LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BN0O00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.584 21 25 34 rvVB 28795 42644 1.57% 0.117%
2 4.296 142 146 153 rVB 6251 10686 0.39% 0.029%
3 4.408 161 165 172 rVB 4701 7032 0.26% 0.019%
4  4.649 202 206 210 rBvV3 3551 5496 0.20% 0.015%
5 5.396 327 333 341 rvB3 20165 41855 1.54% 0.115%
6 6.414 501 506 513 rBvV 9376 16070 0.59% 0.044%
7 7.472 682 686 692 rvB 12071 16467 0.61% 0.045%
8 7.549 692 699 714 rBV2 479209 931220 34.24% 2.556%
9 7.713 720 727 734 rBV 444263 690705 25.40% 1.896%
10 7.931 757 764 772 rBVY 501822 820366 30.17% 2.251%

11 8.408 838 845 855 rvB 689655 1120662 41.21% 3.076%
12 9.119 959 966 974 rBV 565344 944004 34.71% 2.591%

13 9.178 974 976 981 rvv2 5094 7828 0.29% 0.021%
14 9.237 983 986 993 rVB 2725 4889 0.18% 0.013%
15 9.590 1038 1046 1058 rBV 476652 802291 29.50% 2.202%
16 9.684 1058 1062 1064 rvv2 3393 4517 0.17% 0.012%
17 9.943 1099 1106 1113 rVB 24408 36284 1.33% 0.100%
18 10.319 1161 1170 1180 rBV 382866 649363 23.88% 1.782%
19 10.643 1220 1225 1230 rVB2 3464 4689 0.17% 0.013%

20 10.866 1256 1263 1279 rBV 576724 1002088 36.85% 2.750%

21 11.243 1320 1327 1340 rVB 969850 1678829 61.73% 4.608%
22 11.372 1342 1349 1362 rVV 559749 976192 35.90% 2.679%

23 12.419 1522 1527 1532 rBV 38605 54048 1.99% 0.148%
24 12.619 1556 1561 1567 rVB4 8942 13625 0.50% 0.037%
25 12.678 1567 1571 1576 rBV3 3173 5350 0.20% 0.015%
26 12.801 1588 1592 1597 rVB 8625 13215 0.49% 0.036%
27 13.619 1727 1731 1735 rBV 4957 5850 0.22% 0.016%
28 13.819 1758 1765 1770 rVB 16221 22176 0.82% 0.061%
29 13.890 1770 1777 1785 rBV3 1790 4444 0.16% 0.012%
30 14.331 1848 1852 1857 rBV3 2870 5285 0.19% 0.015%

31 14.413 1860 1866 1870 rVV 1095731 1499878 55.15% 4.116%
32 14.460 1870 1874 1879 rVV 292360 401564 14.77% 1.102%
33 14.507 1879 1882 1889 rVB 7509 10376 0.38% 0.028%
34 14.584 1889 1895 1899 rBV3 5100 7522 0.28% 0.021%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BN0O00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
SVOA CALIBRATION

35 14.725 1912 1919 1930 rBV 1267863 1903616 70.00% 5.224%

36 14.878 1940 1945 1950 rBV 64079 81642 3.00% 0.224%
37 14.954 1952 1958 1962 rBV4 4684 7956 0.29% 0.022%
38 15.025 1964 1970 1979 rVVv2 1398892 2183223 80.28% 5.992%
39 15.148 1985 1991 1996 rBvV4 2583 5865 0.22% 0.016%
40 15.219 1997 2003 2016 rVvVv 301506 554596 20.39% 1.522%
41 15.313 2016 2019 2025 rVv4 11859 28684 1.05% 0.079%
42 15.366 2025 2028 2034 rVV3 10431 17899 0.66% 0.049%
43 15.425 2034 2038 2043 rVVv2 7850 11774 0.43% 0.032%
44 15.484 2044 2048 2056 rVv2 14461 25257 0.93% 0.069%
45 15.554 2056 2060 2065 rVVv3 8431 11308 0.42% 0.031%
46 15.772 2092 2097 2101 rBV 38007 50300 1.85% 0.138%
47 15.819 2101 2105 2109 rVv2 88279 111567 4._.10% 0.306%
48 15.872 2109 2114 2119 rVB3 4450 7108 0.26% 0.020%
49 15.925 2119 2123 2131 rVB7 5419 12421 0.46% 0.034%

50 16.007 2131 2137 2144 rBV 1575740 2266030 83.32% 6.219%

51 16.131 2152 2158 2164 rBV 324154 460796 16.94% 1.265%

52 16.219 2167 2173 2175 rBV2 17533 30688 1.13% 0.084%
53 16.313 2185 2189 2195 rVB6 6404 10440 0.38% 0.029%
54 16.366 2195 2198 2202 rVV2 8993 12571 0.46% 0.035%
55 16.437 2207 2210 2217 rVB2 10756 14966 0.55% 0.041%
56 16.631 2238 2243 2245 rBV5 3392 5303 0.19% 0.015%
57 16.672 2245 2250 2259 rBV 76395 127301 4.68% 0.349%
58 16.860 2279 2282 2286 rVB3 4944 5753 0.21% 0.016%
59 16.954 2291 2298 2301 rBV4 7412 11722 0.43% 0.032%
60 17.007 2304 2307 2311 rVV3 6894 10399 0.38% 0.029%
61 17.066 2315 2317 2322 rVB3 6836 9083 0.33% 0.025%
62 17.125 2325 2327 2332 rVB3 4024 4573 0.17% 0.013%
63 17.172 2332 2335 2343 rVB2 6374 9405 0.35% 0.026%
64 17.242 2343 2347 2349 rBV3 5359 7052 0.26% 0.019%
65 17.278 2349 2353 2358 rVV5 5912 9965 0.37% 0.027%
66 17.454 2379 2383 2388 rBV 47757 57379 2.11% 0.157%
67 17.507 2388 2392 2395 rVV3 12188 19248 0.71% 0.053%
68 17.536 2395 2397 2401 rVvV 8653 11741 0.43% 0.032%
69 17.613 2405 2410 2415 rBV5 3145 5416 0.20% 0.015%

70 17.754 2427 2434 2444 rVV 1774364 2547236 93.67% 6.991%
71 17.848 2444 2450 2460 rVV2 1670445 2394178 88.04% 6.571%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BN0O00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M

Title = SVOA CALIBRATION

72 17.919 2460 2462 2469 rVB3 3798 6301 0.23% 0.017%
73 17.989 2471 2474 2480 rVB4 5039 7243 0.27% 0.020%
74 18.113 2491 2495 2500 rBV3 3650 6488 0.24% 0.018%
75 18.189 2503 2508 2513 rBV 33602 39559 1.45% 0.109%
76 18.360 2530 2537 2544 rVB4 11978 20967 0.77% 0.058%
77 18.460 2549 2554 2556 rBV5 3151 4720 0.17% 0.013%
78 18.589 2570 2576 2587 rBV 51061 121303 4._46% 0.333%
79 18.866 2619 2623 2628 rBV 19160 22886 0.84% 0.063%
80 18.960 2636 2639 2644 rBV3 6162 9343 0.34% 0.026%
81 19.483 2726 2728 2732 rBV3 7024 6744 0.25% 0.019%
82 19.742 2767 2772 2776 rVV 20340 29653 1.09% 0.081%
83 19.842 2785 2789 2796 rBV6 12720 26510 0.97% 0.073%
84 19.995 2811 2815 2818 rVB 17118 19299 0.71% 0.053%
85 20.107 2828 2834 2845 rBV 1995859 2719514 100.00% 7.464%
86 20.583 2911 2915 2921 rBV6 4391 8987 0.33% 0.025%
87 21.072 2994 2998 2999 rBvV4 8909 10516 0.39% 0.029%
88 21.542 3073 3078 3079 rBV3 25282 37414 1.38% 0.103%
89 21.877 3129 3135 3141 rBV 1943801 2675866 98.40% 7.344%
90 22.442 3228 3231 3235 rVB2 27831 32778 1.21% 0.090%
91 22.948 3313 3317 3323 rVB 55892 79013 2.91% 0.217%
92 23.089 3338 3341 3347 rVB 34278 48618 1.79% 0.133%

93 23.507 3407 3412 3420 rVB2 81582 144778 5.32% 0.397%
94 24.136 3514 3519 3522 rBV 85740 153730 5.65% 0.422%
95 24.195 3522 3529 3541 rVB2 992404 2032500 74.74% 5.578%

96 24.354 3548 3556 3571 rVB2 1034094 2145447 78.89% 5.888%
97 24.860 3637 3642 3650 rVB 96607 190126 6.99% 0.522%
98 25.695 3779 3784 3794 rVB 76365 171253 6.30% 0.470%
99 27.183 4029 4037 4050 rVB3 137367 419928 15.44% 1.152%
100 27.971 4165 4171 4186 rVB7 107611 343247 12.62% 0.942%

Sum of corrected areas: 36436702
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BNO00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance : .
Aindance TIC: BNO00669.D
1500000
1000000 11.24
8.41
9.12 10.87 11.37
7. 7.93
500000 P71 10.32
3.58 4.30014.65 5.40 6.41 7. .689.94 A 10.64,
T e ey e e e e e e e e Y ey
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN0O00669.D
2000000 2011
17.75
17.85
16.01
1500000 15.02
14.72
14.41
1000000
500000
14.46 15.22 16.13
ol Y% 4Bmess0 13.63589 14.%45 zHe?Hs ARGITD2ET R 1838°18806 1048998100 2058
lll|||||||||lllllllllllllllllllll_llllllllllllllllllllllllllllllllllll
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BN0O00669.D
2000000 21188
1500000
244435
1000000
500000
27.18 27.97
22 23.51 24)14 24.86 25.69 :
2107 2154 2244 258009 7 ' A A
O T o S S I O I e et o S S A S B s o S
Time-->  21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 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:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BNO00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-Cycloheptene, 1,4-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.18 3.91 ng/ul 419928 Perylene-d12 24.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cycloheptene, 1,4-dimethyl-3-(... 204 C15H24 1000159-38-6 55
2 1-Naphthalenepropanol, _alpha.-e... 306 C20H3402 004549-12-6 53
3 D-Homoandrostane, (6.alpha.,13.a... 274 C20H34 054482-31-4 46
4 Allyl ionone 3 232 C16H240 1000284-92-9 43
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 41
Abundance Scan 4036 (27.177 min): BNO00669.D (-4029) (-) m/z 69.05 100.00%
60
5000
41
| ‘ 26.80 27.00 27.20 27.40
oI m/z 95.10 66.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58773: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene...

%

5000 R DA DRI R B
26.80 27.00 27.20 27.40
161 189204 m/z 107.05 51.11%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81
R AR DR DR B
26.80 27.00 27.20 27.40
5000 107 m/z 109.10 50.37%

135 161 189
220 257273288 306

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #103115: D-Homoandrostane, (5.alpha.,13.alpha.)- T
26.80 27.00 27.20 27.40
m/z 81.10 50.28%
- ww/\w
ol L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BNO00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.97 3.20 ng/ul 343247 Perylene-di12 24 .35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 55
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 46
3 (-)-Tricyclo[6.2.1.0(4,11)]Jundec... 204 C15H24 1000154-06-7 38
4 Coumarin, 3,4-dihydro-4,4,6,8-te... 204 C13H1602 249629-60-5 30
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 25
Abundance Scan 4171 (27.971 min): BNO00669.D (-4165) (-) m/z 133.05 100.00%
4

3

5000

27.60 27.80 28.00 28.20

0! m/z 204.20 99.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58755: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LI LN L L L L L LB B
95 161 27.60 27.80 28.00 28.20
a g 123 m/z 55.05 79.59%
oL .“ I\‘I\‘\I ‘U e B .“ A ‘ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
91 133 LA L L L L L L B
41 27.60 27.80 28.00 28.20
5000 6 161 m/z 109.10 71.20%
111
ol b p i d oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #58828: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te... R B
M 105 133 27.60 27.80 28.00 28.20
m/z 107.00 68.82%
a1 189
5000 161
0 A e
m/z--> 50 100 150 200 250 300 350 400 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_N\DATA\BN032818\
Data File : BN0O00669.D

Acq On : 28 Mar 2018 20:55

Operator : JU/SJ

Sample : J2011-08

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN031918.M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Cycloheptene, 1... 27.18 3.9 ng/ul 419928 6 24.35 2145450 20.0
1,4-Dimethyl-8-is... 27.97 3.2 ng/ul 343247 6 24.35 2145450 20.0
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