LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716 .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 3.287 74 76 78 rBvV3 18859 22212 0.40% 0.030%
2 3.651 133 138 147 rVB6 46908 80292 1.44% 0.110%
3 3.915 180 183 189 rBvV 60640 93644 1.68% 0.128%
4 4.421 264 269 272 rVB6 16732 28669 0.51% 0.039%
5 4.609 298 301 304 rVB5 10996 12421 0.22% 0.017%
6 4.773 328 329 335 rVB5 13449 16911 0.30% 0.023%
7 4.944 355 358 361 rBv4 11387 12204 0.22% 0.017%
8 5.226 403 406 410 rvB4 13733 14307 0.26% 0.020%
9 5.602 466 470 473 rBv4 8565 15310 0.27% 0.021%
10 6.031 540 543 547 rVB5 13184 18843 0.34% 0.026%
11 6.072 547 550 552 rBV3 9506 11853 0.21% 0.016%
12 6.224 575 576 581 rVB4 10554 12428 0.22% 0.017%
13 6.283 581 586 588 rBV3 9304 13391 0.24% 0.018%
14 6.324 588 593 602 rBVS8 13162 36463 0.65% 0.050%
15 6.477 613 619 626 rBvVS8 10115 27469 0.49% 0.038%
16 6.542 626 630 632 rBV5 9308 13948 0.25% 0.019%
17 6.741 660 664 669 rBV6 8046 13829 0.25% 0.019%
18 6.971 698 703 705 rBvV4 8737 12387 0.22% 0.017%
19 7.082 719 722 726 rVB5 11829 13421 0.24% 0.018%
20 7.217 739 745 748 rBV5 11909 23780 0.43% 0.033%
21 7.282 752 756 760 rVB5 12991 24072 0.43% 0.033%
22 7.323 760 763 765 rBvV4 12037 14823 0.27% 0.020%

23 7.417 771 779 790 rBV 978524 1821200 32.60% 2.494%
24 7.605 801 811 818 rBV 671531 1185541 21.22% 1.623%

25 7.693 824 826 834 rVBS8 14483 22775 0.41% 0.031%
26 7.811 839 846 854 rBV 908128 1639572 29.35% 2.245%
27 7.952 866 870 872 rBv4 10442 14938 0.27% 0.020%
28 8.146 902 903 911 rBV6 6936 11649 0.21% 0.016%
29 8.287 916 927 940 rBV 867961 1593116 28.51% 2.181%
30 8.815 1011 1017 1021 rBV7 7127 19833 0.35% 0.027%

31 8.974 1034 1044 1056 rBV 1219115 2192017 39.23% 3.001%
32 9.462 1117 1127 1141 rBV 1006571 1832785 32.80% 2.509%
33 9.797 1180 1184 1194 rVB9 10009 29919 0.54% 0.041%
34 9.985 1211 1216 1222 rBV6 15931 33478 0.60% 0.046%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method
Title

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

35 10.184 1238 1250 1260 rBV2 830421 1597348 28.59% 2.187%

36 10.602 1315 1321 1324 rBV6 9054 16077 0.29% 0.022%
37 10.637 1324 1327 1331 rVB5 8442 12152 0.22% 0.017%
38 10.719 1331 1341 1358 rBV2 1245247 2331980 41.74% 3.193%
39 10.860 1360 1365 1372 rVB6 14492 26071 0.47% 0.036%
40 10.960 1377 1382 1387 rVVv8 6718 12451 0.22% 0.017%

41 11.119 1399 1409 1421 rBV 1220379 2326126 41.63% 3.185%
42 11.242 1423 1430 1441 rBV 1188520 2195995 39.30% 3.007%

43 11.548 1481 1482 1489 rBV7 10069 17127 0.31% 0.023%
44 11.841 1528 1532 1542 rBV10 10003 22605 0.40% 0.031%
45 11.965 1550 1553 1559 rVB6 8039 13732 0.25% 0.019%
46 12.288 1603 1608 1610 rBV5 6809 12900 0.23% 0.018%
47 12.558 1650 1654 1657 rBV4 7972 12378 0.22% 0.017%
48 12.611 1660 1663 1668 rVB6 9280 14482 0.26% 0.020%
49 12.682 1668 1675 1682 rBVS 27335 64605 1.16% 0.088%
50 13.257 1768 1773 1778 rBV5 18577 33038 0.59% 0.045%
51 13.316 1780 1783 1787 rBV6 8800 13614 0.24% 0.019%
52 13.504 1806 1815 1823 rBV10 16116 43195 0.77% 0.059%
53 13.763 1855 1859 1867 rVB7 33440 66322 1.19% 0.091%

54 14.297 1938 1950 1954 rBV 2128722 3320681 59.43% 4._.547%
55 14.344 1954 1958 1964 rVB 1524323 2237910 40.05% 3.064%

56 14.532 1984 1990 1994 rVBS8 7363 17501 0.31% 0.024%
57 14.603 1994 2002 2014 rVB 2217880 3705304 66.32% 5.073%
58 14.709 2015 2020 2022 rVB5 6446 11664 0.21% 0.016%
59 14.756 2027 2028 2036 rVB7 14859 21421 0.38% 0.029%

60 14.902 2045 2053 2069 rVB 2129414 3316790 59.36% 4.541%

61 15.061 2069 2080 2090 rBV 1136783 1879157 33.63% 2.573%

62 15.261 2111 2114 2118 rBV6 18866 21477 0.38% 0.029%
63 15.378 2130 2134 2141 rVB10 11502 25508 0.46% 0.035%
64 15.707 2185 2190 2194 rVB4 46123 64959 1.16% 0.089%
65 15.819 2206 2209 2213 rBV6 11259 21191 0.38% 0.029%

66 15.890 2214 2221 2230 rVV 3071733 4730349 84.66% 6.477%
67 15.989 2231 2238 2250 rVV 1135500 1715874 30.71% 2.349%
68 16.125 2252 2261 2270 rVB10 44794 109861 1.97% 0.150%

69 16.260 2280 2284 2287 rVB5 24618 31416 0.56% 0.043%
70 16.289 2287 2289 2293 rBV5 16652 19915 0.36% 0.027%
71 16.324 2293 2295 2299 rVV5 13070 13681 0.24% 0.019%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 1

Method = Z:\HPCHEM1\BNA G\METHODS\SOMO2.2-EPA-BG0100716.-M

Title = SVOA CALIBRATION

72 16.559 2331 2335 2345 rVB2 73626 133006 2.38% 0.182%
73 16.753 2365 2368 2371 rVB5 17474 17803 0.32% 0.024%
74 16.836 2376 2382 2385 rBV7 15362 25865 0.46% 0.035%
75 16.900 2390 2393 2402 rBV7 12668 30051 0.54% 0.041%
76 16.994 2406 2409 2419 rVB10 24877 41728 0.75% 0.057%
77 17.059 2419 2420 2430 rVB9 11010 19412 0.35% 0.027%
78 17.141 2430 2434 2436 rBv4 13162 13127 0.23% 0.018%
79 17.223 2446 2448 2453 rBV6 11613 14537 0.26% 0.020%

80 17.358 2465 2471 2477 rBV2 207330 330066 5.91% 0.452%

81 17.640 2511 2519 2528 rBV2 2270900 3645856 65.25% 4.992%
82 17.740 2529 2536 2547 rVV2 2982464 4804599 85.99% 6.578%

83 17.823 2547 2550 2558 rVB10 13891 33249 0.60% 0.046%
84 17.887 2558 2561 2568 rBV9 17298 37181 0.67% 0.051%
85 18.093 2591 2596 2602 rVB4 59172 86685 1.55% 0.119%
86 18.140 2602 2604 2609 rBV6 10554 15074 0.27% 0.021%
87 18.363 2638 2642 2650 rBV10 37065 81587 1.46% 0.112%
88 18.486 2657 2663 2673 rBV 631786 900685 16.12% 1.233%
89 18.563 2674 2676 2681 rVB6 19510 29989 0.54% 0.041%
90 19.133 2772 2773 2781 rBVS 16240 32431 0.58% 0.044%

91 19.644 2849 2860 2867 rBV9 80281 246950 4.42% 0.338%
92 19.744 2872 2877 2892 rBV2 350887 546724 9.79% 0.749%
93 19.897 2900 2903 2909 rVB4 48591 60823 1.09% 0.083%
94 20.008 2914 2922 2934 rBV 3466102 5587194 100.00% 7.650%
95 21.524 3175 3180 3191 rBV4 358149 605968 10.85% 0.830%

96 21.941 3243 3251 3263 rVB2 2358032 4262007 76.28% 5.835%
97 23.698 3544 3550 3561 rVB 219038 456625 8.17% 0.625%
98 25.149 3785 3797 3809 rBV2 1843158 5263365 94.20% 7.206%
99 25.384 3826 3837 3851 rVB3 1377196 4408082 78.90% 6.035%
100 26.589 4037 4042 4052 rVB7 95711 279743 5.01% 0.383%

Sum of corrected areas: 73036769
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG024335.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.49 4.94 ng/ul 900685 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76

Abundance Scan 2664 (18.492 min): BG024335.D (-2657) (-) m/z 43.10 100.00%

5000

213.2 A k

256.3
0 303.2 355.1394.8 474.8 18.20 18.40 18.60 18.80

m/z 73.05 91.82%
m/z-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #107549: n-Hexadecanoic acid
60.
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0
H - 021302560 m/z 55.05 90.82%
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73.0
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5000 129.0 m/z 60.10 88.97%
29.0 171.0
214.0
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m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72648: Tridecanoic acid
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.74 3.00 ng/ul 546724 Phenanthrene-d10 17.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83
Abundance Scan 2876 (19.738 min): BG024335.D (-2872) (-) m/z 43.05 100.00%
43.0 n
5000
171.2 2412
284.3 19.40 19.60 19.80 20.00
oy 341.0 4151 483.0 539.3 n/7z 57.10 83 300
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
3.0
5000 RS R BLER
19. 40 19. 60 19. 80 20.00
185.0 241.09284.0 m/z 73.10 82.91%
0 —T ‘I\
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43.0
19.40 19.60 19.80 20.00
5000 129.0 m/z 60.10 80.95%
5.0 1850 p4p 02840
s R S S S B R AN RN SRR SRR
miz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131260: Octadecanoic acid
43.0 19.40 19.60 19.80 20.00
m/z 55.10 69 .65%
5000
185.0 241.0
Ol A T
miz—-> 0 éo 100 150 200 250 300 350 400 450 500 1940 1960 1980 2000 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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: Cyclic21.52 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.52 2.84 ng/ul 605968 Chrysene-di12 21.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclodocosane. ethvl- 336 C24H48 1000151-22-6 90
2 1-Pentadecene 210 C15H30 013360-61-7 83
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 78
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 78
5 1-Tricosene 322 C23H46 018835-32-0 70
Abundance Scan 3179 (21.518 min): BG024335.D (-3175) (-) m/z 55.10 100.00%
5.1

7.0

5000

i

21.20 21.40 21.60 21.80
m/z 43.10 98.14%

392 2090 539

) 356.0 402.0443.2485.2

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174181: Cyclodocosane, ethyl-

7.0

5

5000 TT TTTT T T 1T TT 1T TTTT
21 20 21. 40 21 60 21. 80
m/z 57.05 87.48%
O b 01022302060 "1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43'083.0
R REER SRR SRR RS L
21.20 21.40 21.60 21.80
5000 m/z 83.10 83.30%
5.0 168.0210.0
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115907: Z-5-Nonadecene
5.0 97.0 21.20 21.40 21.60 21.80
m/z 97.05 72.62%
5000
266.0
o 139049, 02240
L B e o L B i e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG101316\
Data File : BG024335.D

Aca On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG0100716.M
SVOA CALIBRATION

Quant Method
Quant Title

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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.70 2.07 ng/ul 456625 Perylene-di12 25.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 90
2 trans-Farnesol 222 C15H260 000106-28-5 87
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 _beta.-D-Mannofuranoside, farnesyl- 384 C21H3606 1000155-15-5 64
Abundance Scan 3550 (23.698 min): BG024335.D (-3544) (-) m/z 69.10 100.00%
69.1
5000
136.1 SRR AR A A
191.0 23.40 23.60 23.80 24.00
0 23012830 T2 M192 4718 53941 nyz 81.10  47.29%
m/z—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
5000
23.40 23.60 23.80 24.00
m/z 41.05 29.14%
279 | | H 20 1010
Ot L1 H huu ‘ M.“‘.lu‘...‘ R B LA B L B
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
69.0
23140 23.60 23.80 24.00
5000 m/z 95.05 15.55%
ol 270 B“ﬂ%nm
m/z-> 0 55 160 1%0 200 250 300 3%0 460 4éo 560 '
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethy!-
69.0 23.40 23.60 23.80 24.00
m/z 68.10 13.31%
5000
136.0
o 219 4l 18802310
m/z-> 0 5'0 1(')0 1&1;0 200 250 300 3&1;0 4(')0 4&'30 5(')0 ' 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101316\
Data File : BG024335.D

Acq On : 14 Oct 2016 00:20

Operator : UM/SJ

Sample : H5166-16

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG0100716 .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]
n-Hexadecanoic acid 18.49 4.9 ng/ul 900685 4 17.64 3645860 20.0
Octadecanoic acid 19.74 3.0 ng/ul 546724 4 17.64 3645860 20.0
(DEL) Alkane: Cyc... 21.52 2.8 ng/ul 605968 5 21.94 4262010 20.0
2,6,10-Dodecatrie... 23.70 2.1 ng/ul 456625 6 25.38 4408080 20.0
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