LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028189.D

Aca On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 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-BM121520MA.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 3.416 36 39 49 rVB 16285 25314 1.84% 0.144%
2 3.887 115 119 124 rBvV 8443 11249 0.82% 0.064%
3 3.987 131 136 146 rBvV 36003 51659 3.76% 0.293%
4 4.069 146 150 154 rvv2 5803 9418 0.69% 0.053%
5 4.116 156 158 165 rvB4 1703 3277 0.24% 0.019%
6 4.228 173 177 181 rVB 5382 7863 0.57% 0.045%
7 4.404 204 207 210 rBvV3 1315 1645 0.12% 0.009%
8 4.469 213 218 223 rVB 17772 24080 1.75% 0.137%
9 4.828 275 279 283 rVV5 2772 4305 0.31% 0.024%
10 4.904 286 292 299 rVB 12980 20373 1.48% 0.116%
11 4.999 306 308 312 rvB4 1578 1808 0.13% 0.010%
12 5.234 341 348 354 rVB6 2527 5201 0.38% 0.030%
13 5.322 359 363 367 rBv4 3979 6377 0.46% 0.036%
14 5.569 400 405 407 rvVvB3 1006 1659 0.12% 0.009%
15 6.157 501 505 510 rBv4 1959 2533 0.18% 0.014%
16 6.245 515 520 524 rBV3 2520 4032 0.29% 0.023%
17 6.593 578 579 586 rBv4 888 1465 0.11% 0.008%
18 7.040 651 655 659 rvB4 1459 2261 0.16% 0.013%
19 7.145 670 673 677 rBV3 1247 1457 0.11% 0.008%

20 7.340 698 706 720 rBV 242040 394256 28.72% 2.239%

21 7.516 729 736 747 rBV 186265 294395 21.44% 1.672%
22 7.722 765 771 780 rBV 243772 395465 28.81% 2.246%

23 7.804 780 785 793 rVB3 6119 11237 0.82% 0.064%
24 8.204 845 853 860 rBvV 455789 716607 52.20% 4_.070%
25 8.263 860 863 867 rvv3 3465 4543 0.33% 0.026%
26 8.322 867 873 877 rVB4 935 1614 0.12% 0.009%
27 8.904 966 972 980 rBV 186684 291809 21.26% 1.657%
28 9.039 989 995 998 rvB4 2574 3445 0.25% 0.020%
29 9.375 1044 1052 1060 rBV 207300 345820 25.19% 1.964%
30 9.528 1072 1078 1082 rBV5 1486 3297 0.24% 0.019%
31 9.769 1114 1119 1125 rVB2 5111 8367 0.61% 0.048%
32 10.063 1164 1169 1170 rBv4 1000 1408 0.10% 0.008%

33 10.104 1170 1176 1185 rVB 170562 276402 20.13% 1.570%
34 10.645 1258 1268 1277 rBV 264453 430540 31.36% 2.445%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028189.D

Aca On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 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-BM121520MA_.M
= SVOA CALIBRATION

35 11.033 1325 1334 1342 rBV 600865 985532 71.79% 5.597%

36 11.163 1348 1356 1365 rBV 220805 380559 27.72% 2.161%

37 12.222 1533 1536 1538 rBV2 1051 1432 0.10% 0.008%
38 12.422 1567 1570 1574 rBV4 1356 1803 0.13% 0.010%
39 12.486 1577 1581 1584 rVB5 1030 1753 0.13% 0.010%
40 12.604 1595 1601 1604 rBV2 4156 6044 0.44% 0.034%
41 13.433 1739 1742 1747 rBV5 1162 2021 0.15% 0.011%
42 13.639 1772 1777 1781 rVB3 2343 3195 0.23% 0.018%
43 13.710 1785 1789 1793 rBV3 3255 4401 0.32% 0.025%
44 14.074 1844 1851 1859 rBV2 42974 64397 4.69% 0.366%

45 14.227 1871 1877 1881 rBVY 435269 582645 42.44% 3.309%

46 14.274 1881 1885 1892 rVB 107991 144594 10.53% 0.821%

47 14.457 1911 1916 1920 rBV5 3621 5924 0.43% 0.034%
48 14.527 1921 1928 1940 rVV 515566 728842 53.09% 4_.139%
49 14.704 1955 1958 1962 rVB3 2904 3699 0.27% 0.021%

50 14.833 1972 1980 1988 rBV 809626 1191395 86.78% 6.766%

51 14.957 1998 2001 2002 rBV2 1732 2151 0.16% 0.012%
52 14.998 2002 2008 2015 rVvVv 143312 213401 15.54% 1.212%
53 15.074 2015 2021 2035 rVV 673458 1013963 73.86% 5.759%

54 15.245 2049 2050 2055 rVB4 1489 1651 0.12% 0.009%
55 15.610 2107 2112 2114 rBV4 2093 2743 0.20% 0.016%
56 15.657 2114 2120 2124 rBV3 7548 11314 0.82% 0.064%
57 15.810 2136 2146 2152 rBV 631715 927756 67 .58% 5.269%
58 15.857 2152 2154 2156 rVV3 2727 2783 0.20% 0.016%
59 15.915 2159 2164 2171 rVV 163933 229146 16.69% 1.301%
60 16.045 2182 2186 2190 rVB4 7097 9792 0.71% 0.056%
61 16.439 2248 2253 2261 rBV 35189 51992 3.79% 0.295%
62 16.492 2261 2262 2266 rVB3 1747 1848 0.13% 0.010%
63 16.921 2332 2335 2339 rBv4 3168 2741 0.20% 0.016%
64 17.080 2358 2362 2367 rVB2 11434 14953 1.09% 0.085%
65 17.286 2392 2397 2399 rBvV4 1705 2222 0.16% 0.013%
66 17.333 2400 2405 2409 rVB4 3375 5127 0.37% 0.029%
67 17.551 2436 2442 2447 rBV 916764 1270135 92.52% 7.213%
68 17.592 2447 2449 2453 rVV 14437 15923 1.16% 0.090%
69 17.645 2453 2458 2469 rVB 613581 894165 65.13% 5.078%
70 17.880 2493 2498 2499 rBvV4 1841 2316 0.17% 0.013%
71 17.915 2502 2504 2507 rVB2 2073 1935 0.14% 0.011%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028189.D

Aca On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 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-BM121520MA_.M
Title = SVOA CALIBRATION

72 18.004 2517 2519 2520 rBV2 1989 1758 0.13% 0.010%
73 18.062 2527 2529 2534 rVB5 1687 2118 0.15% 0.012%
74 18.280 2563 2566 2569 rVB5 3427 3916 0.29% 0.022%
75 18.351 2576 2578 2581 rVB3 2635 1954 0.14% 0.011%
76 18.404 2582 2587 2593 rBV2 67350 93631 6.82% 0.532%
77 18.609 2617 2622 2624 rBV4 4534 6592 0.48% 0.037%
78 18.756 2645 2647 2650 rBV2 1965 1725 0.13% 0.010%
79 18.904 2670 2672 2675 rVB4 2899 2576 0.19% 0.015%
80 19.545 2778 2781 2783 rBV3 9886 13709 1.00% 0.078%
81 19.574 2783 2786 2791 rVB 28637 36877 2.69% 0.209%
82 19.656 2797 2800 2807 rBV6 19497 29300 2.13% 0.166%

83 19.903 2836 2842 2851 rBV 806621 1123873 81.86% 6.383%
84 21.350 3084 3088 3095 rBvV 204364 292256 21.29% 1.660%
85 21.656 3135 3140 3146 rBV 1032245 1369737 99.77% 7.779%
86 23.874 3511 3517 3524 rVB 588311 1103458 80.38% 6.267%
87 24.027 3537 3543 3551 rVB 722328 1372852 100.00% 7.797%

Sum of corrected areas: 17607806
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121820\

BM028189.D

19 Dec 2020 10:21

JU/CG

L5071-14

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121520MA .M
SVOA CALIBRATION

= 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\BM121820\
Data File : BM028189.D

Aca On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121520MA .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 Juglone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.07 17.02 ng/ul 1013960 Acenaphthene-d10 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 98
2 Jualone 174 C10H603 000481-39-0 91
3 Jualone 174 C10H603 000481-39-0 90
4 1-Methvl-5-(4-methviphenvDtetra... 174 C9H10N4 068826-33-5 47
5 8-Quinolinol, 5-nitroso- 174 C9H6N202 003565-26-2 43
Abundance Scan 2020 (15.068 min): BM028189.D (-2015) (-) m/z 174.00 100.00%
1714
5000 118
14.80 15.00 15.20 15.40
0 207 232 m/z 118.05 45.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40950: Juglone
174
5000
- 118 14.80 15.00 15.20 15.40
63 m/z 120.10 29.79%
28 | | | 146
Obrrepe ol 2 104 380 ) S8
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
174
14.80 15.00 15.20 15.40
5000 118 m/z 91.95 29.36%
63 92
146
50 75 104 | 130
R R U S WS B S LA AN AR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40948: Juglone
174 14.80 15.00 15.20 15.40
m/z 63.05 28.67%
5000 118
92
63 146
m/z--> 20 Jo éo éo 100 150 150 160 180 200 220 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028189.D

Aca On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121520MA .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 E-14-Hexadecenal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.35 4.27 ng/ul 292256 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 3088 (21.350 min): BM028189.D (-3084) (-) m/z 57.05 100.00%
g7 83
5000
111
139 167 207 21.00 21.20 21.40 21.60
o AL LR 2 200 283 3a3  aond3t 40 T URG o5 a1
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #92510: E-14-Hexadecenal
43
5000 PN N DA DU
111 21.00 21.20 21.40 21.60
m/z 55.05 91.36%
0 l1140168 210238
miz--> 0 § 160 1é 260 2%0 360 3éo 460 4éo '
Abundance
57 83
21.00 21.20 21.40 21.60
5000 11 m/z 83.05 86.22%
29 139
o 167 195222 250 280 308 336
miz--> 0 éo 160 1éo 260 250 360 3éo 460 4éo
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester L L B B
57 21.00 21.20 21.40 21.60
83 m/z 97.05 75.46%
5000 111
o ZQ‘J | P?Q 182210 255 356
miz--> 0 éo 160 1éo 260 2%0 360 3éo 460 4éo ' 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121820\
Data File : BM028189.D

Acq On : 19 Dec 2020 10:21

Operator : JU/CG

Sample : L5071-14

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM121520MA_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]
Juglone 15.07 17.0 ng/ul 1013960 3 14.83 1191400 20.0
E-14-Hexadecenal 21.35 4.3 ng/ul 292256 5 21.66 1369740 20.0
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