LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc :

ALS Vvial : 60 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@42757.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.181 29 33 36 rBV4 8246 11211 0.85% 0.097%
2 3.504 84 88 94 rVB3 5644 8392 0.64% 0.072%
3  3.634 107 110 125 rBV 21752 46938 3.58% 0.405%
4 4.451 245 249 259 rBV4 11243 18003 1.37% 0.155%
5 6.840 652 655 658 rBV5 1210 1599 0.12% 0.014%
6 7.004 675 683 695 rBV3 31895 84197 6.42% 0.727%
7 7.181 707 713 728 rBV 130024 237784 18.13% 2.052%
8 7.351 736 742 762 rBV 136462 249579 19.03%  2.154%
9 7.534 771 773 777 rVB5 1885 1838 0.14% 0.016%
10 7.581 777 781 784 rBv4 1123 1806 0.14% 0.016%
11 7.828 817 823 836 rBV 124645 223200 17.02%  1.926%
12 7.987 848 850 853 rVvB4 1205 1497 0.11% 0.013%
13 8.175 878 882 886 rBv4 750 1481 0.11% 0.013%
14  8.557 941 947 962 rBV 89449 176142 13.43% 1.520%
15 9.034 1021 1028 1052 rBV 160631 333432 25.43% 2.877%
16 9.598 1122 1124 1128 rVB5 1113 1350 0.10% 0.012%
17 9.745 1142 1149 1166 rBV 136030 269804 20.57%  2.328%
18 9.857 1166 1168 1169 rVVv2 2781 2233  0.17% 0.019%
19 9.875 1169 1171 1174 rVV4 2076 2949 0.22% 0.025%
20 9.904 1174 1176 1180 rVB4 1997 2502 0.19% 0.022%
21 9.975 1186 1188 1194 rVB4 1627 1660 0.13% 0.014%
22 10.210 1225 1228 1230 rBV3 1226 1396 0.11% 0.012%
23 10.269 1230 1238 1254 rBV 160642 354458 27.03%  3.059%
24 10.581 1286 1291 1296 rBVS8 2939 6067 0.46% 0.052%
25 10.645 1296 1302 1316 rVB 172585 297881 22.72%  2.570%
26 10.828 1327 1333 1346 rBV 26136 65120 4.97% 0.562%
27 10.910 1346 1347 1352 rVB5 1515 1775 0.14% 0.015%
28 11.145 1383 1387 1389 rBV2 1502 1538 ©0.12% 0.013%
29 11.439 1433 1437 1440 rBVS 1417 2096 0.16% 0.018%
30 11.633 1466 1470 1473 rBV4 822 1422 0.11% 0.012%
31 11.669 1473 1476 1479 rVV4 918 1641 0.13% 0.014%
32 11.880 1510 1512 1515 rVB3 1421 1414 0.11% 0.012%
33 11.998 1528 1532 1534 rVB2 1108 1481 0.11% 0.013%
34 12.151 1555 1558 1563 rBV4 1459 2084 0.16% ©0.018%
35 12.245 1569 1574 1577 rBV4 1608 2731 0.21% 0.024%
36 12.510 1618 1619 1624 rVB2 912 1381 0.11% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc :

ALS Vvial : 60 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
37 12.804 1665 1669 1673 rVB5 2630 4205 0.32% 0.036%
38 13.057 1707 1712 1717 rBV5 3907 6294 0.48% 0.054%
39 13.263 1743 1747 1750 rVB3 1341 1884 0.14% 0.016%
40 13.333 1755 1759 1764 rVV2 8250 12368 0.94% 0.107%
41 13.710 1819 1823 1827 rVB4 3014 4679 0.36% 0.040%
42 13.910 1850 1857 1870 rBV 453688 641649 48.93% 5.537%
43 14.110 1885 1891 1896 rBV4 3980 6824 0.52% 0.059%
44 14.186 1898 1904 1915 rBV 467964 679376 51.81% 5.862%
45 14.486 1949 1955 1967 rBV 278709 402541 30.70%  3.473%
46 14.780 1999 2005 2006 rBV4 5017 7693 0.59% 0.066%
47 14.880 2018 2022 2028 rVB6 1969 3852 ©0.29% 0.033%
48 15.098 2058 2059 2064 rvVB5 1468 1819 0.14% 0.016%
49 15.227 2076 2081 2085 rBV 10421 13460 1.03% 0.116%
50 15.274 2085 2089 2091 rVvv3 5171 7586 ©.58% 0.065%
51 15.304 2091 2094 2102 rVvB2 12233 16684 1.27% 0.144%
52 15.480 2118 2124 2144 rBV 622762 886313 67.59% 7.648%
53 15.627 2144 2149 2162 rVV 188962 296333 22.60% 2.557%
54 15.715 2162 2164 2168 rVB5 2267 3261 ©0.25% 0.028%
55 15.857 2182 2188 2197 rBV 21796 32890 2.51% 0.284%
56 15.992 2209 2211 2216 rBv4 2889 3214 0.25% 0.028%
57 16.104 2224 2230 2233 rBV4 6119 10259 0.78% 0.089%
58 16.133 2233 2235 2238 rVvB3 2358 3132  0.24% 0.927%
59 16.345 2266 2271 2275 rVB4 3655 6275 0.48% 0.054%
60 16.410 2279 2282 2290 rVB7 2771 4853 0.37% 0.042%
61 16.486 2290 2295 2301 rBV 15708 28284 2.16% 0.244%
62 16.592 2309 2313 2319 rBV3 9210 18153 1.38% 0.157%
63 16.698 2326 2331 2338 rVB6 3620 7509 0.57% 0.065%
64 16.757 2338 2341 2344 rBV3 1411 1845 0.14% 0.016%
65 16.798 2344 2348 2351 rBV5S 1171 2232 0.17% 0.019%
66 16.880 2359 2362 2365 rBV5 2238 2496 0.19% 0.022%
67 16.915 2365 2368 2371 rVV4 3849 4627 ©0.35% 0.040%
68 16.962 2373 2376 2381 rVB6 2467 4520 0.34% 0.039%
69 17.062 2389 2393 2396 rBV4 1374 1606 0.12% 0.014%
70 17.098 2396 2399 2407 rVB5 3842 5085 0.39% 0.044%
71 17.239 2417 2423 2433 rBV 339921 477871 36.44%  4.123%
72 17.339 2433 2440 2457 rVV 663846 954164 72.76% 8.233%
73 17.498 2462 2467 2471 rVB 12863 17802 1.36% 0.154%
74 17.568 2476 2479 2481 rBV4 1037 1390 0.11% 0.012%
75 17.662 2492 2495 2497 rVB4 2725 2538 0.19% 0.022%
76 17.956 2543 2545 2546 rBV2 1790 1361 0.10% 0.012%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc :

ALS Vvial : 60 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 M\Methods\SFAM-EPA-BM111323.MA.M
Title : SVOA CALIBRATION
77 18.027 2555 2557 2559 rBV2 1528 1436 0.11% 0.012%
78 18.098 2563 2569 2579 rBV 148789 261166 19.92%  2.254%
79 18.180 2581 2583 2591 rVB 15905 23631 1.80% 0.204%
80 18.315 2604 2606 2608 rBV3 2137 1928 0.15% 0.017%
81 18.362 2611 2614 2618 rVB4 4483 7072 0.54% 0.061%
82 18.427 2623 2625 2630 rVB5 2850 4017 0.31% 0.035%
83 18.504 2634 2638 2640 rBV4 5424 5807 ©.44% 0.050%
84 18.580 2649 2651 2653 rBV3 1669 1924 0.15% 0.017%
85 18.651 2661 2663 2669 rVB7 3397 4593  0.35% 0.040%
86 18.815 2690 2691 2693 rBV2 1820 1516 0.12% 0.013%
87 18.945 2711 2713 2716 rBV3 3013 2208 0.17% 0.019%
88 18.992 2719 2721 2728 rVB5 5809 6291 0.48% 0.054%
89 19.198 2752 2756 2759 rBV4 7280 8835 0.67% 0.076%
90 19.268 2764 2768 2775 rVB3 12901 21391 1.63% 0.185%
91 19.374 2781 2786 2796 rBV2 48476 91437 6.97% 0.789%
92 19.509 2807 2809 2812 rVB4 4967 4755 0.36% 0.041%
93 19.574 2817 2820 2825 rVB5 5890 5780 0.44% 0.050%
94 19.633 2825 2830 2839 rBV 995698 1285150 98.00% 11.089%
95 20.109 2907 2911 2915 rBV6 11252 15812 1.21% 0.136%
96 20.603 2993 2995 2998 rBv4 7252 7963 0.61% 0.069%
97 21.086 3072 3077 3085 rBV 209879 297283 22.67% 2.565%
98 21.421 3129 3134 3144 rBV 416520 577285 44.02%  4.981%
99 23.633 3503 3510 3522 rBV 667580 1311349 100.00% 11.315%
100 23.786 3530 3536 3550 rVB 310978 631389 48.15% 5.448%

Sum of corrected areas: 11589015
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Nov 2023 05:47
: MA/JU
. 05857-23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
BM@42757.D

: 60  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M

Quant Title

TIC Library

: SVOA CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1000000

800000

600000

400000

200000

0

TIC: BM042757.D\data.ms
0.645
718851 7808 9.034 9745 10.26¢
8.557
3181380334 4451 6.840°% | 98275 }L 9.59 ao. ﬁ%ﬁnm&m
T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ‘ T T T ’ T T T 7T ‘ T ‘ I T T T ‘ T T T T T T ‘ T \ T ‘ T 1T LI ‘ T

Time--> 3.00 350 400 450 500 550 6.00 6.50 7.00 750 8. 00 8. 50 9.00 9. 50 10.00 10.50 11. 00 11.50

Abundance
1000000

800000

600000

400000

200000

TIC: BM042757.D\data.ms
19.633

17.339
15.480

17.239

18&2&3155m28b30§&333371 4.110

e e A S St LB AR el M sl R RS e e ——
Time--> 12 00 12. 50 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 TIC: BM042757.D\data.ms
1000000
600000
21.421
23.786
400000
200000
e N e e e P et b
0 \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 22,50 23.00 2350 24.00 2450 25.00 25,50 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_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.098 10.93 ng/ul 261166  Phenanthrene-di10 17.239
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 94
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2569 (18.098 min): BM042757.D\data.ms (-2563) (- | m/z 43.05 100.00%
43.0
73.0
5000
129.1 = =
H “ | ‘ 1711 2B? e s 18.00 18.50
0 | i ol gk b P m/z 41.18  88.54%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 e :
129.0 18.00 18.50
213.0 m/z 60.10 86.54%
T
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
— —f
18.00 18.50
5000 129.0 m/Z 73.05 84.06%
7.0 1710 2130 256.0
0 “ U“ “H“‘\‘ Hh“‘\ ;‘H‘\‘n} | ‘ “ ‘ “ l “‘ T ‘ ‘\‘ ,
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T —
43.0 73.0 18.00 18.50
m/z 55.05 76.10%
5000 256.0
129.0
213.0
L 7
0— “‘ ‘; I ‘M H“ ‘H‘H‘ uh‘L Ju‘\‘u; L ‘ “ “ “‘m‘ i - | \‘ el i~
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.374 3.17 ng/ul 91437  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2786 (19.374 min): BM042757.D\data.ms (-2781) (- | m/z 43.05 100.00%
43.0
73.0
5000
1291 oo, = e
‘ ] 2412 Lo, 19.00 19.50
0t— W‘ ‘WMMW‘N‘\‘J\H \“‘Mj Ptk m/z 41.10 82.79%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — ——
129.0 19.00 19.50
m/z 60.10 79.87%
‘ 185.0 5410 284
0b— \“ \“\ !\\ \‘H‘ “M”‘L ‘1‘““ Al b L ““
miz-> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
I T KT
19.00 19.50
5000 129.0 m/Z 73.05 79.09%
97.0 1710 2130 2560
o) E— ‘\" h“ “H“‘\‘ Hhu\ ;‘u‘\‘n} ‘\ ‘ “‘ “ “‘ \‘ ““ I “\‘ -
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 19.00 19.50
m/z 55.10 67.35%
5000 129.0
‘ 199.0 2420
ol W,u Il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . . -
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47

Operator : MA/JU

Sample : 05057-23

Misc

ALS vial : 60 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.MA.M
: SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.086 10.30 ng/ul 297283 Chryseme-di2 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (B)- 280 Coot4e 074685-33-9 95

2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3077 (21.086 min): BM042757.D\data.ms (-3072) (- | m/z 43.10 100.00%
4’2
83.1
5000
T T \
“m H‘ 5.2 071 21.00
ob LAy L 1630 | 2650 ALl Lo 5510 91.43%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — :
21.00
m/z 57.10 79.73%
O T ‘ “\‘H [ “ } h Q ]-\8\2\0 2\2\4\0\ 280\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosano
55.0
97.0 A
; =
21.00
5000 ITI/Z 41.05 70.85%
osd LB m0 2002000
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate T ‘
57.0 21.00
97.0 m/z 69.05 69.46%
5000
R “‘ e ==
m/z--> 50 100 150 200 250 300 350 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM111323\
Data File : BM@42757.D

Acqg On : 15 Nov 2023 05:47
Operator : MA/JU

Sample : 05057-23

Misc

ALS Vvial : 60  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM111323.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 ... 18.098 10.9 ng/ul 261166 4 17.239 477871 20.0
Octadecanoic acid 19.374 3.2 ng/ul 91437 5 21.421 577285 20.0
(DEL) Alkane: S... 21.086 10.3 ng/ul 297283 5 21.421 577285 20.90
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