LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 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\SOMO02.2-EPA-BG111416.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 3.413 95 98 101 rvB4 9462 10259 0.28% 0.025%
2 3.625 129 134 140 rvVB4 27044 50706 1.36% 0.124%
3 3.983 192 195 197 rVvB4 12030 8972 0.24% 0.022%
4 4.065 206 209 213 rvB4 8290 10291 0.28% 0.025%
5 4.394 263 265 270 rVB5 11240 13605 0.37% 0.033%
6 4 _.553 289 292 297 rBv4 6989 10226 0.27% 0.025%
7 4.647 306 308 316 rBV7Y 7326 13946 0.37% 0.034%
8 4.724 316 321 325 rVve6 5557 10752 0.29% 0.026%
9 4.847 339 342 349 rVBY 5911 10342 0.28% 0.025%
10 5.006 368 369 378 rBV6 7405 15784 0.42% 0.038%
11 5.170 393 397 399 rBv4 8302 9808 0.26% 0.024%
12 5.329 419 424 432 rVB5 12658 21952 0.59% 0.053%
13 5.752 493 496 499 rvB4 11968 12735 0.34% 0.031%
14 5.975 530 534 539 rBV4 7482 12339 0.33% 0.030%
15 6.010 539 540 549 rVB3 6887 10013 0.27% 0.024%
16 6.304 585 590 593 rBV5 6537 10236 0.27% 0.025%
17 6.704 657 658 664 rBv4 8063 13049 0.35% 0.032%
18 7.221 741 746 750 rVvV5 9099 16175 0.43% 0.039%
19 7.262 750 753 759 rVB5 7247 10977 0.29% 0.027%

20 7.397 768 776 790 rBv2 507209 1012931 27.18% 2.468%

21 7.573 796 806 819 rvv 350656 618162 16.59% 1.506%

22 7.679 819 824 827 rvv4 6688 9324 0.25% 0.023%
23 7.708 827 829 835 rvvs 5968 9759 0.26% 0.024%
24 7.785 835 842 855 rvv 473478 863298 23.16% 2.103%
25 7.873 855 857 862 rvVB3 9125 13472 0.36% 0.033%
26 7.955 869 871 877 rVB5 7413 10570 0.28% 0.026%
27 8.061 883 889 892 rBV3 6917 13064 0.35% 0.032%
28 8.261 908 923 935 rBv2 399951 747965 20.07% 1.822%
29 8.460 956 957 962 rVB4 6946 9451 0.25% 0.023%
30 8.560 969 974 978 rBV3 6422 15737 0.42% 0.038%
31 8.772 1006 1010 1013 rBV2 8519 12243 0.33% 0.030%
32 8.954 1027 1041 1050 rBV 634769 1195499 32.08% 2.912%
33 9.218 1081 1086 1088 rBV3 5963 10153 0.27% 0.025%

34 9.436 1114 1123 1134 rBV2 514043 967524 25.96% 2.357%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG111416.M
Title = SVOA CALIBRATION
35 9.577 1142 1147 1151 rVB7 10537 18996 0.51% 0.046%
36 9.771 1174 1180 1190 rBV1O0 15067 40617 1.09% 0.099%
37 10.158 1236 1246 1256 rBV 469601 862844 23.15% 2.102%
38 10.387 1282 1285 1289 rBV2 7786 11736 0.31% 0.029%
39 10.699 1328 1338 1350 rBV 651609 1288104 34.56% 3.138%
40 10.963 1379 1383 1388 rVB4 7700 9641 0.26% 0.023%

41 11.087 1396 1404 1412 rBV 567495 1073100 28.79% 2.614%
42 11.222 1419 1427 1442 rBVY 381709 758844 20.36% 1.849%

43 11.445 1463 1465 1469 rBV3 5377 9047 0.24% 0.022%
44 11.839 1526 1532 1535 rBVS8 9740 15239 0.41% 0.037%
45 11.880 1537 1539 1545 rVB5 6508 11010 0.30% 0.027%
46 12.391 1622 1626 1629 rVB3 8065 9862 0.26% 0.024%
47 12.655 1666 1671 1675 rVB4 12889 22658 0.61% 0.055%
48 13.466 1803 1809 1812 rBV5 9194 15228 0.41% 0.037%
49 13.666 1837 1843 1849 rBV6 14180 21222 0.57% 0.052%
50 13.736 1849 1855 1862 rVB4 29776 47096 1.26% 0.115%
51 14.066 1904 1911 1917 rBV4 23224 43645 1.17% 0.106%

52 14.271 1933 1946 1950 rBV 1315916 1997676 53.60% 4 _866%
53 14.318 1950 1954 1960 rVvVv 239201 355979 9.55% 0.867%
54 14.371 1960 1963 1970 rVVv7 10272 20361 0.55% 0.050%
55 14.577 1991 1998 2007 rBV 1403183 2227886 59.78% 5.427%

56 14.729 2019 2024 2032 rBV4 30062 52775 1.42% 0.129%
57 14.876 2038 2049 2058 rBV 1017557 1658544 44 _.50% 4.040%
58 15.011 2066 2072 2073 rBV5 5406 10240 0.27% 0.025%
59 15.058 2073 2080 2092 rBV 563768 1018084 27.32% 2.480%
60 15.241 2104 2111 2114 rBVG6 13832 34165 0.92% 0.083%
61 15.340 2124 2128 2132 rBV6 16526 23895 0.64% 0.058%
62 15.423 2137 2142 2145 rVB7 6302 9751 0.26% 0.024%
63 15.628 2171 2177 2180 rBV3 41473 61952 1.66% 0.151%
64 15.670 2180 2184 2190 rVB2 81945 117111 3.14% 0.285%
65 15.764 2197 2200 2204 rBV5 13262 19207 0.52% 0.047%

66 15.863 2209 2217 2229 rBV 1868255 2991911 80.28% 7.289%
67 15.975 2229 2236 2246 rVV2 521976 813745 21.83% 1.982%

68 16.081 2246 2254 2256 rVVv4 27754 59436 1.59% 0.145%
69 16.104 2256 2258 2265 rVB7 30745 38843 1.04% 0.095%
70 16.181 2267 2271 2275 rVB6 10271 16388 0.44% 0.040%
71 16.222 2275 2278 2283 rBV6 15081 21060 0.57% 0.051%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA G\METHODS\SOMO2.2-EPA-BG111416.M

Title = SVOA CALIBRATION

72 16.292 2288 2290 2297 rVBS8 13990 14500 0.39% 0.035%
73 16.422 2311 2312 2318 rBV6 10699 13400 0.36% 0.033%
74 16.527 2326 2330 2343 rBV 90262 173509 4.66% 0.423%
75 16.809 2373 2378 2384 rBV9 12651 29188 0.78% 0.071%
76 16.868 2384 2388 2392 rVV7 11006 18556 0.50% 0.045%
77 16.968 2402 2405 2408 rBV3 12870 15261 0.41% 0.037%
78 17.103 2425 2428 2432 rVB4 13358 16379 0.44% 0.040%
79 17.156 2432 2437 2440 rVB6 11012 19201 0.52% 0.047%
80 17.321 2461 2465 2470 rBv4 69675 95024 2.55% 0.231%
81 17.373 2470 2474 2477 rVV3 15833 23519 0.63% 0.057%
82 17.462 2487 2489 2491 rBV3 9783 10122 0.27% 0.025%

83 17.620 2508 2516 2526 rVV 1251362 2014747 54.06% 4.908%
84 17.720 2526 2533 2541 rVB2 1949357 3146570 84.43% 7.665%

85 17.873 2553 2559 2566 rBV2 25164 65252 1.75% 0.159%
86 18.061 2587 2591 2600 rBV7 33128 54114 1.45% 0.132%
87 18.460 2654 2659 2669 rBvV2 198251 302849 8.13% 0.738%
88 18.789 2710 2715 2720 rVBS8 15849 27519 0.74% 0.067%
89 18.842 2722 2724 2726 rBV3 12425 12923 0.35% 0.031%
90 19.019 2752 2754 2760 rVB6 8436 10376 0.28% 0.025%
91 19.624 2854 2857 2864 rVB6 37530 66062 1.77% 0.161%
92 19.718 2869 2873 2880 rBVS 73987 108359 2.91% 0.264%
93 19.876 2898 2900 2908 rVBS8 30181 40330 1.08% 0.098%

94 19.994 2913 2920 2931 rVB 2461640 3649404 97.92% 8.890%
95 21.492 3171 3175 3192 rBV8 124695 331273 8.89% 0.807%

96 21.921 3240 3248 3258 rVB 1392163 2483366 66.63% 6.050%
97 23.425 3500 3504 3511 rVB5 168635 311059 8.35% 0.758%
98 23.631 3535 3539 3547 rVB2 100354 192643 5.17% 0.469%
99 25.117 3780 3792 3810 rVB2 1193002 3726997 100.00% 9.079%
100 25.352 3824 3832 3847 rVB2 817195 2487965 66.76% 6.061%

Sum of corrected areas: 41049684
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111416.M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG024862.D
2500000
2000000
1500000
1000000
8.95 107041 09
500000 11.22
o 3.43,62 3467 4 EBEALE 5733 57%H906.30 6.70 _772h 7.4AEH6G | 88168.77| 9.22 l 10. L 12.3%.6
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG024862.D
2500000 19,99
2000000 15.86 1772
21.92
1500000 14.58
14.27 17.d2
14.88
1000000
15.06 15.98
500000
14.32 18.46 21.49
o 13.2%5744.01h. 3714, 785 [o s ST deeeRS; S mmrif Rag 17 .00 | mBmmos 193
B B e e T o e o e e e L L s e B
Time-->  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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG024862.D
2500000
2000000
1500000
25.12
1000000 25.35
500000 -
ﬁ%§.63
e\, NIVANIIDINE A s
¥y T T e e e
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:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111416.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.

18.46 3.01 ng/ul 302849 Phenanthrene-d10 17.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 86

Abundance Scan 2659 (18.460 min): BG024862.D (-2654) (-) m/z 73.10 100.00%

5000

18.20 18.40 18.60 18.80
m/z 43.10 84.23%

o 256 291 325 362 401 435 471498527
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #107548: n-Hexadecanoic acid
43 7,
5000 256
129 18.20 18.40 18.60 18.80
213 m/z 57.10 82.81%
| Hl 1 | 157185
ol NWWMthMJJq.uH.‘”..,.”.,..”,....“...,”..
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.20 18.40 18.60 18.80
5000 129 m/z 60.10 74.42%
199
101 157 242
15
O L A o o o o LU i o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43 18.20 18.40 18.60 18.80

m/z 55.10 71.23%

5000

241 284

T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111416.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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.49 2.67 ng/ul 331273 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Androst-1.4.16-triene-3.20-dione... 444 C25H29F06 051092-17-2 14
2 .beta. Carotene 536 C40H56 007235-40-7 10
3 Cholestan-6-en-3-o0l. O-acetvl-24... 538 C34H5005 1000214-17-0 9
4 _beta. Carotene 536 C40H56 007235-40-7 9
5 Lanosta-7,9(11)-diene-3.beta.,18... 542 C34H5405 024041-72-3 9
Abundance Scan 3175 (21.492 min): BG024862.D (-3171) (-) m/z 55.10 100.00%
55
83
5000
177298 265 356 21,20 21,40 21.60 21.80
239 305 393 444 . . .
oLl 2R wm/z 57.10 70.67%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #225803: Androst-1,4,16-triene-3,20-dione, 11,22-diacetoxy...
43
121
5000 L BN BRI SV SR
311 244 21,20 21.40 21.60 21.80
o1 | 160 . 263 m/z 43.10 70.08%
311
[o) I .‘.H“. .‘“ IuhHl W\ 235 39 401
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 119
a o || 2020 710 700 2E0
5000 e 44 m/z 83.15 62.08%
171
209
. 239267593 331 378 415
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #238365: Cholestan-6-en-3-ol, O-acetyl-24-methyl-5,8-[tetr... e R AR EE R
43 21.20 21.40 21.60 21.80
m/z 69.10 58.66%
5000
538
OlwmmmmWMMWWMMmmm
miz--> 50 100 150 200 250 300 350 400 450 500 2120 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112116\
Data File : BG024862.D

Aca On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG111416.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 13-Docosenamide, (Z2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

23.43 2.51 ng/ul 311059 Chrysene-di12 21.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 70
2 Behenic amide 339 C22H45N0 003061-75-4 62
3 7-Nonenamide 155 C9H17NO 090949-53-4 53
4 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 50
5 3-Hexadecanol 242 C16H340 000593-03-3 50

Abundance Scan 3505 (23.431 min): BG024862.D (-3500) (-) m/z 59.10 100.00%

59
5000

23.20 23.40 23.60 23.80

248 282 327353380 415443469 499

o} m/z 57.10 66.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #174697: 13-Docosenamide, (2)-
59
5000 BN SRS BULRUR BN U
137 23 20 23. 40 23. 60 23. 80

m/z 72.05 60.82%

| h\n ‘m‘ | M 165193 240267204 3%

0...‘.‘, P T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
23.20 23.40 23.60 23.80
5000 m/z 43.10 60.17%
339
97 128 296
o 29 156184 222250
L o o o o e B I LI i o o R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28131: 7-Nonenamide B Rl R
5 23.20 23.40 23.60 23.80
m/z 55.10 53.08%
5000
29 98 126 155
o} %.Hﬂ.%n.,h... L BN i i o e R R RREEEEEE
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23. 60 23. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112116\
Data File : BG024862.D

Acq On : 21 Nov 2016 17:11

Operator : UM/SJ

Sample : H5694-06

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG111416 .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 18.46 3.0 ng/ul 302849 4 17.62 2014750 20.0
unknown-01 21.49 2.7 ng/ul 331273 5 21.92 2483370 20.0
13-Docosenamide, ... 23.43 2.5 ng/ul 311059 5 21.92 2483370 20.0
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