LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM111119MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.058 26 29 36 rvB2 41343 67323 1.25% 0.111%
2 3.675 129 134 143 rVVv 44254 80338 1.50% 0.132%
3 3.764 146 149 154 rVB2 15187 22437 0.42% 0.037%
4 4.669 299 303 306 rBV 43285 63444 1.18% 0.104%
5 6.205 562 564 568 rVB5 5632 7378 0.14% 0.012%
6 6.705 643 649 665 rVB 742188 1238061 23.07% 2.033%
7 6.816 665 668 670 rBV3 4783 6638 0.12% 0.011%
8 6.863 670 676 688 rVB 544769 925629 17.25% 1.520%
9 7.052 701 708 718 rVB 807571 1302145 24.26% 2.138%
10 7.152 722 725 726 rBV3 5560 5385 0.10% 0.009%

11 7.510 780 786 796 rBV 1173499 1841935 34.32% 3.024%
12 8.228 899 908 914 rBV 877201 1431536 26.67% 2.350%
13 8.287 914 918 924 rVvV 109238 201364 3.75% 0.331%
14 8.340 924 927 933 rVB2 17891 32778 0.61% 0.054%
15 8.663 973 982 991 rBV 688401 1141667 21.27% 1.874%

16 8.846 1010 1013 1016 rVB5 6204 8397 0.16% 0.014%
17 9.116 1053 1059 1062 rBv4 11563 16745 0.31% 0.027%
18 9.381 1093 1104 1118 rBV 547430 932336 17.37% 1.531%
19 9.746 1160 1166 1172 rVB9 8553 15133 0.28% 0.025%

20 9.922 1188 1196 1208 rBV 907067 1596459 29.75% 2.621%

21 10.287 1250 1258 1266 rBV 1583494 2628083 48.97% 4_.315%

22 10.357 1268 1270 1273 rVB4 7435 7004 0.13% 0.011%
23 10.434 1276 1283 1296 rBV 719846 1342729 25.02% 2.205%
24 10.763 1338 1339 1346 rBV5 3058 5696 0.11% 0.009%
25 10.922 1363 1366 1372 rVB6 5040 8353 0.16% 0.014%
26 11.845 1516 1523 1526 rBVS8 3750 10554 0.20% 0.017%
27 11.887 1526 1530 1538 rVB2 14515 27818 0.52% 0.046%
28 12.145 1569 1574 1577 rBV5 4650 7819 0.15% 0.013%
29 12.463 1623 1628 1633 rBVS 3798 9047 0.17% 0.015%
30 12.522 1633 1638 1643 rVV7 6327 12208 0.23% 0.020%
31 12.781 1678 1682 1687 rBvV4 11059 14838 0.28% 0.024%
32 13.081 1729 1733 1738 rBv4 5566 12287 0.23% 0.020%
33 13.498 1798 1804 1809 rVBS8 9771 16041 0.30% 0.026%

34 13.592 1813 1820 1824 rBV 1653008 2233730 41.62% 3.668%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

35 13.639 1824 1828 1835 rVB 538275 746921 13.92% 1.226%

36 13.857 1859 1865 1879 rBV 1957764 2925220 54.50% 4._.803%
37 14.169 1910 1918 1927 rBV 2363799 3596010 67.00% 5.904%
38 14.404 1950 1958 1974 rBV 363512 766444 14 .28% 1.258%
39 14.610 1988 1993 2005 rVB2 77667 132774 2.47% 0.218%
40 14.998 2052 2059 2061 rBV3 9601 13603 0.25% 0.022%

41 15.169 2082 2088 2096 rBV 2450387 3592459 66.94% 5.898%
42 15.310 2106 2112 2125 rBV 334841 488781 9.11% 0.803%

43 15.410 2125 2129 2135 rVB3 34760 53786 1.00% 0.088%
44 15.616 2161 2164 2167 rVB5 5637 7592 0.14% 0.012%
45 15.680 2173 2175 2183 rVBS8 9290 14748 0.27% 0.024%
46 15.751 2184 2187 2192 rBV7 5309 5654 0.11% 0.009%
47 15.922 2212 2216 2219 rBV4 10136 13144 0.24% 0.022%
48 15.957 2219 2222 2228 rVB7 11329 17109 0.32% 0.028%
49 16.092 2241 2245 2250 rBV6 19911 33561 0.63% 0.055%
50 16.145 2250 2254 2257 rVB5 7145 6033 0.11% 0.010%
51 16.275 2273 2276 2277 rBV3 6146 6431 0.12% 0.011%
52 16.322 2281 2284 2287 rBV5 4830 7278 0.14% 0.012%
53 16.357 2287 2290 2292 rBV4 7037 8501 0.16% 0.014%
54 16.480 2308 2311 2315 rBV2 16437 19869 0.37% 0.033%
55 16.604 2331 2332 2336 rVB5 8662 6536 0.12% 0.011%
56 16.674 2339 2344 2347 rBV5 10182 19029 0.35% 0.031%
57 16.716 2347 2351 2353 rVV 18229 23036 0.43% 0.038%
58 16.822 2366 2369 2375 rBVS 9888 16518 0.31% 0.027%

59 16.922 2380 2386 2392 rBV 3034798 4275487 79.66% 7.020%
60 17.022 2397 2403 2416 rVV 2755328 3887684 72.44% 6.383%

61 17.133 2418 2422 2425 rBV5 11976 18916 0.35% 0.031%
62 17.192 2430 2432 2433 rBV2 7457 6626 0.12% 0.011%
63 17.257 2441 2443 2446 rVB4 7436 7816 0.15% 0.013%
64 17.286 2446 2448 2450 rBV3 7621 8394 0.16% 0.014%
65 17.721 2519 2522 2526 rVB6 9624 14977 0.28% 0.025%
66 17.845 2538 2543 2553 rBV 284065 479738 8.94% 0.788%
67 18.157 2591 2596 2600 rBV5 25021 40055 0.75% 0.066%
68 18.310 2619 2622 2627 rBV6 23436 32817 0.61% 0.054%
69 18.874 2715 2718 2724 rBV7 33956 56488 1.05% 0.093%
70 18.957 2730 2732 2734 rBV 33056 32859 0.61% 0.054%

71 18.992 2734 2738 2742 rVB 114587 151433 2.82% 0.249%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
= SVOA CALIBRATION

72 19.139 2760 2763 2768 rBV5 93865 133161 2.48% 0.219%
73 19.327 2789 2795 2805 rBV2 3535325 4993190 93.04% 8.198%
74 20.868 3053 3057 3063 rBV 577633 840277 15.66% 1.380%
75 21.127 3096 3101 3106 rBV 3722660 5028422 93.69% 8.256%

76 22.298 3297 3300 3306 rVB 745581 913751 17.03% 1.500%
77 23.151 3439 3445 3450 rBV 2728655 4821899 89.84% 7.917%
78 23.286 3462 3468 3477 rVB 2926675 5366909 100.00% 8.812%

Sum of corrected areas: 60905271
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
BM023836.D

21 Nov 2019 19:19

Ju

K5851-11

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

0!

12.00 1250 13.00 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

Abundance TIC: BM023836.D
4000000
3000000
2000000
10.29
1000000
0.43
9.38
o 3.06 3%36 4.67 , 8.859.12 .
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM023836.D
4000000 19.33
16.92
3000000 17.02
14.17 15.17
2000000 13.86
1000000
18.
: 17.84 14
[18592.151P245P2.7813.08 13. . . A 5T5R 8% R BRI R, ‘.' 17.7p 181%31 18

Time-->
Abundance TIC: BM023836.D
2113 2321629
4000000
3000000
22.30
2000000 LL
20.87
1000000
O T T T T T T T T T T T T T T T T T T T T T T T T T T T

Time--> 21.00 21.50 22.00 22.50 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\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.24 ng/ul 479738 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# 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 97
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81

Abundance Scan 2544 (17.851 min): BM023836.D (-2538) (-) m/z 73.10 100.00%

5000

17.60 17.80 18.00 18.20

0! m/z 60.00 78 .05%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
41
5000 129 LA I L L L Y LB
83 17.60 17.80 18.00 18.20
0
157 23 256 m/z 43.05 66.43%
1 185
0 P S O -8
m/z--> 50 100 150 200 250 300 350
Abundance #107547: n-Hexadecanoic acid
43 73
T T

17.60 17.80 18.00 18.20
5000 m/z 57.10 61.31%

129
LT T
0 |2|‘ L'JI“' liy M. .\I\ .M‘. —rr Y r .‘ : |23|9 —— —— :
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid e e EREma RSt
43 78 17.60 17.80 18.00 18.20
m/z 55.10 58.24%
5000 256
129
i H 97 157 qgg 283
OIZIHIHI\I J‘“.“I‘l“.““‘.“l L {. .{.‘.‘ I“lez:?g ———t ——r— : A
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.87 3.34 ng/ul 840277 Chrysene-di12 21.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 b5-Eicosene. (E)- 280 C20H40 074685-30-6 90
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 Behenic alcohol 326 C22H460 000661-19-8 90
Abundance Scan 3057 (20.868 min): BM023836.D (-3053) (-) m/z 57.10 100.00%
57 97
5000 )\Vw~,~,ww_,wj\vf‘**w-wJA“
f l 163 2" 251281300 343374 420 463 505534 2060 20,80 21,00 2120 _
o m/z 83.10 90.76%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
97
5000 L B UL BN B
20,60 20.80 21.00 21.20
0
- ]25 169 m/z 69.10 85.93%
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57
o7 20,60 20.80 21.00 2120
5000 m/z 97.10 85.09%
29 125
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)- R e B e
55 20.60 20.80 21.00 21.20
m/z 43.10 79.18%
83
5000
11
o 2 l 139167196223252280
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM112119\
Data File : BM023836.D

Aca On : 21 Nov 2019 19:19

Operator :© JU

Sample : K5851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.30 3.41 ng/ul 913751 Perylene-di12 23.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 97
2 Supraene 410 C30H50 007683-64-9 87
3 Saualene 410 C30H50 000111-02-4 87
4 Saualene 410 C30H50 000111-02-4 87
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 72
Abundance Scan 3300 (22.298 min): BM023836.D (-3297) (-) m/z 69.10 100.00%
5000 J
N
R S
22.00 22.20 22.40 22.60
ol 281 332 365 401430 473 521 n/z 81.10 55 66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 LR BN UL BN B
22.00 22,20 22.40 22.60
4l m/z 41.10 17.08%
| 121, 49
o Ll 191 2m 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
22,00 22.20 22.40 22,60
5000 m/z 95.10 15.22%
41
137
0 ) 9%11 164101217245273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene B B A Eame
69 22.00 22.20 22.40 22.60
m/z 68.10 11.37%
5000
41
ol L f— Ml 175203231 273 341
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550 22.00 22,20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM112119\
Data File : BM023836.D

Acq On : 21 Nov 2019 19:19

Operator : JU

Sample - Kb851-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM111119MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
n-Hexadecanoic acid 17.85 2.2 ng/ul 479738 4 16.92 4275490 20.0
Heptafluorobutyri... 20.87 3.3 ng/ul 840277 5 21.13 5028420 20.0
Squalene 22.30 3.4 ng/ul 913751 6 23.29 5366910 20.0
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