LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG011817 .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 3.009 26 29 34 rvvs 11067 17534 0.86% 0.069%
2 3.062 34 38 46 rvB2 52575 78249 3.84% 0.307%
3 3.144 49 52 55 rvB4 11441 10753 0.53% 0.042%
4 3.285 75 76 81 rvB3 10880 13405 0.66% 0.053%
5 3.344 81 86 88 rBV5 7803 13401 0.66% 0.053%
6 3.497 108 112 120 rVB5 14469 24988 1.23% 0.098%
7 4.008 196 199 206 rBv4 22700 39988 1.96% 0.157%
8 4.178 224 228 232 rBV5 5370 10440 0.51% 0.041%
9 4.225 232 236 238 rVB3 6477 8877 0.44% 0.035%
10 4.278 241 245 246 rBv4 6604 8588 0.42% 0.034%
11 4.725 320 321 326 rBv4 6219 9259 0.45% 0.036%
12 4.954 357 360 365 rBV6 4996 8500 0.42% 0.033%
13 5.224 403 406 417 rVB7 10187 30286 1.49% 0.119%
14 5.365 426 430 434 rBV5 5572 10814 0.53% 0.042%
15 5.735 489 493 496 rBvV4 7748 9493 0.47% 0.037%
16 5.894 515 520 523 rBv4 6750 9812 0.48% 0.039%
17 6.376 596 602 604 rBV5 6954 12162 0.60% 0.048%
18 6.617 637 643 648 rBV6 13674 18635 0.91% 0.073%
19 6.717 651 660 667 rBV6 12077 39984 1.96% 0.157%
20 6.817 674 677 683 rVvB4 6609 10956 0.54% 0.043%

21 7.334 759 765 781 rBV2 247044 654232 32.09% 2.569%
22 7.480 784 790 802 rVB 211432 381561 18.72% 1.498%
23 7.698 817 827 837 rBV 278867 550199 26.99% 2.160%
24 8.068 884 890 895 rvB8 6507 13897 0.68% 0.055%
25 8.168 900 907 920 rvv 328126 628751 30.84% 2.469%

26 8.797 1011 1014 1020 rBV5 5596 10058 0.49% 0.039%
27 8.891 1020 1030 1044 rBV2 272045 605571 29.70% 2.378%
28 9.190 1079 1081 1086 rBv4 6809 9175 0.45% 0.036%
29 9.349 1102 1108 1123 rBV 278226 564375 27.68% 2.216%
30 9.572 1140 1146 1148 rBV5 5362 9078 0.45% 0.036%
31 9.660 1154 1161 1166 rBV6 19417 33475 1.64% 0.131%
32 9.960 1207 1212 1217 rVB5 4749 8826 0.43% 0.035%
33 10.077 1225 1232 1247 rBV 235354 508465 24.94% 1.996%
34 10.483 1297 1301 1307 rVB6 8556 14154 0.69% 0.056%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG011817 .M

Title = SVOA CALIBRATION

35 10.542 1307 1311 1316 rBV5 6122 12437 0.61% 0.049%
36 10.636 1316 1327 1344 rBV 268178 676913 33.20% 2.658%
37 10.841 1358 1362 1366 rVB6 4879 8456 0.41% 0.033%
38 10.871 1366 1367 1373 rVB3 6213 9057 0.44% 0.036%

39 10.988 1377 1387 1397 rBV 496648 904128 44.35% 3.550%
40 11.147 1406 1414 1430 rBV 198742 488820 23.98% 1.919%

41 11.811 1520 1527 1528 rBV6 5048 8714 0.43% 0.034%
42 12.010 1552 1561 1564 rVB5 7092 16009 0.79% 0.063%
43 12.475 1636 1640 1646 rVB4 9073 18462 0.91% 0.072%
44 12.598 1652 1661 1662 rBV5 5015 10481 0.51% 0.041%
45 13.074 1737 1742 1745 rVB4 5074 8392 0.41% 0.033%
46 13.379 1786 1794 1800 rBV6 6254 17854 0.88% 0.070%
47 13.656 1837 1841 1849 rVV5 8892 15317 0.75% 0.060%
48 13.838 1869 1872 1876 rVB3 7149 9019 0.44% 0.035%
49 13.885 1876 1880 1883 rBV5 9025 13823 0.68% 0.054%

50 14.190 1924 1932 1937 rBV2 625242 986244 48.38% 3.872%

51 14.237 1937 1940 1956 rVB 89153 161912 7.94% 0.636%

52 14.396 1964 1967 1973 rVB5 4946 8892 0.44% 0.035%
53 14.496 1973 1984 1996 rBV 747819 1213939 59.55% 4._.766%
54 14.631 2004 2007 2018 rVB6 16041 27561 1.35% 0.108%

55 14.795 2028 2035 2044 rBV 810267 1294273 63.49% 5.081%

56 15.060 2072 2080 2097 rBV4 114374 401425 19.69% 1.576%

57 15.183 2097 2101 2108 rVB10 17270 42375 2.08% 0.166%
58 15.536 2154 2161 2165 rBV5 7638 14409 0.71% 0.057%
59 15.583 2165 2169 2174 rVB2 37888 53838 2.64% 0.211%

60 15.783 2197 2203 2218 rBV2 925845 1542692 75.67% 6.057%

61 15.941 2224 2230 2242 rBV4 178690 391714 19.21% 1.538%

62 16.023 2242 2244 2250 rVB6 15015 25601 1.26% 0.101%
63 16.206 2273 2275 2281 rVB6 9895 12504 0.61% 0.049%
64 16.394 2300 2307 2310 rBV6 6479 13799 0.68% 0.054%
65 16.441 2310 2315 2324 rVV2 40683 79310 3.89% 0.311%
66 16.840 2380 2383 2390 rVBS8 8477 10647 0.52% 0.042%
67 16.905 2390 2394 2396 rBv4 5457 8770 0.43% 0.034%
68 17.057 2417 2420 2427 rVBS8 8817 17770 0.87% 0.070%
69 17.122 2427 2431 2435 rBV6 6776 9389 0.46% 0.037%
70 17.234 2443 2450 2454 rVvVv 40374 59154 2.90% 0.232%
71 17.281 2454 2458 2463 rVV7 14256 20252 0.99% 0.080%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BG011817 .M
Title = SVOA CALIBRATION
72 17.340 2465 2468 2473 rVB5 9853 10882 0.53% 0.043%

73 17.539 2495 2502 2511 rVB 1019417 1655361 81.20% 6.499%
74 17.645 2511 2520 2529 rBV2 1022551 1696512 83.22% 6.661%

75 17.839 2551 2553 2557 rVB5 7560 9584 0.47% 0.038%
76 17.968 2571 2575 2579 rVB5 18039 21235 1.04% 0.083%
77 18.274 2624 2627 2633 rBV7 7061 13905 0.68% 0.055%
78 18.332 2633 2637 2641 rBVY7 13443 28539 1.40% 0.112%
79 18.385 2641 2646 2655 rVv8 47480 101212 4._.96% 0.397%
80 18.579 2675 2679 2682 rBv4 8679 14541 0.71% 0.057%
81 18.697 2696 2699 2706 rVB7 15654 25197 1.24% 0.099%
82 18.932 2735 2739 2741 rBV5 8454 11267 0.55% 0.044%
83 19.478 2829 2832 2834 rBV3 9471 10907 0.54% 0.043%
84 19.560 2843 2846 2854 rVB6 22414 34250 1.68% 0.134%
85 19.660 2857 2863 2871 rBV10 18160 48523 2.38% 0.191%
86 19.778 2880 2883 2885 rBv4 10285 11762 0.58% 0.046%
87 19.813 2885 2889 2894 rVB5 27500 37121 1.82% 0.146%
88 19.919 2900 2907 2919 rBV 1377725 2038677 100.00% 8.004%
89 20.130 2941 2943 2946 rBV3 11539 13543 0.66% 0.053%
90 20.359 2981 2982 2988 rBV6 15664 22543 1.11% 0.089%
91 21.405 3151 3160 3162 rBV6 41665 120764 5.92% 0.474%
92 21.517 3176 3179 3187 rVB3 58176 94750 4._.65% 0.372%
93 21.828 3226 3232 3241 rVB 1109378 1955698 95.93% 7.678%
94 22.962 3422 3425 3432 rVB7 50332 78030 3.83% 0.306%

95 23.268 3473 3477 3486 rVB10 49872 115969 5.69% 0.455%

96 24.085 3613 3616 3623 rVB5 46420 89914 4.41% 0.353%
97 24.978 3757 3768 3778 rBV2 637456 1916917 94.03% 7.526%
98 25.207 3797 3807 3820 rVB4 644370 1925620 94.45% 7.560%
99 26.223 3974 3980 3992 rVB4 68792 216786 10.63% 0.851%
100 27.610 4211 4216 4227 rVB10 52196 158122 7.76% 0.621%

Sum of corrected areas: 25470424
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG011817_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG025760.D
1400000

1200000
1000000
800000
600000 10.99

400000 38.17
7. %347 70 8.89 9.35 10.08 10.64

200000
3?@3%450 4.0hims  4.72.955.8237 55489 6. 38363&32 8. 9.1 9%69 11. mm 12260

ottt N SR LSS SR SR C o IRV N 2 SR 2.V 2 R L L ............ e
Time--> 300 350 400 450 500 550 6.00 650 7.00 7.50 800 850 9.00 950 10,00 1050 11.00 1150 12.00 12.50
Abundance TIC: BG025760.D
1400000 1992
1200000 21.83
11565
1000000 15.78
14.80
800000 14.50
14.19
600000
400000
15.94
200000 ol |l 2506 |
oL 13.013 33888 ha of 15181558 16000 1conaip | AE0 1T AR 00 1004

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: BG025760.D
1400000

1200000

1000000

800000 24.98.21

600000

400000

200000| 22 9g@3.27 24,08 26.22 27.61
IO WO A WS

AU NAY A P NSO

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\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M
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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.06 2.49 ng/ul 78249 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 38
2 3-Aminopyrrolidine 86 C4H10N2 079286-79-6 9
3 2-Pentanone 86 C5H100 000107-87-9 9
4 Acetyl chloride 78 C2H3CIO 000075-36-5 9
5 2-Butanol, 3-methyl-, acetate 130 C7H1402 005343-96-4 9

Abundance Scan 38 (3.062 min): BG025760.D (-34) (-) m/z 43.10 100.00%
43
5000
A A L L
86 3.00 320 3.40
oy L 127 164101 221 250285 341 416 474 509 | T77786.00  8.60%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #1769: 2-Butanone, 3-methyl-
43
5000 L LA L L
3.00 320 3.40
m/z 41.10 8.05%
| 86
[ 1 |
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
300 320 340
5000 m/z 39.05 6.42%
69
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #1710: 2-Pentanone
43 3.00 320 3.40
m/z 42.05 5.77%
5000
86
J”lhj'w""w"'|“"|'”'|"”|"'w""w"'|”
m/z--> 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .M
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 2
R.T. EstConc Area Relative to ISTD R.T.
26.22 2.25 ng/ul 216786 Perylene-di12 25.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentatriacontane 493 C35H72 000630-07-9 87
2 Hexadecane, 1-iodo- 352 C16H33l1 000544-77-4 80
3 2-methyloctacosane 408 C29H60 1000376-72-8 72
4 Eicosane 282 C20H42 000112-95-8 70
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 64
Abundance Scan 3979 (26.217 min): BG025760.D (-3974) (-) m/z 57.05 100.00%
g7
5000
85
i 79707 25328108 42 - " 2600 26120 76140 26,60
ol " i b b e e AOAT02 L 7 71.05  55.78%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234392: Pentatriacontane
57
5000 85 R B A A
26.00 26,20 26,40 26.60
m/z 43.10 45.12%
h H h“ﬁ?1}691?7225“267295 337 379 407 435 463 492
m/z--> 50 100 150 200 250 300 350 400 450 560
Abundance
57
g5 ' 26.00 26,20 26.40 26.60_
5000 m/z 85.10 34.01%
225
113
29 141 169 196 352
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215181: 2-methyloctacosane
57 26.00 26.20 26.40 26.60
m/z 55.10 33.26%
5000 85
29 113}%1469197225 267 295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 26.00 26,20 26,40 26.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG020217\
Data File : BG025760.D

Acq On : 2 Feb 2017 15:54

Operator : SJ/MA

Sample - 11495-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG011817 .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]
unknown-01 3.06 2.5 ng/ul 78249 1 8.16 628751 20.0
(DEL) Alkane: Str... 26.22 2.3 ng/ul 216786 6 25.21 1925620 20.0
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