LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102920\
Data File : BG047113.D

Aca On : 29 Oct 2020 10:21

Operator : CG/JU

Sample = L4499-02

Misc :

ALS Vial : 4 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_ G\METHODS\SOM-EPA-BG102220MA.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 3.459 18 20 29 rvVB5 7619 11917 0.92% 0.091%
2 3.999 106 112 113 rBvV6 8143 12611 0.97% 0.096%
3 4.111 130 131 132 rBvV 3779 2617 0.20% 0.020%
4 4.223 147 150 155 rVvB3 3899 5960 0.46% 0.045%
5 6.062 460 463 467 rVB4 2450 3721 0.29% 0.028%
6 6.732 574 577 579 rBvV4 2720 3129 0.24% 0.024%
7 7.043 625 630 633 rBvV3 1929 3949 0.30% 0.030%
8 7.207 651 658 669 rBV 128124 234442 18.03% 1.782%
9 7.378 681 687 694 rVB 97436 164386 12.64% 1.250%
10 7.583 715 722 730 rBV 134756 228519 17.57% 1.737%
11 7.672 736 737 741 rVB4 3628 3286 0.25% 0.025%
12 7.954 781 785 789 rBV3 1596 3107 0.24% 0.024%

13 8.059 796 803 811 rVB 181218 311556 23.96% 2.368%
14 8.753 914 921 929 rBV 159397 274975 21.15% 2.090%
15 9.217 993 1000 1009 rBV 127189 225464 17 .34% 1.714%

16 9.287 1009 1012 1016 rVB4 2881 3953 0.30% 0.030%
17 9.945 1116 1124 1131 rBV 105919 194475 14.96% 1.478%
18 10.069 1141 1145 1151 rBV4 1871 3732 0.29% 0.028%
19 10.480 1208 1215 1223 rBV 163516 299773 23.05% 2.279%
20 10.533 1223 1224 1230 rVB4 3446 3127 0.24% 0.024%
21 10.639 1240 1242 1248 rVB4 1654 2972 0.23% 0.023%
22 10.697 1248 1252 1255 rBV2 1516 2603 0.20% 0.020%

23 10.868 1269 1281 1289 rBV2 242745 440820 33.90% 3.351%
24 10.997 1296 1303 1313 rBV 77920 156432 12.03% 1.189%

25 11.068 1313 1315 1318 rVB2 2289 2319 0.18% 0.018%
26 11.279 1348 1351 1354 rBV3 1981 2615 0.20% 0.020%
27 12.460 1550 1552 1556 rVB2 3028 3446 0.27% 0.026%
28 12.536 1561 1565 1566 rVVv2 2593 2303 0.18% 0.018%
29 13.289 1690 1693 1697 rVB2 1684 2272 0.17% 0.017%
30 13.571 1736 1741 1747 rVB4 3210 6393 0.49% 0.049%
31 13.923 1796 1801 1807 rBvV4 3878 7343 0.56% 0.056%
32 14.005 1813 1815 1820 rBV2 1578 2272 0.17% 0.017%

33 14.082 1822 1828 1833 rBV 331136 483700 37.20% 3.677%
34 14.135 1833 1837 1844 rVB 110626 157746 12.13% 1.199%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102920\
Data File : BG047113.D

Aca On : 29 Oct 2020 10:21

Operator : CG/JU

Sample = L4499-02

Misc :

ALS Vial : 4 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_G\METHODS\SOM-EPA-BG102220MA_.M
SVOA CALIBRATION

35 14.381 1871 1879 1888 rBV 353207 540374 41.56% 4.108%

36 14.575 1909 1912 1914 rVVv2 2923 2300 0.18% 0.017%
37 14.687 1924 1931 1938 rVB 416525 658168 50.61% 5.003%
38 14.757 1938 1943 1947 rVB4 5247 8760 0.67% 0.067%
39 14.822 1947 1954 1956 rBvV4 5843 8813 0.68% 0.067%

40 14.869 1956 1962 1967 rBV2 126128 206024 15.84% 1.566%

41 14.928 1967 1972 1984 rVB2 165842 295557 22.73% 2.247%

42 15.098 1995 2001 2003 rVB5 7313 12464 0.96% 0.095%
43 15.151 2008 2010 2013 rVB 2588 2106 0.16% 0.016%
44 15.480 2063 2066 2068 rVv2 3015 3872 0.30% 0.029%
45 15.515 2071 2072 2077 rBV2 2768 3786 0.29% 0.029%
46 15.680 2091 2100 2106 rBVY 481126 749281 57.62% 5.695%
47 15.727 2106 2108 2113 rVB4 5941 8466 0.65% 0.064%
48 15.786 2113 2118 2127 rBVY 172069 266723 20.51% 2.027%
49 15.921 2135 2141 2148 rBV4 7041 12905 0.99% 0.098%
50 16.026 2158 2159 2164 rVB3 4237 5076 0.39% 0.039%
51 16.068 2164 2166 2170 rBV2 2601 3595 0.28% 0.027%
52 16.185 2184 2186 2188 rVB2 3700 2664 0.20% 0.020%
53 16.385 2216 2220 2222 rBV4 4157 6486 0.50% 0.049%
54 16.414 2223 2225 2228 rVV3 7851 7473 0.57% 0.057%
55 16.455 2230 2232 2236 rVB4 3374 3642 0.28% 0.028%
56 16.532 2242 2245 2247 rBV3 2148 2373 0.18% 0.018%
57 16.549 2247 2248 2253 rVB 2188 2182 0.17% 0.017%
58 16.737 2278 2280 2284 rVB 3157 2968 0.23% 0.023%
59 16.826 2291 2295 2296 rBV2 2662 2426 0.19% 0.018%
60 16.890 2301 2306 2310 rBv4 2155 3580 0.28% 0.027%
61 16.961 2315 2318 2320 rBV2 4397 4166 0.32% 0.032%
62 16.996 2323 2324 2330 rBV3 2655 2831 0.22% 0.022%
63 17.078 2336 2338 2341 rBV3 5415 6883 0.53% 0.052%
64 17.108 2341 2343 2346 rVB2 4287 3505 0.27% 0.027%
65 17.178 2349 2355 2359 rVV6 6236 11457 0.88% 0.087%
66 17.219 2359 2362 2363 rVV3 4164 3925 0.30% 0.030%
67 17.243 2363 2366 2370 rVV3 5349 8010 0.62% 0.061%
68 17.313 2375 2378 2383 rBV3 12255 17723 1.36% 0.135%
69 17.378 2387 2389 2392 rBV2 6220 8277 0.64% 0.063%

70 17.431 2392 2398 2403 rVV 592725 905540 69.64% 6.883%
71 17.472 2403 2405 2410 rVvVv 79824 103201 7.94% 0.784%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102920\
Data File : BG047113.D

Aca On : 29 Oct 2020 10:21

Operator : CG/JU

Sample = L4499-02

Misc :

ALS Vial : 4 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_G\METHODS\SOM-EPA-BG102220MA_.M
Title = SVOA CALIBRATION

72 17.531 2410 2415 2425 rVB 592175 889162 68.38% 6.759%
73 17.736 2448 2450 2456 rVB5 2120 2425 0.19% 0.018%
74 17.789 2456 2459 2462 rBV4 2538 3264 0.25% 0.025%
75 17.830 2462 2466 2472 rBV3 8573 15627 1.20% 0.119%
76 17.918 2476 2481 2484 rBV7 5507 7606 0.58% 0.058%
77 18.018 2496 2498 2500 rBV3 2231 2231 0.17% 0.017%
78 18.077 2506 2508 2513 rBV4 5184 8536 0.66% 0.065%
79 18.200 2524 2529 2534 rBV5 13545 24308 1.87% 0.185%
80 18.253 2534 2538 2543 rBV2 44386 62786 4._.83% 0.477%
81 18.312 2543 2548 2553 rBV3 158078 214555 16.50% 1.631%
82 18.500 2576 2580 2584 rBV3 12078 20269 1.56% 0.154%
83 18.612 2594 2599 2602 rBV5 11718 18678 1.44% 0.142%
84 18.688 2609 2612 2615 rBV4 3651 5060 0.39% 0.038%
85 18.747 2619 2622 2625 rBV5 4054 5258 0.40% 0.040%
86 18.806 2627 2632 2635 rBv4 11653 18972 1.46% 0.144%
87 18.841 2636 2638 2645 rVB3 11707 18592 1.43% 0.141%
88 19.129 2685 2687 2692 rBV6 5758 7629 0.59% 0.058%
89 19.217 2700 2702 2703 rBV2 6969 4277 0.33% 0.033%
90 19.352 2722 2725 2735 rBV9 10682 24899 1.91% 0.189%
91 19.481 2738 2747 2753 rVV 204311 319472 24.57% 2.428%
92 19.581 2760 2764 2767 rBvV4 41012 49017 3.77% 0.373%
93 19.816 2798 2804 2814 rBV2 743551 1300375 100.00% 9.885%
94 20.016 2836 2838 2842 rBV3 11501 8830 0.68% 0.067%
95 20.075 2846 2848 2849 rBV2 11508 7575 0.58% 0.058%
96 20.157 2858 2862 2864 rBV5 14782 25986 2.00% 0.198%
97 21.344 3061 3064 3065 rBV 55491 53190 4_.09% 0.404%

98 21.696 3117 3124 3130 rBV2 602376 1153173 88.68% 8.766%
99 24.710 3630 3637 3646 rBV2 295543 764264 58.77% 5.809%
100 24.940 3668 3676 3686 rVB 343321 954152 73.38% 7.253%

Sum of corrected areas: 13155685
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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 G\DATA\BG102920\

BG047113.D

29 Oct 2020 10:21

CG/JuU

L4499-02

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG102220MA .M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000
600000
500000
400000
300000
200000

100000
3.46

TIC: BG047113.D

10.87
8.06
7.21 7.58
7.38

8.75 10.48

9.22

9.95
4042 6.06 6.737.0. .677. ﬁ.ZQ

1.00

0.07 1 .07.28

122464

Time-->  3.50

400 450 500 550 6.00 650 7.00 750 8.00 8.50 9.00

9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

700000

600000

500000

400000

300000

200000

100000

0

13.293.57134

TIC: BG047113.D
1982

11433

15.68
14.69

1408438

19.48

14.93 15.
14.87

14.13

21.34

£4 QLT RC L (U e

21.70
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Time-->

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 21.00 21.50 22.00 22.50

Abundance

700000

600000

500000

400000

300000

200000

100000

0

TIC: BG047113.D

24.94
24.71,

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102920\
Data File : BG047113.D

Aca On : 29 Oct 2020 10:21

Operator : CG/JU

Sample : L4499-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG102220MA .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.
14.93 8.98 ng/ul 295557 Acenaphthene-d10 14.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 94
2 Jualone 174 C10H603 000481-39-0 94
3 Jualone 174 C10H603 000481-39-0 53
4 1-Methvl-5-(4-methviphenvD)tetra... 174 C9H10N4 068826-33-5 49
5 2,3-Dimethylchromone 174 C11H1002 017584-90-6 43

Abundance Scan 1972 (14.928 min): BG047113.D (-1967) (-) m/z 174.00 100.00%

174.0
5000 118.0
63.0 92.1

38.0 77.0 146.0 1460 14.80 15.00 15.20
0 Ol m/z 118.00  46.21%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40950: Juglone
174.0
5000

92.0 118.0 14.60 14.80 15.00 15.20
63.0 . | m/z 63.05 31.76%

28.0 146.0
o 45.0 77.0 I
1 1T I T T T I LB I LB I T T T T I T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40948: Juglone
174.0

14.60 14.80 15.00 15.20

5000 118.0 m/z 92.10 31.34%
92.0
63.0 146.0
o 200 L moy WLl
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40949: Juglone S B EEEEL R SR B
174.0 14. 60 14. 80 15. OO 15. 20

m/z 173.00 25.56%

5000 118.0
63.0 92.0
146.0
. \‘ \ \\HM \‘H HH‘ I ‘ ‘\

m/z--> 20 40 80 100 120 140 160 180 14. 60 14. 80 15. 00 15. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102920\
Data File : BG047113.D

Aca On : 29 Oct 2020 10:21

Operator : CG/JU

Sample : L4499-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG102220MA .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

18.31 4.74 ng/ul 214555 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2548 (18.312 min): BG047113.D (-2543) (-) m/z 73.10 100.00%

431 731
5000 129.1

18.00 18.20 18.40 18.60

01 m/z 43.10 86.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0
5000 129.0

18.00 18.20 18.40 18.60
256.0 m/z 60.05 83.38%

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #107548: n-Hexadecanoic acid
43.0 73.0
TP T PR
18.00 18.20 18.40 18.60
5000 256.0 m/z 41.05 76.63%
129.0
97.0 1570 1850 .
ol L, I T O O =Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 18.00 18.20 18.40 18.60
43.0 m/z 57.10 70.00%
5000 1290
185.0 228.0
97.0
\ ‘ i A gl 166.0
0,. T ‘ T ‘...,‘..‘.‘. .“.‘..,‘....‘,.‘.‘......‘.... R RN
m/z--> 20 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102920\
Data File : BG047113.D

Acq On : 29 Oct 2020 10:21

Operator : CG/JU

Sample - L4499-02

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG102220MA .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 14.93 9.0 ng/ul 295557 3 14.69 658168 20.0
n-Hexadecanoic acid 18.31 4.7 ng/ul 214555 4 17.43 905540 20.0
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