LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 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\SOMO2.2-EPA-BG112316.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 3.172 55 57 63 rvB6 14089 19681 0.57% 0.053%
2 3.295 74 78 86 rvB7 13169 26611 0.77% 0.072%
3 3.613 124 132 137 rVB5 20174 34272 1.00% 0.093%
4 3.789 159 162 167 rBV3 4933 9009 0.26% 0.024%
5 4.141 217 222 228 rVB5 17185 29795 0.87% 0.081%
6 4.212 228 234 237 rBV6 5010 8923 0.26% 0.024%
7 4_.376 259 262 267 rVB4 6848 10155 0.30% 0.028%
8 5.311 415 421 427 rVB2 38328 66278 1.93% 0.180%
9 5.399 431 436 440 rBvV4 7446 12607 0.37% 0.034%
10 5.516 449 456 458 rBV6 6233 10778 0.31% 0.029%
11 6.445 610 614 618 rVB5 5880 9596 0.28% 0.026%
12 6.562 632 634 640 rvB4 4901 9920 0.29% 0.027%
13 6.615 640 643 646 rBV3 7679 8553 0.25% 0.023%
14 7.091 716 724 727 rBv4 7214 13369 0.39% 0.036%
15 7.267 748 754 757 rVB6 6468 15309 0.45% 0.042%

16 7.390 765 775 790 rBvV2 420935 899571 26.17% 2.439%
17 7.561 793 804 815 rBV 299166 510409 14.85% 1.384%
18 7.772 829 840 849 rBV 402566 714504 20.79% 1.937%
19 8.195 906 912 913 rBv4 6437 7721 0.22% 0.021%
20 8.248 913 921 932 rVV 331047 603440 17.56% 1.636%

21 8.378 941 943 946 rBV 6213 7761 0.23% 0.021%
22 8.448 946 955 959 rvvv 7242 18074 0.53% 0.049%
23 8.942 1028 1039 1049 rBvV 529343 937229 27.27% 2.541%
24 9.077 1057 1062 1071 rVB3 19744 43747 1.27% 0.119%
25 9.423 1112 1121 1129 rBV 414624 780758 22.72% 2.117%
26 9.506 1129 1135 1141 rVB5 11945 21722 0.63% 0.059%
27 9.752 1170 1177 1184 rBV6 24648 46010 1.34% 0.125%
28 10.064 1221 1230 1234 rBV5 7972 19121 0.56% 0.052%
29 10.146 1234 1244 1254 rVVv2 380097 736276 21.42% 1.996%
30 10.287 1264 1268 1271 rBvV4 5367 8159 0.24% 0.022%
31 10.493 1300 1303 1306 rBv4 6907 8530 0.25% 0.023%

32 10.687 1326 1336 1349 rBV 571842 1074071 31.25% 2.912%
33 11.074 1395 1402 1411 rVB 482534 899915 26.18% 2.440%
34 11.210 1416 1425 1439 rBV 386876 782003 22.75% 2.120%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 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-BG112316.M
Title = SVOA CALIBRATION
35 11.709 1504 1510 1514 rBV3 5476 11474 0.33% 0.031%
36 11.826 1524 1530 1536 rBVS8 9815 23537 0.68% 0.064%
37 12.520 1643 1648 1653 rBVS 10109 19365 0.56% 0.053%
38 12.643 1664 1669 1674 rBV3 16020 30436 0.89% 0.083%
39 12.825 1698 1700 1706 rBV3 7168 10575 0.31% 0.029%
40 13.295 1778 1780 1787 rVB6 6022 12170 0.35% 0.033%
41 13.372 1787 1793 1797 rBV5 6583 12057 0.35% 0.033%
42 13.460 1803 1808 1814 rBV6 6398 11168 0.32% 0.030%
43 13.530 1814 1820 1821 rVB2 5725 9099 0.26% 0.025%
44 13.560 1821 1825 1828 rBV3 8130 10241 0.30% 0.028%
45 13.724 1848 1853 1859 rBV4 22249 36499 1.06% 0.099%
46 13.801 1864 1866 1872 rVB5 6295 9316 0.27% 0.025%
47 14.041 1904 1907 1913 rVB5 7593 8269 0.24% 0.022%
48 14.136 1916 1923 1924 rBV6 7274 13423 0.39% 0.036%

49 14.259 1936 1944 1948 rBV 1154525 1706613 49.66% 4.627%
50 14.306 1948 1952 1960 rVB 380403 554086 16.12% 1.502%

51 14.564 1988 1996 2007 rBV 1166102 1874544 54 .54% 5.082%

52 14.717 2016 2022 2028 rVB2 25100 35669 1.04% 0.097%
53 14.870 2039 2048 2056 rVvVv 898052 1450262 42.20% 3.932%
54 14.976 2063 2066 2071 rVB5 7751 11164 0.32% 0.030%
55 15.046 2071 2078 2093 rBV 484720 946758 27 .55% 2.567%
56 15.164 2093 2098 2103 rVB6 15859 29305 0.85% 0.079%
57 15.205 2103 2105 2107 rBV2 15205 15187 0.44% 0.041%
58 15.328 2123 2126 2128 rBV4 8862 8732 0.25% 0.024%
59 15.381 2134 2135 2145 rVBS8 7319 13287 0.39% 0.036%
60 15.475 2149 2151 2155 rBV5 7842 8926 0.26% 0.024%
61 15.622 2172 2176 2178 rBvV4 18313 24993 0.73% 0.068%
62 15.657 2178 2182 2187 rVB3 47404 67426 1.96% 0.183%

63 15.851 2208 2215 2228 rBV 1578155 2591740 75.41% 7.027%
64 15.963 2228 2234 2244 rVV 596467 942985 27.44% 2.557%

65 16.063 2247 2251 2254 rBV6 12451 20302 0.59% 0.055%
66 16.286 2285 2289 2293 rBV5 9187 17000 0.49% 0.046%
67 16.339 2296 2298 2307 rVB10 8782 18326 0.53% 0.050%
68 16.415 2307 2311 2316 rBVS 7257 16196 0.47% 0.044%
69 16.515 2324 2328 2340 rBV 59533 133947 3.90% 0.363%
70 16.803 2374 2377 2380 rBV5 10888 14686 0.43% 0.040%
71 16.962 2400 2404 2406 rBV5 13232 15791 0.46% 0.043%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 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-BG112316.M

Title = SVOA CALIBRATION

72 17.097 2423 2427 2429 rBV5 9419 10811 0.31% 0.029%
73 17.126 2429 2432 2438 rVB7 12695 21949 0.64% 0.060%
74 17.261 2451 2455 2459 rBV7 11498 21083 0.61% 0.057%
75 17.314 2459 2464 2469 rVV2 63785 90032 2.62% 0.244%
76 17.361 2469 2472 2475 rVB3 18499 20575 0.60% 0.056%
77 17.390 2475 2477 2480 rBvV4 9227 10430 0.30% 0.028%

78 17.608 2507 2514 2520 rBV2 1189078 1892642 55.07% 5.131%
79 17.708 2525 2531 2541 rVB 1732220 2693144 78.36% 7.302%

80 18.049 2586 2589 2596 rVB 59691 69979 2.04% 0.190%
81 18.184 2610 2612 2618 rVB7 8468 13293 0.39% 0.036%
82 18.225 2618 2619 2623 rBv4 9226 9084 0.26% 0.025%
83 18.325 2632 2636 2639 rBV6 14840 24428 0.71% 0.066%
84 18.448 2653 2657 2667 rBV5 90943 155968 4._.54% 0.423%
85 18.530 2667 2671 2675 rVB2 35962 42292 1.23% 0.115%
86 18.677 2690 2696 2699 rBVS8 24057 60523 1.76% 0.164%
87 18.959 2741 2744 2749 rBV6 18157 29807 0.87% 0.081%
88 19.200 2782 2785 2789 rVB6 19583 27426 0.80% 0.074%
89 19.388 2812 2817 2822 rBV9 48477 68323 1.99% 0.185%
90 19.517 2836 2839 2841 rBV4 19345 27422 0.80% 0.074%
91 19.641 2852 2860 2865 rBV 200504 356895 10.38% 0.968%
92 19.782 2881 2884 2885 rBV3 16076 17682 0.51% 0.048%
93 19.982 2912 2918 2928 rVB 2153413 3436797 100.00% 9.318%
94 20.593 3017 3022 3026 rBV6 45055 84716 2.46% 0.230%

95 21.474 3169 3172 3182 rVBS8 99815 219417 6.38% 0.595%

96 21.903 3236 3245 3251 rBV 1324627 2466738 T71.77% 6.688%
97 24.247 3637 3644 3663 rVB4 155999 531798 15.47% 1.442%
98 25.081 3776 3786 3797 rBV2 949018 2897002 84.29% 7.854%
99 25.322 3818 3827 3839 rVB2 726213 2192637 63.80% 5.945%
100 27.872 4256 4261 4273 rVB10 80709 252122 7.34% 0.684%

Sum of corrected areas: 36884446
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG112316\

BG024929.D

24 Nov 2016 5:35

UM/SsJ

H5701-23

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG112316.M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG024929.D
2000000
1500000
1000000
8.04 10.69
500000 7.39 7.77 11'Cl).721
7.56
on33B03.@ 70 4da3s 7- ll 8Lgeaes  |9.08 9.59.790/16.29.49 1 L _ 128%:
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG024929.D
19,98
2000000
17.71
15.85
1500000 21.90
14.284.56 17.41
1000000 14.87
15.96
15.05
500000 1031
(163 BT a0l 1471 08 6%|16.08688,5%6 ] :
T T T T T PR T T PR T T e T T T e S o T R o !
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: BG024929.D
2000000
1500000
25.08
1000000 25,32
500000
24.25
27.87
L e o L e L ot L o e S A
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\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG112316.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 2

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

5.31 2.20 ng/ul 66278 1,4-Dichlorobenzene-d4 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 43
2 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 43
3 3-0Octanol 130 C8H180 000589-98-0 36
4 3-Octanol 130 C8H180 000589-98-0 36
5 Diacetamide 101 C4H7NO2 000625-77-4 36

Abundance Scan 421 (5.311 min): BG024929.D (-415) (-) m/z 43.05 100.00%
43
5000
101 5.00 5.20 5.40 5.60
W P4 L 140 181 221246 819 396 412 488 ' m/z 59.10  61.04%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8103: 4-Hydroxy-3-hexanone
59
31
5000
5.00 520 5.40 5.60
m/z 58.10 17.72%
"lel" ??I%lﬁ"l DY DN DL DALY S S L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
59
5.00 520 5.40 5.60
5000 31 m/z 101.10 17.01%
87 116
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #13639: 3-Octanol
9 5.00 520 5.40 5.60
m/z 39.10 9.74%
5000 g
M ’ml
L, ‘ 129
mz-> 0 50 100 150 200 250 300 350 400 450 ' 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG112316.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 1
R.T. EstConc Area Relative to ISTD R.T.

27.87 2.30 ng/ul 252122 Perylene-di12 25.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 72
2 Tritriacontane 465 C33H68 000630-05-7 72
3 Octadecane, 3-methyl- 268 C19H40 006561-44-0 72
4 Pentatriacontane 493 C35H72 000630-07-9 72
5 Octadecane, 2,6,10,14-tetramethyl- 310 C22H46 054964-82-8 64

Abundance Scan 4261 (27.872 min): BG024929.D (-4256) (-) m/z 71.10 100.00%

5000

326355 364 40g 461 503 537 27.60 27.80 28.00 28.20
m/z 43.10 99.60%

7
245271

m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153223: Docosane
57

85 R
27 60 27. 80 2800 28 20
m/z 55.15 78.07%

5000

\ i h‘ ‘\ | \1 183211239267 310

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

Abundance
57
R R AR mam e
g5 27.60 27.80 28.00 28.20
5000 m/z 85.10 75.47%
113
141
29 mmmmmmmmmm4m
T T T T T T T T T e T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117650: Octadecane, 3-methyl- AR EamEE i e
57 27.60 27.80 28.00 28.20
m/z 57.10 71.50%
5000 85
113 239
141
169
2 [ (][]0 210 | 268
R R R e T man i T
miz-> 0 50 100 150 200 250 300 350 400 450 500 27.60 27.80 28.00 28.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112316\
Data File : BG024929.D

Acq On : 24 Nov 2016 5:35

Operator : UM/SJ

Sample : H5701-23

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG112316.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 5.31 2.2 ng/ul 66278 1 8.25 603440 20.0
(DEL) Alkane: Str... 27.87 2.3 ng/ul 252122 6 25.32 2192640 20.0
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