86%

350.0
0 \ w“?9‘““294-9‘_‘”;\””_‘
m/z--> 50 100 150 200 250 300 350 400

Abundance #326113: Heptadecy! heptafluorobutyrate — —
57.0 21.00 21.50

m/z 69.00 81.44%

5000
11.0
169.0 238.0
! | 283.0

T —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN©20724\
Data File : BN@©29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©20724.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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.616 3.10 ng/ul 368182  Perylene-d12 23.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Triacontan-15-o0l 438 C30H620 031849-26-0 90
5 1-Hexacosene 364 C26H52 018835-33-1 90
Abundance Scan 3660 (24.616 min): BN029565.D\data.ms (-3654) (- | m/z 57.00 100.00%
57.0
‘ 207.0 o B
24.50 25.00
- w‘u‘u L4 J“H“‘Woug L ‘ b 2220 3699 42000 97.00  95.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 111.0 T ]
24.50 25.00
m/z 69.00 86.90%
ol \H | .‘L |167:0 2220 2020 392.0
\\\\‘\\T\[T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #289621: 1-Hexacosano
97.0
—— —
24.50 25.00
5000, 43 m/z 83.00 86.41%
53.0
ohLLLLELITT? 2000 26403000 3600
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1 —— —
57.0 24.50 25.00
m/z 43.05 81.35%
111.0
5000
ol tibhlL ) 1870 2220 080 S
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN@20724\
Data File : BN@29565.D

Acqg On : 08 Feb 2024 03:06
Operator : MA/JU

Sample : P1303-20

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@20724.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|
3-Penten-2-one,... 4.399 2.5 ng/ul 174724 1 7.887 1374490 20.0
2-Pentanone, 4-... 4.999 7.2 ng/ul 492675 1 7.887 1374490 20.0
n-Hexadecanoic ... 18.192 5.3 ng/ul 607972 4 17.281 2276020 20.0
Octadecanoic acid 19.475 2.0 ng/ul 233582 5 21.475 2284360 20.0
(DEL) Alkane: S... 21.204 5.3 ng/ul 608516 5 21.475 2284360 20.0
Octacosanol 24.616 3.1 ng/ul 368182 6 23.851 2378400 20.0

SFAM-EPA-BN@20724.MA.M Thu Feb 08 11:16:11 2024 11



