LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 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\HPCHEMI1I\BNA_ P\METHODS\SOM-EPA-BP121020MA.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 6.993 641 647 663 rVB2 580899 1085136 11.31% 1.703%
2 7.163 670 676 686 rVB 502843 798433 8.32% 1.253%
3 7.363 704 710 717 rBV 650764 1042495 10.86% 1.636%
4 7.428 718 721 725 rBV 21713 32422 0.34% 0.051%
5 7.834 783 790 797 rBV 773062 1234826 12.87% 1.938%
6 8.534 902 909 920 rBV 707679 1162165 12.11% 1.824%
7 8.987 979 986 995 rBV 611150 1013702 10.56% 1.591%
8 9.422 1056 1060 1065 rvVvB2 18893 27915 0.29% 0.044%
9 9.710 1102 1109 1119 rBV 497297 845160 8.81% 1.327%
10 10.246 1193 1200 1216 rBvV 779056 1367634 14.25% 2.147%
11 10.628 1256 1265 1271 rBV 1098759 1838169 19.15% 2.885%
12 10.681 1271 1274 1280 rVV 36955 61555 0.64% 0.097%
13 10.763 1280 1288 1306 rVB 695515 1234169 12.86% 1.937%
14 12.063 1503 1509 1514 rBvV7 6473 11723 0.12% 0.018%
15 12.122 1514 1519 1523 rBV4 5979 11693 0.12% 0.018%
16 12.222 1528 1536 1542 rVvVv 15417 29773 0.31% 0.047%
17 12.293 1544 1548 1555 rvB2 18002 28441 0.30% 0.045%
18 12.516 1581 1586 1591 rvB2 13818 22101 0.23% 0.035%
19 12.687 1609 1615 1621 rVvB2 5098 10206 0.11% 0.016%
20 13.087 1677 1683 1689 rVB2 10692 15502 0.16% 0.024%
21 13.310 1714 1721 1727 rVV5 21473 38265 0.40% 0.060%
22 13.375 1727 1732 1741 rVvVv4 12569 26585 0.28% 0.042%
23 13.645 1771 1778 1779 rBV7 6380 10543 0.11% 0.017%
24 13.716 1784 1790 1795 rBV 168550 272180 2.84% 0.427%
25 13.804 1800 1805 1810 rVvv4 43690 69606 0.73% 0.109%

26 13.887 1810 1819 1823 rVV 1363905 1974376 20.57% 3.099%
27 13.934 1823 1827 1832 rVV 228280 320810 3.34% 0.504%
28 14.169 1857 1867 1883 rBV 1725178 2722556 28.37% 4.274%

29 14.334 1889 1895 1899 rBV3 16855 27255 0.28% 0.043%
30 14.387 1899 1904 1909 rVB3 12222 17511 0.18% 0.027%
31 14.481 1909 1920 1927 rBV 1708409 2603923 27.13% 4._.087%
32 14.545 1927 1931 1939 rVB 49726 75067 0.78% 0.118%
33 14.622 1939 1944 1948 rBV2 41347 60442 0.63% 0.095%

34 14.675 1948 1953 1957 rBV 413113 615415 6.41% 0.966%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 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_P\METHODS\SOM-EPA-BP121020MA_.M
SVOA CALIBRATION

35 14.734 1957 1963 1984 rVV 5927354 9596624 100.00% 15.064%

36 14.881 1984 1988 1998 rVB 56284 114763 1.20% 0.180%
37 15.104 2023 2026 2032 rVBS8 6296 9757 0.10% 0.015%
38 15.328 2058 2064 2074 rVB2 70359 137390 1.43% 0.216%
39 15.481 2085 2090 2096 rVB 2167964 3238625 33.75% 5.084%

40 15.534 2096 2099 2104 rVB 52969 68889 0.72% 0.108%
41 15.604 2105 2111 2118 rBVY 395528 571475 5.95% 0.897%
42 15.716 2124 2130 2139 rVB3 26345 59374 0.62% 0.093%
43 15.828 2143 2149 2156 rVB4 19403 42131 0.44% 0.066%
44 15.975 2170 2174 2182 rVB2 22475 48193 0.50% 0.076%
45 16.063 2182 2189 2193 rBV9 9150 22013 0.23% 0.035%
46 16.122 2193 2199 2210 rVV 350249 655860 6.83% 1.030%
47 16.210 2210 2214 2221 rVVS8 21441 53914 0.56% 0.085%
48 16.269 2221 2224 2228 rVB3 12591 15819 0.16% 0.025%
49 16.416 2246 2249 2256 rBV2 13159 20141 0.21% 0.032%
50 16.481 2256 2260 2264 rBV3 8494 12305 0.13% 0.019%
51 16.545 2269 2271 2276 rVB5 11060 15802 0.16% 0.025%
52 16.781 2307 2311 2314 rVV4 9971 15191 0.16% 0.024%
53 16.816 2314 2317 2320 rVB3 10776 13992 0.15% 0.022%
54 16.892 2325 2330 2338 rVB2 33982 58354 0.61% 0.092%
55 16.975 2339 2344 2346 rBV5 14264 24438 0.25% 0.038%
56 17.057 2354 2358 2363 rVB 37676 55115 0.57% 0.087%
57 17.145 2369 2373 2379 rBV9 5403 10751 0.11% 0.017%

58 17.245 2383 2390 2394 rBV 2030737 3113411 32.44% 4._.887%
59 17.286 2394 2397 2401 rVB 659627 823197 8.58% 1.292%
60 17.339 2401 2406 2411 rBV 2306778 3452699 35.98% 5.420%

61 17.433 2418 2422 2428 rVB2 19906 32067 0.33% 0.050%
62 17.645 2448 2458 2463 rBV2 59629 120180 1.25% 0.189%
63 18.116 2533 2538 2539 rBV 74535 99586 1.04% 0.156%
64 18.157 2543 2545 2552 rVV 121080 172893 1.80% 0.271%
65 18.239 2555 2559 2562 rvVv 33952 48852 0.51% 0.077%
66 18.304 2565 2570 2573 rVVv2 98024 175982 1.83% 0.276%
67 18.333 2573 2575 2580 rVB 51881 69499 0.72% 0.109%
68 18.598 2616 2620 2623 rBV 68016 84598 0.88% 0.133%
69 18.639 2623 2627 2634 rVB 85717 124328 1.30% 0.195%
70 19.004 2685 2689 2694 rBV2 40261 79214 0.83% 0.124%
71 19.139 2709 2712 2719 rBV2 37843 59354 0.62% 0.093%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 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_P\METHODS\SOM-EPA-BP121020MA_.M
= SVOA CALIBRATION

72 19.257 2727 2732 2738 rVB 1013219 1333807 13.90% 2.094%
73 19.586 2782 2788 2791 rBV 3314713 4878833 50.84% 7.658%
74 20.092 2871 2874 2879 rVB3 114291 155816 1.62% 0.245%
75 21.057 3034 3038 3045 rBV3 275475 478487 4_.99% 0.751%

76 21.339 3079 3086 3090 rBV2 2786423 4308068 44.89% 6.762%
77 21.374 3090 3092 3098 rVB 431890 482480 5.03% 0.757%
78 22.986 3362 3366 3371 rBV2 313854 573799 5.98% 0.901%
79 23.551 3456 3462 3468 rBV 2034147 3939081 41.05% 6.183%
80 23.704 3481 3488 3495 rBV 1777405 3531625 36.80% 5.544%

Sum of corrected areas: 63706526
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_M
SVOA CALIBRATION

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

Abundance TIC: BP004344.D
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Abundance TIC: BP004344.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_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.
13.72 2.09 ng/ul 272180 Acenaphthene-d10 14.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Naphthalenedione 158 C10H602 000130-15-4 98
2 1.4-Naphthalenedione 158 C10H602 000130-15-4 97
3 1l.4-Naphthalenedione 158 C10H602 000130-15-4 91
4 3-Chloro-5.5-dimethvicvclohex-2-... 158 C8H11CIO 017530-69-7 46
5 4,5-Diaminophthalonitrile 158 C8H6N4 1000302-35-2 43
Abundance Scan 1791 (13.722 min): BP004344.D (-1784) (-) m/z 158.00 100.00%
148
102
5000 130
i 13.40 13.60 13.80 14.00
Ol b 4207 251281310340369 406 441 480 524 m/z 102.00 57.32%

158

104

5000 76 e T ...
1340 1360 13.80 14.00

m/z 103.95 55.28%

‘L\“ il 1
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance
158

1 1 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29675: 1,4-Naphthalenedione

D

76 13.40 13.60 13.80 14.00
5000 104 m/z 75.95  45.95%
28
O e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #29674: 1,4-Naphthalenedione
102 158 13.40 13.60 13.80 14.00

m/z 130.00 36.76%

5000 50 130 /\\
0 “ 1l

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_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.
14.73 73.71 ng/ul 9596620 Acenaphthene-d10 14.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 95
2 Jualone 174 C10H603 000481-39-0 93
3 Jualone 174 C10H603 000481-39-0 53
4 Benzene. 1.3-diisocvanato-2-methvl- 174 C9H6N202 000091-08-7 50
5 Benzene, 1,3-di ocyanato -2-methyl- 174 C9H6N202 000091-08-7 42
Abundance Scan 1962 (14.728 min): BP004344.D (-1957) (-) m/z 174.00 100.00%
174
5000 118
63
146 14.40 14.60 14.80 15.00
ol B d L | 203232260288 340369 399429458 488517545 m/z 118.00 42.80%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40950: Juglone
174
5000
118 14.40 14.60 14.80 15.00
m/z 91.95 26 .99%
‘ ‘ 146
o,”kuwhﬂ,.”.“....”. MMM
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
174
14.40 14.60 14.80 15.00
5000 118 m/z 120.00 26.21%
63 146
o 26
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40949: Juglone
174 14.40 14.60 14.80 15.00
m/z 172.95 25.02%
5000 118
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_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 4-Acetoxyacetophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.21 ng/ul 655860 Phenanthrene-d10 17.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Acetoxvacetophenone 178 C10H1003 013031-43-1 52
2 Phenol. 2-ethoxv-5-(1-propenvl)- 178 C11H1402 000094-86-0 50
3 1(2H)-Naphthalenone. 3.4-dihvdro... 178 C10H1003 054549-75-6 43
4 Benzaldehvde. 4-ethoxv- 150 C9H1002 010031-82-0 41
5 2,3-Epoxypropyl 3,5-xylyl ether 178 C11H1402 004287-30-3 35
Abundance Scan 2199 (16.122 min): BP004344.D (-2193) (-) m/z 121.00 100.00%
121 178
5000
0% 93 170 15.80 16.00 16.20 16.40
Ol .'l.H,l. 1 L4 220252281 314342 380410 460492 533 m/z 178.00 86.56%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43559: 4-Acetoxyacetophenone
121
5000
15.80 16.00 16.20 16.40
43 m/z 122.00 36.06%
178
m%§uhﬂmﬂ,.....t...” .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
178
Lo 15.80 16.00 16.20 16.40
5000 m/z 150.00 23.69%
77
o 43 121
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43629: 1(2H)-Naphthalenone, 3,4-dihydro-6,7-dihydroxy-
122 1718 15.80 16.00 16.20 16.40
150 m/z 65.00 17.16%
5000
51
OI""IM'I"'I""I"III rrrryrrrTprTTrT T T T T T T T T T T T T T ;" rrrrprerTTT e e T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP121720\
Data File : BP004344.D

Aca On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_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 Octacosyl acetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.06 2.22 ng/ul 478487 Chrysene-d12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 99
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 93
Abundance Scan 3039 (21.063 min): BP004344.D (-3034) (-) m/z 57.05 100.00%

57 g7 226
5000
1125 20,80 21.00 2120 21140

167194 280 : : : :

- ,....,..1.+,....,...A.,....,??9.3,5?.3??‘,‘.1?.4.4,2..‘.‘5??“?1.5%5.46. m/z 226.10 95.71%
m/z--> 100 150 200 250 300 350 400 450 500 550

Abundance #227661: Octacosyl acetate

o
iy
o
e

5000
20.80 21.00 21.20 21.40

m/z 83.05 92.21%

15, ﬂ‘ 481209 250278306334364392 437
" T T

Ot L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 g3
A R A
20.80 21.00 21.20 21.40
5000 m/z 55.00 88.29%
111
2 139, 67196224
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol e  RRRaE Bam s
57 |97 20.80 21.00 21.20 21.40
m/z 97.05 81 .55%
5000
25
29
o] 1153181209237264292320350378
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 80 21. 00 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP121720\
Data File : BP004344.D

Acq On : 17 Dec 2020 17:06

Operator : CG/JU

Sample : L5067-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\SOM-EPA-BP121020MA_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 13.72 2.1 ng/ul 272180 3 14.48 2603920 20.0
Juglone 14.73 73.7 ng/ul 9596620 3 14.48 2603920 20.0
4-Acetoxyacetophe... 16.12 4.2 ng/ul 655860 4 17.25 3113410 20.0
Octacosyl acetate 21.06 2.2 ng/ul 478487 5 21.34 4308070 20.0
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