LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 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-BM102319MA.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 3.146 25 27 32 rvB2 61495 79628 0.96% 0.082%
2 6.798 642 648 661 rVB2 1260686 2264512 27 .38% 2.335%
3 6.957 670 675 684 rVB 951813 1529570 18.49% 1.577%
4 7.151 702 708 720 rVB 1292162 2094814 25.33% 2.160%
5 7.616 781 787 796 rVB 1480446 2340066 28.29% 2.413%
6 8.328 901 908 923 rBVY 1486635 2378862 28.76% 2.453%
7 8.763 975 982 993 rVB 1207775 2005944 24.25% 2.068%
8 8.951 1011 1014 1019 rVB6 12432 22105 0.27% 0.023%
9 9.228 1058 1061 1066 rVB3 21646 34073 0.41% 0.035%
10 9.486 1097 1105 1113 rBV 947749 1594708 19.28% 1.644%

11 10.022 1189 1196 1214 rBV 1497797 2539960 30.71% 2.619%
12 10.257 1235 1236 1246 rVB9 4428 8510 0.10% 0.009%
13 10.392 1252 1259 1267 rBV 1980513 3364423 40.68% 3.469%
14 10.533 1275 1283 1296 rBV 1215071 2127712 25.73% 2.194%

15 10.916 1345 1348 1353 rVB6 7698 10071 0.12% 0.010%
16 11.210 1395 1398 1405 rVB7 6701 14116 0.17% 0.015%
17 11.998 1526 1532 1539 rVB2 26656 47862 0.58% 0.049%
18 12.627 1636 1639 1644 rBV6 9609 17126 0.21% 0.018%
19 12.880 1677 1682 1683 rBv4 8575 11337 0.14% 0.012%
20 13.116 1718 1722 1726 rVV5 8559 11737 0.14% 0.012%
21 13.180 1726 1733 1740 rVVv8 11709 28645 0.35% 0.030%
22 13.539 1791 1794 1800 rBV5 10420 19602 0.24% 0.020%
23 13.598 1800 1804 1809 rVB6 17435 26246 0.32% 0.027%

24 13.680 1812 1818 1823 rBV 2718137 3857017 46.64% 3.977%
25 13.727 1823 1826 1838 rVB 1315405 1808125 21.86% 1.864%

26 13.957 1857 1865 1883 rBV 3071899 4681811 56.61% 4.827%
27 14.204 1900 1907 1909 rvVvB4 7688 14158 0.17% 0.015%
28 14.268 1909 1918 1927 rBV 3027500 4599437 55.61% 4.742%
29 14.480 1948 1954 1969 rBV 645883 1262294 15.26% 1.302%

30 14.621 1973 1978 1985 rVV 26633 70749 0.86% 0.073%
31 14.692 1985 1990 1997 rVV2 162205 266401 3.22% 0.275%
32 15.098 2056 2059 2064 rVV6 11212 14089 0.17% 0.015%
33 15.151 2064 2068 2073 rVB6 11709 15325 0.19% 0.016%

34 15.262 2080 2087 2097 rBV 4021458 5793173 70.05% 5.973%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 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\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_.M
Title = SVOA CALIBRATION

35 15.333 2097 2099 2102 rVB4 9449 9333 0.11% 0.010%
36 15.386 2102 2108 2123 rBV 811779 1220615 14.76% 1.259%
37 15.504 2123 2128 2135 rVB 46115 71011 0.86% 0.073%
38 16.015 2212 2215 2217 rBV4 6542 9653 0.12% 0.010%
39 16.045 2217 2220 2225 rVB5 18344 27308 0.33% 0.028%
40 16.274 2255 2259 2260 rBV3 8502 11135 0.13% 0.011%
41 16.439 2282 2287 2288 rBV5 8083 9234 0.11% 0.010%
42 16.527 2300 2302 2305 rBV4 7074 8462 0.10% 0.009%
43 16.804 2345 2349 2353 rVB3 16225 21713 0.26% 0.022%

44 17.015 2378 2385 2394 rBV2 3758849 5445982 65.85% 5.615%
45 17.109 2395 2401 2410 rBV 4567337 6295834 76.13% 6.491%

46 17.215 2415 2419 2424 rVB6 30823 43370 0.52% 0.045%
47 17.703 2500 2502 2510 rVBS8 8499 14919 0.18% 0.015%
48 17.933 2536 2541 2548 rBVY 111764 184454 2.23% 0.190%
49 18.233 2590 2592 2598 rBV7 19284 36597 0.44% 0.038%
50 18.874 2698 2701 2705 rBV5 20525 32928 0.40% 0.034%
51 19.045 2727 2730 2733 rBV 49408 61477 0.74% 0.063%
52 19.221 2757 2760 2762 rBV3 31827 39524 0.48% 0.041%
53 19.297 2770 2773 2777 rBV2 53495 66575 0.80% 0.069%
54 19.409 2786 2792 2803 rBV 5899440 7901049 95.54% 8.146%
55 19.992 2889 2891 2899 rVB2 66538 79767 0.96% 0.082%

56 20.950 3050 3054 3061 rBV2 1050425 1496378 18.09% 1.543%
57 21.209 3093 3098 3105 rBV 5238870 6473820 78.28% 6.675%
58 21.391 3127 3129 3133 rVB2 187349 174112 2.11% 0.180%
59 21.821 3198 3202 3210 rBV 1071850 1503472 18.18% 1.550%
60 22.774 3361 3364 3369 rBvV 547703 698748 8.45% 0.720%

61 23.262 3441 3447 3455 rBV 4686644 8270314 100.00% 8.527%
62 23.403 3465 3471 3478 rVB 3791179 6838519 82.69% 7.051%
63 27.285 4126 4131 4148 rVB4 1586067 4986892 60.30% 5.142%

Sum of corrected areas: 96987403
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
SVOA CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 Dotriacontyl pentafluoropro... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.95 4.62 ng/ul 1496380 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
2 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 91
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 3054 (20.950 min): BM023482.D (-3050) (-) m/z 57.10 100.00%
57
5000 97
39 207 20.60 20.80 21.00 21.20
o...'.,....,.L..er....,'....,.??.2,....3,5.6...,.‘?2.?,.4.7.5.,....,....,....,.... m/z 43.05 74.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241397: Dotriaconty| pentafluoropropionate
57
97
5000
20.60 20.80 21.00 21.20
m/z 71.10 58.73%
ol }T% 181 222 264 320 362 404 448 493 594
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240356: Hexacosy! heptafluorobutyrate
57
97 20.60 20.80 21.00 21.20
5000 m/z 55.05 55.25%
ol \ lf?% 181 222 264 307 364 409 560
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriacontyl heptafluorobutyrate
57 20.60 20.80 21.00 21.20
m/z 83.05 50.79%
97
5000
ol J f?% 181 222 264 306 348 390 432 476 521 672
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.82 4.64 ng/ul 1503470 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 3202 (21.821 min): BM023482.D (-3198) (-) m/z 57.10 100.00%

5000

il
21.60 21.80 22.00 22.20
m/z 71.10 69.37%

ol 141169 297936265204323 369 415 489 549
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #141424: Heneicosane
57
5000 85 llll|llll|llll|llll|lll
21.60 21.80 22.00 22.20
29 13 m/z 43.05 62.48%
[11%14116919725055 296
I B oo —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43
RS ERA
71 21.60 21.80 22.00 22.20
5000 m/z 85.10 48 .40%
99
o | 127155183 225253
T ,,, AL B I o o o e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 J\
Abundance #94344: Heptadecane R e e e
57 21.60 21.80 22.00 22.20
m/z 55.10 23.70%
5000 85
29
N }3141169197 240
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.04 ng/ul 698748 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 3363 (22.768 min): BM023482.D (-3361) (-) m/z 57.10 100.00%
57
85 ” /
5000
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—
113 22.40 22.60 22.80 23.00
141
o UL LY, 183211 281283 323355 400420 503 gt TUIT TG 69 Bo%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #94346: Heptadecane
7
85
22.40 22.60 22.80 23.00
29 m/z 43.10 61.39%
o LUl 60107 240
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83030: Tridecane, 6-propyl-
43
71 AU SN
22.40 22.60 22.80 23.00
5000 m/z 85.10 52.89%
99 126 154 183
0"'W“W“|“L'm'ﬂ"?§ N PN L UL SRR W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane N RRREEE RS S e
22.40 22.60 22.80 23.00
m/z 55.10 24 .25%
85
5000

-

141169197 225253 296
s I I I I
miz--> 0 50 100 150 200 250 300 350 400 450 500 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM102919\
Data File : BM023482.D

Aca On : 30 Oct 2019 15:15

Operator :© JU

Sample = K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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 4 Lup-20(29)-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

27.29 14.58 ng/ul 4986890 Perylene-di12 23.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 93
2 5-Bromo-4-0x0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 80
3 Lup-20(29)-en-3-0ne 424 C30H480 001617-70-5 64
4 9.19-Cvclolanost-23-ene-3.25-dio... 442 C30H5002 054482-57-4 55
5 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 53

Abundance Scan 4132 (27.291 min): BM023482.D (-4126) (-) m/z 205.15 100.00%

5000

i

313

424 27.00 27.20 27.40 27.60
461 505 549 m/z 109.10 89.68%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220485: Lup-20(29)-en-3-one
5
5000 LN L L L L L L
27. OO 27 20 27. 40 27. 60
41 m/z 95.10 87.73%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74466: 5-Bromo-4-0xo0-4,5,6,7-tetrahydrobenzofurazan
109
5 A R Ean e e S
137 218 27.00 27.20 27.40 27.60
5000 78 m/z 93.10 80.86%
189
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220486: Lup-20(29)-en-3-one L A E B n s e S
124 205 27.00 27.20 27.40 27.60
m/z 81.10 76.05%
424
5000
61
0 A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 27. OO 27 20 27. 40 27. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM102919\
Data File : BM023482.D

Acq On : 30 Oct 2019 15:15

Operator : JU

Sample - K5434-09

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_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]
Dotriacontyl pent... 20.95 4.6 ng/ul 1496380 5 21.21 6473820 20.0
(DEL) Alkane: Str... 21.82 4.6 ng/ul 1503470 5 21.21 6473820 20.0
(DEL) Alkane: Str... 22.77 2.0 ng/ul 698748 6 23.40 6838520 20.0
Lup-20(29)-en-3-one 27.29 14.6 ng/ul 4986890 6 23.40 6838520 20.0
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