LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 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\SOM-EPA-BG080217 .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 4.333 124 127 132 rVB7 3481 5197 0.54% 0.064%
2 4.709 189 191 197 rBvV3 1473 2447 0.25% 0.030%
3 4.768 197 201 208 rvVB6 2164 3735 0.39% 0.046%
4 4.827 210 211 214 rVB2 2866 2422 0.25% 0.030%
5 4.868 214 218 220 rBv4 2502 3636 0.38% 0.045%
6 5.150 265 266 271 rBV2 1343 2161 0.22% 0.027%
7 5.444 312 316 319 rBV3 3235 4855 0.51% 0.060%
8 5.602 340 343 347 rVB2 2627 2816 0.29% 0.035%
9 6.307 460 463 467 rBvV2 2044 3146 0.33% 0.039%
10 6.501 494 496 499 rvB2 2804 2130 0.22% 0.026%
11 6.537 499 502 505 rBvV3 2422 2167 0.23% 0.027%
12 6.678 524 526 532 rVB5 2021 3126 0.33% 0.038%
13 7.018 577 584 587 rvVv4 1745 3391 0.35% 0.042%
14 7.059 587 591 592 rVB3 1752 2182 0.23% 0.027%
15 7.500 659 666 676 rBV 48128 96673 10.06% 1.188%
16 7.659 685 693 700 rBV3 36653 66856 6.96% 0.822%
17 7.876 722 730 743 rBV3 48309 89843 9.35% 1.104%
18 8.346 802 810 822 rBV 127054 224631 23.38% 2.761%
19 8.781 881 884 887 rVB2 1496 2158 0.22% 0.027%
20 8.869 894 899 901 rVB3 1459 2171 0.23% 0.027%
21 9.039 922 928 937 rBV2 46250 92495 9.63% 1.137%
22 9.163 947 949 953 rBV2 2255 2872 0.30% 0.035%
23 9.227 957 960 964 rVB2 2177 2617 0.27% 0.032%
24 9.510 1002 1008 1017 rvVvB2 50868 96939 10.09% 1.191%
25 10.238 1124 1132 1140 rBV3 46778 90154 9.38% 1.108%
26 10.502 1173 1177 1181 rBV 2417 2522 0.26% 0.031%
27 10.638 1198 1200 1204 rVB2 1704 2241 0.23% 0.028%
28 10.732 1210 1216 1217 rBV2 1844 3366 0.35% 0.041%

29 10.784 1217 1225 1234 rVV2 58270 121848 12.68% 1.497%
30 11.161 1281 1289 1300 rBV 196600 364138 37.89% 4_475%

31 11.302 1306 1313 1330 rVB4 29570 72922 7.59% 0.896%
32 11.425 1330 1334 1335 rBV3 1862 2453 0.26% 0.030%
33 11.736 1385 1387 1394 rVB4 1802 3031 0.32% 0.037%
34 11.871 1406 1410 1416 rVB4 1288 2654 0.28% 0.033%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 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\SOM-EPA-BG080217 .M

Title = SVOA CALIBRATION

35 12.289 1480 1481 1487 rBV3 1588 2695 0.28% 0.033%
36 12.729 1554 1556 1561 rVB3 1915 2876 0.30% 0.035%
37 12.794 1565 1567 1573 rBV2 1958 4048 0.42% 0.050%
38 13.070 1612 1614 1618 rBV3 1704 2531 0.26% 0.031%
39 13.364 1662 1664 1669 rVB2 2503 4009 0.42% 0.049%
40 13.552 1689 1696 1704 rVB7 2079 5981 0.62% 0.074%
41 13.699 1719 1721 1725 rBV4 1914 2337 0.24% 0.029%
42 13.740 1725 1728 1733 rVV4 1687 3107 0.32% 0.038%
43 14.339 1824 1830 1834 rBV 157252 234442 24 _.40% 2.881%
44 14.386 1834 1838 1845 rVB2 61271 94080 9.79% 1.156%

45 14.645 1874 1882 1893 rBVY 148241 245913 25.59% 3.022%

46 14.950 1927 1934 1943 rVB2 352667 587258 61.11% 7.217%

47 15.162 1964 1970 1987 rBV3 19487 51633 5.37% 0.635%
48 15.632 2046 2050 2053 rBV2 3035 4507 0.47% 0.055%
49 15.702 2060 2062 2066 rBV3 1808 2781 0.29% 0.034%
50 15.749 2066 2070 2075 rVB4 4932 8048 0.84% 0.099%

51 15.937 2094 2102 2109 rBV 214552 337267 35.10% 4.145%
52 16.055 2115 2122 2134 rBV2 59709 103758 10.80% 1.275%

53 16.372 2174 2176 2180 rBV2 2115 2275 0.24% 0.028%
54 16.466 2190 2192 2196 rBV3 2535 2414 0.25% 0.030%
55 16.613 2213 2217 2227 rBV6 5800 14370 1.50% 0.177%
56 17.065 2292 2294 2298 rBV5 2332 3636 0.38% 0.045%
57 17.212 2317 2319 2325 rVB5 5774 8851 0.92% 0.109%
58 17.406 2348 2352 2358 rVB3 6899 9362 0.97% 0.115%

59 17.700 2394 2402 2413 rBV 509835 812032 84.50% 9.979%
60 17.800 2413 2419 2428 rVB 241359 382617 39.82% 4.702%

61 18.546 2541 2546 2556 rBvV4 33508 59943 6.24% 0.737%
62 18.822 2591 2593 2598 rBV6 3304 4804 0.50% 0.059%
63 19.803 2757 2760 2768 rBV6 22447 30825 3.21% 0.379%
64 20.074 2799 2806 2817 rBV 333724 517506 53.85% 6.360%
65 21.595 3061 3065 3078 rVB4 35072 77681 8.08% 0.955%

66 22.030 3131 3139 3152 rBV 530711 960975 100.00% 11.810%
67 23.957 3460 3467 3475 rBV2 125421 259361 26.99% 3.187%
68 24.439 3544 3549 3557 rVB2 65725 142039 14.78% 1.746%
69 24.527 3558 3564 3573 rBV6 41035 131037 13.64% 1.610%
70 25.279 3684 3692 3703 rVB3 146570 438264 45.61% 5.386%

71 25.526 3726 3734 3746 rVB2 283859 897872 93.43% 11.034%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA G\METHODS\SOM-EPA-BG080217 .M
SVOA CALIBRATION

72 26.701 3925 3934 3943 rVB3 92324 298138 31.02% 3.664%

Sum of corrected areas: 8137268
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.M
SVOA CALIBRATION

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

Abundance TIC: BG028393.D

500000

400000

300000

200000 11.16

100000

7506458

o 4.33 4mEy5.155.4160 6.3G W68 77[WB

Time--> 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG028393.D
17.70 22,03

500000

400000
14.95 20.07

300000
17.80
15.94
200000
14.344 64

100000 14.39 6.05 21.60

15.16 18.55 19.80
3. BBIES 70! N :5) 166661 17102141 )\ .18.82

(O i B B e e o o o e B B B B B e B LA o i o o o i

Time-->  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: BG028393.D

500000

400000

25.53
300000

200000 25.28
23.96
26.70

100000 2 4%3 ‘ \

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 : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 Octadecanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.96 5.78 ng/ul 259361 Perylene-di12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1.19-Eicosadiene 278 C20H38 014811-95-1 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Hexadecanal 240 C16H320 000629-80-1 86
5 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 86
Abundance Scan 3467 (23.957 min): BG028393.D (-3460) (-) m/z 57.10 100.00%

571.1
5000 6.0

372 2070 55133052 355.0 4871 23160 23.80 24,00 2420
' : ' m/z 43.05 89.18%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal
43.0 82.0

5000 T I
23,60 23.80 24.00 24.20

m/z 55.10 73 .53%

‘ 24.0 250.0
T e 2
mz—-> 0 50 100 150 200 250 300 350 400 450
Abundance

55.0

96.0 23 60 23. 80 24 00 24.20
5000 m/z 82.10 66.44%
15.0 137.0 1800  250.0
T T T T T T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #105849: Heptadecanal
43.0 23.60 23.80 24.00 24.20

m/z 83.10 47 .99%

5000

23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .44 3.16 ng/ul 142039 Perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 83
3 Heptadecane 240 C17H36 000629-78-7 72
4 Tetracosane 338 C24H50 000646-31-1 72
5 Hentriacontane 437 C31H64 000630-04-6 64
Abundance Scan 3549 (24.439 min): BG028393.D (-3544) (-) m/z 57.10 100.00%
57.1
5000 85.1

24.20 24.40 24.60 24.80
‘ [1 141.1169.2 207.0 254.1 296.1327.0356.0
L] 692 2070 2541 2961327.03%60 | - TR0 57, 5av

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L
24 20 24. 40 24, 60 24 80
29.0 13 m/z 85.10 41.95%
I \ b ‘f °141.0160.0197.0225.0253.0  296.0
T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
24.20 24.40 24.60 24.80
5000 85.0 m/z 71.10 41.31%
29.0 30
113.0141.0169.0197.0225.0254.0
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0 24.20 24.40 24.60 24.80
m/z 99.20 17.18%
85.0
5000
29.0

m/z--> 50 100 150 200 250 300 350 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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: Cyclic24.53 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
2453 2.92 ng/ul 131037  perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Eicosere 280 C20H40 003452-07-1 86

959261-23-5 74
959092-08-1 74

2 Heptafluorobutvric acid. pentade... 424 C19H31F702
3 Pentafluoropropionic acid. penta... 374 C18H31F502

4 1-Octadecanol 270 C18H380 000112-92-5 74
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 74
Abundance Scan 3564 (24.527 min): BG028393.D (-3558) (-) m/z 57.10 100.00%
57.1
5000
89.1 1910 5377 2820 4021 24.20 24.40 24.60 24.80
—— m/z 43.10 96 .44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127767: 1-Eicosene
43.0
83.0
5000 TT [T T I T [T T T T[T T T T[T TTT]
24.20 24.40 24.60 24.80
‘ 250 280.0 m/z 55.10 74.97%
167.0
M h B -] NN
m/z--> 200 250 300 350 400
Abundance
57.0
970 |||||||||||||||||||||||
24.20 24.40 24.60 24.80
5000 m/z 83.10 71.41%
169.0
26,0 138.0 210.0 255.0 406.0
i L T e e L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 24.20 24.40 24.60 24.80
97.0 m/z 69.10 54 .28%
5000
260 | || ‘ | J[$390 17702100 2550 356.0
e e T o e L e e
m/z--> 50 100 150 200 250 300 350 400 24.20 24.40 24.60 24.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA G\DATA\BG082117\
Data File : BG028393.D

Aca On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1I\BNA G\METHODS\SOM-EPA-BG080217_.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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
26.70 6.64 ng/ul 298138 Perylene-d12 25.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 86
Abundance Scan 3934 (26.701 min): BG028393.D (-3925) (-) m/z 57.10 100.00%
57.1
5000
9.1 26.40 26.60 26.80 27.00
155.2 221.0 : : : :
A b 2, 20 asT0 s 4TSl G B A5
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105893: Heptadecane, 2-methyl-
43.0
5000
850 26.40 26.60 26.80 27.00
m/z 43.10 51.65%
| h h w 127.0 169.0 21%O 254.0
m/z--> 50 160 1éo 200 2%0 300 350 400 450
Abundance
57.0
26.40 26.60 26.80 27.00
5000 m/z 85.10 47 .60%
99.0
141.0 183.0 2250 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
57.0 26.40 26.60 26.80 27.00
m/z 55.10 27 .54%
5000
99.0
Al eoes0 PO e o o] i e
m/z--> 50 100 150 200 250 300 350 400 450 26.40 26.60 26.80 27.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEMI1\BNA_G\DATA\BG082117\
Data File : BG028393.D

Acq On : 21 Aug 2017 16:44

Operator : SJ/JU

Sample : 14713-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOM-EPA-BG080217 .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]
Octadecanal 23.96 5.8 ng/ul 259361 6 25.53 897872 20.0
(DEL) Alkane: Str... 24.44 3.2 ng/ul 142039 6 25.53 897872 20.0
(DEL) Alkane: Cyc... 24.53 2.9 ng/ul 131037 6 25.53 897872 20.0
(DEL) Alkane: Str... 26.70 6.6 ng/ul 298138 6 25.53 897872 20.0
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