LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 35 39 50 rvB 25867 37036 1.08% 0.125%
2 3.993 131 137 144 rBvV3 6774 12046 0.35% 0.041%
3 4.075 148 151 156 rvve 2826 5817 0.17% 0.020%
4 4.122 157 159 164 rVB5 2501 3532 0.10% 0.012%
5 4.228 172 177 182 rBvV3 6430 9228 0.27% 0.031%
6 4.469 211 218 225 rVB3 5011 7901 0.23% 0.027%
7 4.899 289 291 297 rBv4 2472 4486 0.13% 0.015%
8 5.234 344 348 353 rVB6 2046 3881 0.11% 0.013%
9 6.157 503 505 510 rVB3 2894 3583 0.10% 0.012%
10 6.234 512 518 525 rBV2 6979 11730 0.34% 0.040%
11 7.157 669 675 681 rvB4 3080 4833 0.14% 0.016%

12 7.340 699 706 719 rBV 434696 770614 22.54% 2.597%
13 7.516 726 736 744 rBV 335286 530559 15.52% 1.788%
14 7.728 765 772 779 rBV 454446 723001 21.14% 2.437%

15 7.792 779 783 792 rBV2 20108 38355 1.12% 0.129%
16 7.981 810 815 821 rvB2 3478 6050 0.18% 0.020%
17 8.204 845 853 860 rBvV 502484 798287 23.35% 2.690%
18 8.257 860 862 869 rvB3 5954 8019 0.23% 0.027%

19 8.910 964 973 982 rBV 506013 807166 23.61% 2.720%
20 9.381 1045 1053 1061 rBvV 392484 637204 18.63% 2.148%

21 9.534 1075 1079 1084 rBV3 3098 4321 0.13% 0.015%
22 9.775 1113 1120 1124 rVB 12302 18976 0.55% 0.064%
23 10.104 1168 1176 1186 rBV 312616 525108 15.36% 1.770%
24 10.645 1261 1268 1278 rVB 503110 827309 24.19%% 2.788%
25 11.033 1327 1334 1341 rBV 672147 1098213 32.12% 3.701%

26 11.163 1349 1356 1364 rBV 422709 706737 20.67% 2.382%

27 12.492 1578 1582 1586 rBV3 2609 3644 0.11% 0.012%
28 12.604 1595 1601 1605 rBV3 7270 11650 0.34% 0.039%
29 12.680 1612 1614 1620 rVB3 2516 3877 0.11% 0.013%
30 13.198 1696 1702 1710 rVB5 4978 8704 0.25% 0.029%
31 13.439 1739 1743 1747 rBV2 7488 11350 0.33% 0.038%
32 13.645 1774 1778 1782 rBV3 5170 7486 0.22% 0.025%
33 13.710 1784 1789 1794 rVVv2 11360 16405 0.48% 0.055%

34 14.074 1846 1851 1862 rVB 102480 148181 4_.33% 0.499%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 14.227 1871 1877 1882 rBV 821325 1101557 32.21% 3.713%

36 14.274 1882 1885 1892 rVB 171311 217825 6.37% 0.734%

37 14.457 1911 1916 1918 rBV5 2750 4340 0.13% 0.015%
38 14.527 1921 1928 1937 rVV 951638 1381422 40.40% 4._.656%
39 14.704 1955 1958 1963 rVB3 6737 7916 0.23% 0.027%

40 14.833 1973 1980 1987 rBV 931292 1359057 39.75% 4 _580%

41 14.957 1996 2001 2003 rBV 26959 34297 1.00% 0.116%
42 14.998 2003 2008 2014 rVvVv 315031 453245 13.26% 1.528%
43 15.074 2014 2021 2040 rVV 2254524 3419400 100.00% 11.524%

44 15.204 2040 2043 2057 rVBS8 9846 27750 0.81% 0.094%
45 15.604 2106 2111 2114 rBV2 3696 5473 0.16% 0.018%
46 15.651 2114 2119 2124 rVB3 18215 28447 0.83% 0.096%

47 15.815 2136 2147 2153 rBV 1138378 1696127 49.60% 5.716%
48 15.921 2158 2165 2175 rVB 353490 498799 14.59% 1.681%

49 16.051 2181 2187 2191 rVB2 14872 19286 0.56% 0.065%
50 16.157 2200 2205 2209 rVB6 2468 3884 0.11% 0.013%
51 16.439 2249 2253 2257 rBV2 24740 37510 1.10% 0.126%
52 16.586 2274 2278 2284 rVB3 4781 7468 0.22% 0.025%
53 16.780 2306 2311 2316 rVB 7984 11846 0.35% 0.040%
54 16.927 2334 2336 2340 rVB5 3656 4095 0.12% 0.014%
55 16.998 2344 2348 2354 rVV5 7839 10819 0.32% 0.036%
56 17.145 2370 2373 2380 rVV5 7094 9171 0.27% 0.031%
57 17.280 2393 2396 2400 rVB4 6159 8457 0.25% 0.029%
58 17.339 2401 2406 2409 rBV3 3687 5404 0.16% 0.018%
59 17.415 2415 2419 2422 rBV4 3366 3978 0.12% 0.013%
60 17.551 2435 2442 2447 rBV 1068726 1479090 43.26% 4.985%
61 17.592 2447 2449 2453 rVV 20920 28288 0.83% 0.095%
62 17.651 2453 2459 2473 rVB 1156206 1662846 48.63% 5.604%
63 17.904 2499 2502 2507 rBV7 3679 6604 0.19% 0.022%
64 18.015 2516 2521 2524 rBV5 3544 5273 0.15% 0.018%
65 18.180 2546 2549 2553 rBV5 3605 4065 0.12% 0.014%
66 18.280 2562 2566 2569 rBV5 4212 6650 0.19% 0.022%
67 18.404 2582 2587 2595 rBV 105992 142355 4.16% 0.480%
68 18.604 2619 2621 2625 rVB5 3423 3440 0.10% 0.012%
69 18.698 2634 2637 2640 rVB4 5447 6162 0.18% 0.021%
70 19.315 2738 2742 2746 rBV6 10501 14176 0.41% 0.048%
71 19.545 2774 2781 2782 rBV4 21310 32510 0.95% 0.110%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 19.574 2783 2786 2791 rVB 48110 60700 1.78% 0.205%
73 19.656 2797 2800 2805 rBV2 37127 51763 1.51% 0.174%
74 19.798 2821 2824 2832 rBV3 13472 29333 0.86% 0.099%

75 19.903 2836 2842 2854 rVV 1440870 2015787 58.95% 6.794%
76 20.380 2920 2923 2926 rBV5 18189 28785 0.84% 0.097%
77 21.350 3083 3088 3096 rBV 323755 498672 14.58% 1.681%
78 21.662 3135 3141 3145 rBV 1178601 1603495 46.89%% 5.404%
79 23.315 3418 3422 3433 rVB2 164273 345404 10.10% 1.164%
80 23.874 3511 3517 3534 rVB 983966 1940516 56.75% 6.540%

81 24.027 3536 3543 3555 rVB 786290 1532465 44.82% 5.165%

Sum of corrected areas: 29671241
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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

0!

Time--> 12.00 12.50 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 20.50

Abundance TIC: BM028181.D
2000000
1500000
1000000
11.03
500000 734 773 820 891 9.38 1065 4, 16
7.52 [ 10.10
3.42 3Q9B2AN.47 490 5.23 68.83 7.1 h .79.988.26 A9.539.77 A
B e e e R e e e T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM028181.D
15,07
2000000
1500000 19.90
17.65
15.82 1ES
1000000
500000

18.40 |
9 nemmazplasoo_ 19.3H98H5

1%

20.38

s

14.
122%68  13.208.48%B1 D4/085.20 1E5ash &6&61‘8‘!&9 A0 V284,

Abundance

2000000

1500000

1000000

500000

TIC: BM028181.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 1,4-Naphthalenedione Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.18 ng/ul 148181 Acenaphthene-d10 14.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Naphthalenedione 158 C10H602 000130-15-4 97
2 1.4-Naphthalenedione 158 C10H602 000130-15-4 96
3 1.4-Naphthalenedione 158 C10H602 000130-15-4 96
4 Quinoxaline-2-carboxaldehvde 158 C9H6N20 001593-08-4 47
5 3-Cyclobutene-1,2-dione, 3-phenyl- 158 C10H602 003947-97-5 46
Abundance Scan 1850 (14.069 min): BM028181.D (-1846) (-) m/z 158.00 100.00%
1%8
104
76
5000 50 130
B | 63 13.80 14.00 14.20 14.40
o B e 207 Th77 104.00 68.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29674: 1,4-Naphthalenedione
76 102 1%8
5000 50 130 L B BULLL UL UL

13.80 14.00 14.20 14.40
m/z 102.10 64.14%

26 38 62 87
o] T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
158
R N RARE S EE SR m L
104 13.80 14.00 14.20 14.40
5000 76 130 m/z 76.10 55.66%
50
14 26 38 63 | 87 114
TR o i e e LA A o o o o N R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29671: 1,4-Naphthalenedione
158 13.80 14.00 14.20 14.40
m/z 130.00 40.48%
% 0
5000 130
50
28
0 . 39 | 63 \‘\ 87 \\\114 AN 144
L A B o o o e o S ELELEL I i o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 Juglone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.07 50.32 ng/ul 3419400 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 95
3 Jualone 174 C10H603 000481-39-0 91
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): BM028181.D (-2014) (-) m/z 174.00 100.00%
1714
5000 118
63 92
95 1 75 Il 100 | 130 “1ee - 1480 15.00 15.20 15.40
o |7 22 7z 118.10  48.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40950: Juglone
174
5000 LI S SUMLILE SR B
- 118 14.80 15.00 15.20 15.40
63 m/z 63.10 31.78%
28 | | | 146
Obrrrpe ol 2l 104 180 )88
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
174
1480 15.00 15.20 15.40
5000 118 m/z 120.00 30.56%
92
63 146
1426 3951 | 75 104 | 130 | 158
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40949Juglone LANLIL N L L L L B B
174 14.80 15.00 15.20 15.40
m/z 92.10 30.39%
5000 118
63 92
146
OIIIIIIIIII\‘\\\HU \‘H H‘|::-?4|.||“‘|1|3|0|||“‘|‘|| |||‘l EEEEE R B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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 : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.35 6.22 ng/ul 498672 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Octadecene 252 C18H36 000112-88-9 96
3 Cvclotetracosane 336 C24H48 000297-03-0 95
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
Abundance Scan 3088 (21.350 min): BM028181.D (-3083) (-) m/z 57.05 100.00%

57 g3
5000
111

139 207228 21.00 21.20 21.40 21.60

0 ,JJ h..,?6.7..,~..A..2??.2?1.,...3.4??‘?9..,.?2]9. m/z 43.05 95.69%

m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_f

5000
21.00 21.20 21.40 21.60
29 111 m/z 55.10 91.75%

L L 0 ser o0 s om0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 A AR AR AR PR

21.00 21.20 21.40 21.60

5000 m/z 83.05 81.73%
29 111
o 139 168 196 224 252
e e e e e o e L B o o o o e e B e o o N
m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
43 83 21.00 21.20 21.40 21.60

m/z 69.05 68.08%

5000
111
o J 111 ‘ | J 1139 167 196 224 250 279 308 336

m/z--> 50 100 150 200 250 300 350 400 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM121820\
Data File : BM028181.D

Aca On : 19 Dec 2020 05:29

Operator : JU/CG

Sample : L5068-17

Misc :

ALS Vial : 25 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 4 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.32 4_.51 ng/ul 345404 Perylene-d12 24 .03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Heptacosanol 396 C27H560 002004-39-9 90

Abundance Scan 3423 (23.321 min): BM028181.D (-3418) (-) m/z 43.10 100.00%

4B) 83

%

5000 11
J 252
39 208 J 23.00 23.20 23.40 23.60
177 283 327356 402430461490 535
ol R e S e m/z 57.10 96.79%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83
5000 111 LA L L L L L LB LB |
23.00 23.20 23.40 23.60
m/z 55.05 95.29%
39
o 2y Pl 167196224252280308
e e T B I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
A B e
23.00 23.20 23.40 23.60
5000 m/z 83.10 90.03%
125
29
o 153181210238266 308336
R T e o e Y
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol R R e
55 83 23.00 23.20 23.40 23.60
m/z 97.05 78.06%
5000 11
27 $9167106
I 238266294
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM121820\
Data File : BM028181.D

Acq On : 19 Dec 2020 05:29

Operator : JU/CG

Sample - L5068-17

Misc :

ALS Vial : 25 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]
1,4-Naphthalenedione 14.07 2.2 ng/ul 148181 3 14.83 1359060 20.0
Juglone 15.07 50.3 ng/ul 3419400 3 14.83 1359060 20.0
(DEL) Alkane: Str... 21.35 6.2 ng/ul 498672 5 21.66 1603500 20.0
Behenic alcohol 23.32 4.5 ng/ul 345404 6 24.03 1532470 20.0
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