LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BNO52819MA.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

3.265 16 19 32 rVB 95322 175691 1.91% 0.155%
3.677 86 89 92 rBv4 16714 18474 0.20% 0.016%
114 rVB 127184 183672 1.99% 0.162%
3.895 120 126 134 rVB 151596 234392 2.55% 0.207%
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3.989 139 142 147 rVB 26573 40348 0.44% 0.036%
6 4.083 154 158 165 rBV4 23959 41928 0.46% 0.037%
7 4.348 198 203 207 rBV4 26120 41867 0.45% 0.037%
8 4.524 229 233 238 rVB4 26352 36620 0.40% 0.032%
9 4.877 286 293 299 rBV 177273 267459 2.90% 0.236%
10 4.971 305 309 314 rvB2 34574 49820 0.54% 0.044%
11 5.777 440 446 449 rBV7 11943 19289 0.21% 0.017%
12 5.812 449 452 454 rVvv4 18915 27963 0.30% 0.025%
13 5.836 454 456 463 rVB 28000 37157 0.40% 0.033%
14 6.147 505 509 514 rvB2 26860 40550 0.44% 0.036%
15 6.395 549 551 556 rvB5 12403 13902 0.15% 0.012%
16 6.618 583 589 595 rBV3 31242 51715 0.56% 0.046%
17 6.747 606 611 614 rBV6 20722 34206 0.37% 0.030%

18 6.912 629 639 655 rvB 1862277 3049495 33.12% 2.696%
19 7.077 655 667 680 rvVB 1461356 2329654 25.30% 2.059%
20 7.277 694 701 710 rBV 1903415 2997913 32.56% 2.650%

21 7.359 710 715 720 rVB7 10543 20423 0.22% 0.018%
22 7.742 772 780 787 rBV 2412957 3816934 41.45% 3.374%
23 7.800 787 790 797 rVB2 49006 70364 0.76% 0.062%
24 7.965 812 818 820 rBV7 10510 19547 0.21% 0.017%
25 8.136 840 847 850 rBvVS8 9102 15525 0.17% 0.014%
26 8.283 867 872 875 rBV6 14054 24738 0.27% 0.022%
27 8.441 891 899 908 rBV 2276286 3651936 39.66% 3.228%
28 8.559 916 919 923 rVB4 18094 26334 0.29% 0.023%
29 8.630 927 931 936 rBvVS8 6071 11883 0.13% 0.011%
30 8.894 968 976 985 rBV 1802443 2912140 31.63% 2.574%
31 9.006 992 995 999 rBV5 10652 19790 0.21% 0.017%
32 9.053 999 1003 1008 rvVB4 31641 45179 0.49% 0.040%
33 9.306 1038 1046 1055 rVB 62507 110774 1.20% 0.098%
34 9.430 1060 1067 1069 rBVS8 11330 21005 0.23% 0.019%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 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_N\METHODS\SOM-EPA-BNO52819MA_M
SVOA CALIBRATION

35 9.612 1088 1098 1105 rBV 1229951 2002287 21.75% 1.770%

36 9.771 1119 1125 1130 rVB10 9227 18721 0.20% 0.017%
37 9.841 1133 1137 1143 rVB6 14904 26386 0.29% 0.023%
38 10.147 1182 1189 1199 rBV 2401474 3945405 42.85% 3.488%
39 10.306 1210 1216 1220 rBV9 16394 25847 0.28% 0.023%
40 10.530 1245 1254 1260 rBV 3384548 5819037 63.20% 5.144%
41 10.577 1260 1262 1266 rVV 53595 71019 0.77% 0.063%
42 10.665 1266 1277 1295 rVB2 974407 1924045 20.90% 1.701%
43 11.118 1348 1354 1358 rVB7 6952 12620 0.14% 0.011%
44 11.177 1361 1364 1369 rVB7 9606 14583 0.16% 0.013%
45 11.312 1383 1387 1392 rVB5 19311 31488 0.34% 0.028%
46 11.441 1405 1409 1410 rBV4 12448 14958 0.16% 0.013%
47 11.559 1423 1429 1433 rVB9 9590 17265 0.19% 0.015%
48 11.800 1465 1470 1476 rBVS8 11899 22158 0.24% 0.020%
49 11.912 1486 1489 1493 rBV4 12261 12838 0.14% 0.011%
50 11.953 1493 1496 1500 rVB6 14778 20529 0.22% 0.018%
51 12.018 1504 1507 1513 rBvV4 11945 16685 0.18% 0.015%
52 12.118 1516 1524 1531 rBV 49008 84137 0.91% 0.074%
53 12.194 1533 1537 1541 rVB3 22187 30720 0.33% 0.027%
54 12.312 1551 1557 1560 rBV7 10718 17897 0.19% 0.016%
55 12.418 1569 1575 1581 rBV3 17144 31392 0.34% 0.028%
56 12.653 1611 1615 1618 rVB6 11238 18776 0.20% 0.017%
57 12.729 1625 1628 1634 rBV7 16938 28516 0.31% 0.025%
58 12.988 1666 1672 1676 rVB5 17406 25450 0.28% 0.022%
59 13.112 1685 1693 1697 rBVS8 17087 37242 0.40% 0.033%
60 13.159 1697 1701 1706 rvv4 25292 44250 0.48% 0.039%
61 13.206 1706 1709 1715 rVBS8 22294 38515 0.42% 0.034%
62 13.277 1720 1721 1729 rVB6 11017 21984 0.24% 0.019%
63 13.347 1729 1733 1736 rBV6 14991 21269 0.23% 0.019%
64 13.553 1763 1768 1774 rBV10 12178 29583 0.32% 0.026%

65 13.624 1774 1780 1790 rVvVv 152318 273182 2.97% 0.241%

66 13.700 1790 1793 1799 rVVv8 26177 48256 0.52% 0.043%
67 13.794 1799 1809 1813 rVV 4182452 5641468 61.27% 4_987%
68 13.841 1813 1817 1826 rVV 1374772 1864823 20.25% 1.648%
69 13.912 1826 1829 1832 rVV5 14522 20417 0.22% 0.018%
70 13.941 1832 1834 1840 rVB7 11588 15452 0.17% 0.014%

71 14.076 1851 1857 1867 rVB 4737969 6982658 75.83% 6.172%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 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_N\METHODS\SOM-EPA-BNO52819MA_M
Title = SVOA CALIBRATION
72 14.288 1889 1893 1898 rBV3 27922 36935 0.40% 0.033%

73 14.388 1900 1910 1917 rBV2 5079899 7597407 82.51% 6.716%
74 14.447 1917 1920 1926 rVB 89105 131702 1.43% 0.116%
75 14.529 1929 1934 1938 rBV 106687 145314 1.58% 0.128%

76 14.588 1938 1944 1948 rBV 1661379 2365703 25.69% 2.091%
77 14.641 1948 1953 1966 rVV 4675112 7447256 80.88% 6.583%
78 14.741 1966 1970 1975 rVvVv 182780 316105 3.43% 0.279%
79 14.794 1975 1979 1987 rVB3 68947 169206 1.84% 0.150%
80 15.188 2043 2046 2050 rBV2 31624 39626 0.43% 0.035%

81 15.241 2051 2055 2061 rVB4 56719 82114 0.89% 0.073%
82 15.382 2069 2079 2085 rBV 6062170 9207706 100.00% 8.139%
83 15.435 2085 2088 2092 rVB2 104951 137994 1.50% 0.122%
84 15.512 2097 2101 2107 rVvVv 91031 126515 1.37% 0.112%
85 15.623 2116 2120 2125 rBV2 54609 81197 0.88% 0.072%

86 17.141 2372 2378 2382 rBV2 5583332 8461813 91.90% 7.480%
87 17.182 2382 2385 2389 rVB 1377815 1712439 18.60% 1.514%
88 17.235 2389 2394 2399 rBV2 5711692 8250396 89.60% 7.293%
89 18.035 2527 2530 2533 rBvV 790834 938572 10.19% 0.830%
90 19.206 2725 2729 2735 rVB 2165082 2854055 31.00% 2.523%

91 19.541 2782 2786 2790 rBV 5493464 8042889 87.35% 7.110%
92 21.347 3090 3093 3097 rVB 4111448 5253248 57.05% 4.644%

Sum of corrected areas: 113128737
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN052819MA_M

Quant Title : SVOA CALIBRATION

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

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

o327 _33BR0s4 3852 4897

TIC: BNO05942.D

10.53

Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: BN005942.D
1.2e+07
1e+07
19.54
8000000
15.38
6000000
14.084304 64
13.79
4000000
2000000 18.84 14.59
o EBA R P2 B33 RIS FEMB I 14 ) 48152

Time--> 12.00 1250 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

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

Ol g

TIC: BNO05942.D
21435

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO52819MA_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.
14.64 19.60 ng/ul 7447260 Acenaphthene-d10 14.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Jualone 174 C10H603 000481-39-0 98
2 Jualone 174 C10H603 000481-39-0 94
3 Jualone 174 C10H603 000481-39-0 64
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 1953 (14.641 min): BN005942.D (-1948) (-) m/z 174.00 100.00%
174
5000 118 J\
14.40 14.60 14.80 15.00
0 ...,....n,..-.l.f'[... ..l!.,....,....,....,.. 202 | 232251267283 S04 | 'm/z 118.00  47.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40950: Juglone
174
5000 LRI IR UL UL B
- 118 14,40 14.60 14.80 15.00
63 m/z 92.00 29.91%
28 146
OHWJ“ﬁﬂwh“VAWH“V“Wl“V"HHVHWH“'“W““V“W““P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40948: Juglone
174
' 14.40 1460 14.80 15.00
5000 118 m/z 120.00 28.69%
| 146
O”W“”P”WM”P”W””P”W””PJ'””P”W””'”W””P”W””P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40949: Juglone LI S I N
174 14.40 14.60 14.80 15.00

m/z 63.00 28 .33%

5000 118
63 92
146
o

ﬁ-rrn—rrrn—rrrn—rrrn—rrrn—rrrn—rrrn—rr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14. 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN052919\
Data File : BN005942.D

Aca On : 29 May 2019 21:59

Operator : JU/SJ

Sample : K2928-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO52819MA_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.
18.04 2.22 ng/ul 938572 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2531 (18.041 min): BN005942.D (-2527) (-) m/z 73.00 100.00%

43

5000

.

256
287313341 386414440466 516 17.80 18.00 18.20 18.40

0 m/z 60.00 79.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43 78
5000 |||||||||||||||||||j|k|_
17.80 18.00 18.20 18.40
21 m/z 43.10 78 .30%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60
R N RN NEEEREmas
17.80 18.00 18.20 18.40
5000 129 m/z 57.10 65.94%
85
M 157 15213 256
0...h'”.gﬁwunhjﬂq..u.\”..,.”.,...w....“...,.”
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72646: Tridecanoic acid Al EREEEEET S
43 73 17.80 18.00 18.20 18.40
m/z 55.10 64 .51%
5000
129 171 214
j |
I P e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN052919\
Data File : BN005942.D

Acq On : 29 May 2019 21:59

Operator : JU/SJ

Sample - K2928-02

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO52819MA_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 14.64 19.6 ng/ul 7447260 3 14.39 7597410 20.0
n-Hexadecanoic acid 18.04 2.2 ng/ul 938572 4 17.14 8461810 20.0
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