LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080916\
Data File : BG023575.D
Acq On : 10 Aug 2016 3:10 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4362-07 PR001-SS005-0206-01
ALS Vial : 20 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_G\METHODS\SOMO2.2-EPA-BG080416 .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 4.034 198 203 209 rBvV4 21203 38201 0.88% 0.081%
2 5.197 397 401 405 rBv2 46001 64823 1.49% 0.138%
3 5.532 455 458 460 rBvV4 7646 9293 0.21% 0.020%
4 5.637 472 476 477 rBV3 10129 11369 0.26% 0.024%
5 5.649 477 478 482 rBV4 7115 8676 0.20% 0.018%
6 5.731 489 492 495 rBV5 6123 8407 0.19% 0.018%
7 7.294 752 758 770 rVV 383776 730933 16.84% 1.551%
8 7.376 770 772 775 rVB3 8667 8872 0.20% 0.019%
9 7.453 779 785 796 rvVB 302533 510832 11.77% 1.084%
10 7.664 814 821 829 rBV 364509 643816 14.83% 1.366%
11 7.993 876 877 882 rBV5 6055 7992 0.18% 0.017%
12 8.140 893 902 909 rVV 468272 828958 19.10% 1.759%
13 8.798 1011 1014 1017 rBv4 5242 8263 0.19% 0.018%
14 8.851 1017 1023 1035 rVV 444248 776163 17.88% 1.647%
15 9.250 1086 1091 1093 rBV5 6044 9222 0.21% 0.020%
16 9.315 1093 1102 1110 rBV 341093 660936 15.23% 1.403%
17 9.426 1116 1121 1123 rBV5 17414 26561 0.61% 0.056%
18 10.043 1218 1226 1236 rBV2 315348 580211 13.37% 1.231%
19 10.225 1254 1257 1261 rVB6 5930 8353 0.19% 0.018%
20 10.449 1291 1295 1300 rVB6 6997 14262 0.33% 0.030%

21 10.595 1311 1320 1332 rBV 459385 924213 21.29%% 1.961%
22 10.971 1377 1384 1396 rVB 721389 1341795 30.91% 2.847%
23 11.112 1400 1408 1419 rBV 306449 605451 13.95% 1.285%
24 11.988 1555 1557 1561 rBvV4 7177 9945 0.23% 0.021%
25 12.481 1636 1641 1647 rVV3 74062 133265 3.07% 0.283%

26 12.557 1650 1654 1658 rVB7 13230 20275 0.47% 0.043%
27 13.145 1749 1754 1757 rBV5 7886 11628 0.27% 0.025%
28 13.392 1791 1796 1802 rBV7 16331 29927 0.69% 0.064%
29 13.450 1802 1806 1810 rBV7 11306 17280 0.40% 0.037%
30 13.591 1825 1830 1834 rVB5 6842 11820 0.27% 0.025%
31 13.674 1840 1844 1847 rBV6 13619 23488 0.54% 0.050%
32 13.732 1851 1854 1857 rBV5 6464 9664 0.22% 0.021%
33 13.950 1889 1891 1894 rBV3 10425 9403 0.22% 0.020%
34 14.114 1915 1919 1924 rBV7 13310 22027 0.51% 0.047%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080916\
Data File : BG023575.D
Acq On : 10 Aug 2016 3:10 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4362-07 PR001-SS005-0206-01
ALS Vial : 20 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_G\METHODS\SOMO02.2-EPA-BG080416 .M
= SVOA CALIBRATION

35 14.196 1925 1933 1936 rVV 1076178 1577933 36.35% 3.348%

36 14.238 1936 1940 1948 rVB 1135575 1705764 39.30% 3.620%
37 14.490 1977 1983 1994 rVV 1116709 1818749 41.90% 3.859%

38 14.666 2008 2013 2016 rVV5 24969 34844 0.80% 0.074%
39 14.796 2027 2035 2044 rBV2 1326024 2245279 51.72% 4.764%
40 14.866 2044 2047 2049 rVB4 12199 15101 0.35% 0.032%
41 15.019 2065 2073 2088 rBVY 306586 759214 17 .49% 1.611%
42 15.172 2094 2099 2100 rBV5 13311 14784 0.34% 0.031%
43 15.277 2113 2117 2123 rVB7 15969 28231 0.65% 0.060%
44 15.401 2133 2138 2139 rBV5 8498 10956 0.25% 0.023%
45 15.471 2146 2150 2152 rVB5 9399 11702 0.27% 0.025%
46 15.577 2162 2168 2171 rBV 38378 62741 1.45% 0.133%
47 15.618 2171 2175 2181 rVB3 68055 87364 2.01% 0.185%
48 15.677 2183 2185 2189 rVB4 10655 12364 0.28% 0.026%
49 15.735 2193 2195 2198 rVv4 12186 11820 0.27% 0.025%
50 15.794 2198 2205 2212 rVV 1597304 2557209 58.91% 5.426%
51 15.841 2212 2213 2220 rVB7 24864 28457 0.66% 0.060%
52 15.918 2220 2226 2236 rBV 547647 839220 19.33% 1.781%
53 16.029 2243 2245 2250 rVB5 33950 44158 1.02% 0.094%
54 16.129 2258 2262 2265 rBV6 13983 24549 0.57% 0.052%
55 16.247 2279 2282 2285 rVB4 15357 16524 0.38% 0.035%
56 16.429 2311 2313 2318 rBV6 8024 12876 0.30% 0.027%
57 16.487 2318 2323 2333 rVV3 70399 155340 3.58% 0.330%
58 16.581 2336 2339 2341 rBV3 9093 10154 0.23% 0.022%
59 16.634 2346 2348 2351 rBV3 14973 17624 0.41% 0.037%
60 16.752 2365 2368 2371 rVB5 9630 10568 0.24% 0.022%
61 16.840 2378 2383 2384 rBV5 16805 23980 0.55% 0.051%
62 16.998 2406 2410 2418 rVB5 26055 47360 1.09% 0.100%
63 17.069 2418 2422 2423 rBV3 11236 14583 0.34% 0.031%
64 17.280 2454 2458 2462 rBV2 68759 94537 2.18% 0.201%
65 17.374 2472 2474 2479 rVB4 25254 32783 0.76% 0.070%

66 17.427 2479 2483 2490 rBV5 96542 158019 3.64% 0.335%
67 17.492 2490 2494 2499 rVvv4 55555 84379 1.94% 0.179%
68 17.562 2499 2506 2510 rVV2 1923663 3105639 71.55% 6.590%
69 17.604 2510 2513 2517 rVV 310583 448416 10.33% 0.952%
70 17.662 2517 2523 2536 rVB 1794139 2870110 66.12% 6.090%

71 18.026 2583 2585 2590 rVB3 37749 41295 0.95% 0.088%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG080916\
Data File : BG023575.D
Acq On : 10 Aug 2016 3:10 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4362-07 PR001-SS005-0206-01
ALS Vial : 20 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_G\METHODS\SOMO02.2-EPA-BG080416 .M

Title = SVOA CALIBRATION

72 18.109 2597 2599 2602 rBV3 9998 10120 0.23% 0.021%
73 18.144 2602 2605 2611 rVV6 21306 43019 0.99% 0.091%

74 18.314 2629 2634 2640 rVB7 78767 124360 2.86% 0.264%
75 18.432 2649 2654 2660 rBV2 664928 933440 21.50% 1.981%

76 18.485 2660 2663 2670 rVB3 129396 217904 5.02% 0.462%
77 18.632 2683 2688 2691 rBV3 97016 173429 4._00% 0.368%

78 18.720 2700 2703 2711 rVB7 49941 97197 2.24% 0.206%
79 18.931 2735 2739 2744 rBV2 53601 87352 2.01% 0.185%
80 18.978 2744 2747 2753 rVB4 56256 90555 2.09% 0.192%
81 19.225 2787 2789 2794 rVB2 41070 45253 1.04% 0.096%
82 19.266 2794 2796 2799 rVB3 28993 27803 0.64% 0.059%

83 19.348 2806 2810 2814 rBV2 120885 179115 4._.13% 0.380%
84 19.495 2829 2835 2837 rBV7 51847 100854 2.32% 0.214%
85 19.583 2847 2850 2851 rBV2 56422 58687 1.35% 0.125%

86 19.613 2851 2855 2862 rVB 642445 880022 20.27% 1.867%
87 19.701 2866 2870 2876 rvv4 196112 257793 5.94% 0.547%
88 19.947 2906 2912 2925 rVVv2 2295235 4340802 100.00% 9.211%
89 20.041 2925 2928 2934 rVB2 58717 95742 2.21% 0.203%
90 20.306 2967 2973 2979 rVB7 56008 136560 3.15% 0.290%

91 20.623 3025 3027 3032 rVB 76784 92406 2.13% 0.196%
92 20.770 3049 3052 3055 rVvB 59257 74431 1.71% 0.158%
93 21.487 3170 3174 3180 rBV3 186010 339633 7.82% 0.721%
94 21.739 3213 3217 3221 rVB2 129065 190651 4_.39% 0.405%
95 21.880 3233 3241 3247 rBV2 1991750 3757997 86.57% 7.974%

96 22.691 3376 3379 3382 rBV2 103809 135453 3.12% 0.287%
97 24.277 3643 3649 3656 rVB4 430072 995662 22.94% 2.113%
98 25.058 3772 3782 3790 rBV3 918190 2566101 59.12% 5.445%
99 25.293 3812 3822 3833 rBV2 1098294 3136411 72.25% 6.655%
100 26.480 4018 4024 4035 rVB5 245384 775775 17.87% 1.646%

Sum of corrected areas: 47125477
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

- Z:\HPCHEM1\BNA_ G\DATA\BG080916\

- BG023575.D

: 10 Aug 2016 3:10

- UM/SJ

H4362-07 PR001-SS005-0206-01
- 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416._M

Quant Title

TIC Library

SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG023575.D
2000000
1500000
1000000
10.97
8.14 8.85 10.60
500000 :
7.29,2.66 931 1004 111
. 4.03 5.20 5 573 M 8.80 9&53 0.28. 11.99 1@
T R R R R R ..., T T T T R P e [
Time--> 3.00 350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023575.D
19095
21.88
2000000 17.56
17.66
15.79
1500000 14.80
AAH.49
1000000
18.43 19.61
500000
0 13. IB3REEROT3] .8l IR ¥ A
Time--> mmlwommluommlﬁomm1%0ﬂm1womm1%omm1%ommzwomm2wonm2%o
Abundance TIC: BG023575.D
2000000
1500000
25.29
25.06
1000000
24.28
500000 26.48
O B S B e s B R B e o B I O SO
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\BGO080916\

Data File : BG023575.D

Acg On : 10 Aug 2016 3:10

Operator : UM/SJ

ﬁ?ggle i H4362-07 PRO001-SS005-0206-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416._M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.43 6.01 ng/ul 933440 Phenanthrene-d10 17.56
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 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 70
Abundance Scan 2654 (18.432 min): BG023575.D (-2649) (-) m/z 73.00 100.00%
7B
43
5000
2126, o e a ass 3 ' 1820 18.40 18.60 18.80
0 429 4 54 m/z 60.05 83.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6
5000 129 LR B BRI B B
mmmmmmmm
m‘ 15?m5”3 256 m/z 43.05 74 .58%
H H‘H ‘\H ] \ ‘ ‘ “
m/z--> 50 100 150 200 250 300 3éo 400 4éo 560 séo
Abundance
43 73
18.20 18.40 18.60 18.80
5000 256 m/z 57.05 64 .48%
129
213
101 = 157185
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
18.20 18.40 18.60 18.80
m/z 55.05 62.63%
5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO080916\

Data File : BG023575.D

Acg On : 10 Aug 2016 3:10

Operator : UM/SJ

ﬁ?ggle i H4362-07 PRO001-SS005-0206-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416._M
Quant Title : 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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.28 6.35 ng/ul 995662 Perylene-di12 25.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heptadecane 240 C17H36 000629-78-7 86
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
4 Pentadecane, 3-methyl- 226 Cl16H34 002882-96-4 86
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 3650 (24.283 min): BG023575.D (-3643) (-) m/z 57.05 100.00%
57
85
5000
13111 207 24.00 24.20 24.40 24.60
i e 207 somansaos o sos 410 sop san | St R T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
85
5000
24.00 24.20 24.40 24.60
- m/z 85.15 62.13%
L 0755y 338
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85 24.00 24.20 24.40 24.60
5000 m/z 43.15 58.15%
29 113

141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-

57 24.00 24.20 24.40 24.60
m/z 55.05 25.33%

5000 85

13
ﬁd }41169197 23[9267296323352

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24. OO 24 20 24. 40 24. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO080916\

Data File : BG023575.D

Acg On : 10 Aug 2016 3:10

Operator : UM/SJ

ﬁ?ggle i H4362-07 PRO001-SS005-0206-01
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416._M
Quant Title : 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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.48 4.95 ng/ul 775775 Perylene-d12 25.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 90
4 2-methylhexacosane 380 C27H56 1000376-72-7 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 4024 (26.480 min): BG023575.D (-4018) (-) m/z 57.05 100.00%
g7
85
5000

26.20 26.40 26.60 26.80

131
) ﬂjll 169 211 250 283 316343 380 416 461489

SN B W 00 S WO i s ot SR o M S m/z 71.10 88.93%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57
85
5000
26.20 26.40 26.60 26.80
29 m/z 85.10 67.09%

| | \w MJ | 141169197 225 253 296

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
57
26.20 26.40 26.60 26.80
5000 85 m/z 43.05 53.01%
11314
29 169 197 225 253 281 309 337 365 393 422
et R I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #96002: Tridecanol, 2-ethyl-2-methyl- AR B a e B
57 26.20 26.40 26.60 26.80
m/z 55.05 26.27%
5000 85
113 211
141
m/z--> 0 50 100 150 200 250 300 350 400 450 26 20 26 40 26. 60 26. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO080916\

Data File : BG023575.D

Acg On : 10 Aug 2016 3:10

Operator : UM/SJ

ﬁ?ggle i H4362-07 PRO001-SS005-0206-01
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG080416_M
Quant Title : 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 18.43 6.0 ng/ul 933440 4 17.56 3105640 20.0
(DEL) Alkane: Str... 24.28 6.3 ng/ul 995662 6 25.29 3136410 20.0
(DEL) Alkane: Str... 26.48 5.0 ng/ul 775775 6 25.29 3136410 20.0
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