LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 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-BG063016.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 3.815 163 166 174 rVB 43761 71292 1.60% 0.155%
2 4.626 297 304 308 rBv2 57527 87230 1.95% 0.190%
3 4.726 319 321 324 rBv4 9238 9685 0.22% 0.021%
4 5.237 404 408 411 rVB3 26628 36850 0.83% 0.080%
5 5.813 503 506 508 rBv4 7659 6288 0.14% 0.014%
6 5.977 533 534 538 rBvV2 5964 5990 0.13% 0.013%
7 6.212 572 574 583 rVB8 14336 25111 0.56% 0.055%
8 6.330 590 594 595 rBvV2 7637 7108 0.16% 0.015%
9 6.477 616 619 621 rBV3 5488 6242 0.14% 0.014%
10 6.582 635 637 639 rBvV3 6999 6176 0.14% 0.013%
11 7.111 725 727 732 rBV6 8991 15713 0.35% 0.034%
12 7.311 752 761 770 rBY 572338 1015145 22.73% 2.212%
13 7.405 775 777 779 rBV3 5555 6070 0.14% 0.013%

14 7.476 783 789 799 rVB 385139 635560 14.23% 1.385%
15 7.687 819 825 834 rVB 506911 888485 19.90% 1.936%

16 7.769 834 839 840 rBV3 4572 6264 0.14% 0.014%
17 8.163 899 906 913 rBV 457120 785267 17.58% 1.711%
18 8.357 936 939 943 rBv4 7846 15679 0.35% 0.034%
19 8.404 946 947 949 rVB2 9941 6494 0.15% 0.014%
20 8.574 975 976 981 rVB3 8678 10222 0.23% 0.022%
21 8.868 1017 1026 1035 rBV 677594 1203296 26.95% 2.623%
22 9.038 1053 1055 1058 rBV3 6348 7109 0.16% 0.015%
23 9.332 1097 1105 1115 rBV2 523746 926184 20.74% 2.019%
24 9.485 1128 1131 1133 rBv4 7362 9239 0.21% 0.020%
25 9.720 1167 1171 1175 rBvV4 17932 25115 0.56% 0.055%
26 9.779 1179 1181 1184 rVB3 9478 10238 0.23% 0.022%
27 10.061 1219 1229 1237 rBV 470990 836605 18.73% 1.823%
28 10.172 1247 1248 1252 rBV4 6456 6292 0.14% 0.014%
29 10.360 1277 1280 1283 rVB5 5752 7397 0.17% 0.016%
30 10.407 1285 1288 1289 rBV2 7341 7619 0.17% 0.017%
31 10.484 1297 1301 1303 rBv4 6132 9193 0.21% 0.020%
32 10.601 1313 1321 1332 rBV 705143 1306638 29.26% 2.848%
33 10.742 1340 1345 1346 rBV5 7881 10708 0.24% 0.023%

34 10.989 1379 1387 1395 rBV 665075 1190304 26.65% 2.594%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 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-BG063016.M
SVOA CALIBRATION

35 11.124 1401 1410 1417 rBV 612312 1134308 25.40% 2.472%

36 11.447 1463 1465 1470 rVB6 6867 8829 0.20% 0.019%
37 11.571 1482 1486 1490 rBV7 7943 14102 0.32% 0.031%
38 11.747 1514 1516 1518 rBV2 6028 6490 0.15% 0.014%
39 12.493 1638 1643 1648 rVB3 25003 44746 1.00% 0.098%
40 12.564 1648 1655 1661 rBV5 17648 32583 0.73% 0.071%
41 12.705 1677 1679 1681 rBV2 5280 6001 0.13% 0.013%
42 12.822 1697 1699 1702 rVB4 4745 6013 0.13% 0.013%
43 13.087 1741 1744 1745 rVB3 9001 8113 0.18% 0.018%
44 13.151 1749 1755 1757 rBV5 12517 21047 0.47% 0.046%
45 13.322 1780 1784 1787 rVB4 4876 7758 0.17% 0.017%
46 13.404 1795 1798 1801 rBV4 8132 8972 0.20% 0.020%
47 13.498 1813 1814 1818 rBV3 5282 6442 0.14% 0.014%
48 13.563 1823 1825 1827 rVB3 8736 7355 0.16% 0.016%
49 13.592 1827 1830 1831 rBV2 10418 10672 0.24% 0.023%
50 13.680 1841 1845 1848 rBV3 20095 24377 0.55% 0.053%
51 13.727 1848 1853 1859 rVB7 9307 21768 0.49% 0.047%

52 14.197 1927 1933 1938 rBV 1440448 2121991 47.52% 4.625%
53 14.244 1938 1941 1948 rVB 185020 253961 5.69% 0.554%

54 14.379 1962 1964 1967 rVB4 8164 9341 0.21% 0.020%
55 14.432 1970 1973 1975 rVB3 7150 7512 0.17% 0.016%
56 14.497 1977 1984 1991 rBV 1403120 2283888 51.14% 4.978%
57 14.632 2005 2007 2010 rBV3 11544 12736 0.29% 0.028%
58 14.679 2010 2015 2020 rVBS8 24623 41522 0.93% 0.090%

59 14.802 2030 2036 2043 rBV2 1248552 1995403 44.68% 4._.349%
60 14.996 2062 2069 2079 rBV 637204 1090956 24.43% 2.378%

61 15.284 2116 2118 2120 rBV3 10071 6458 0.14% 0.014%
62 15.443 2143 2145 2150 rVB6 9402 12368 0.28% 0.027%
63 15.537 2159 2161 2163 rBV3 8675 7950 0.18% 0.017%
64 15.572 2165 2167 2171 rVV5 10187 18180 0.41% 0.040%
65 15.625 2173 2176 2181 rVB3 33979 45758 1.02% 0.100%

66 15.795 2198 2205 2213 rBV 2168915 3222501 72.16% 7.023%
67 15.907 2218 2224 2231 rVV 625301 963008 21.56% 2.099%

68 16.030 2242 2245 2249 rVB6 28808 45158 1.01% 0.098%
69 16.224 2276 2278 2279 rBV2 9504 7187 0.16% 0.016%
70 16.359 2299 2301 2303 rBV3 7660 5987 0.13% 0.013%
71 16.488 2319 2323 2331 rBV5 40442 67879 1.52% 0.148%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 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-BG063016.M

Title = SVOA CALIBRATION

72 17.070 2419 2422 2423 rBV3 9687 11527 0.26% 0.025%
73 17.288 2455 2459 2462 rBV2 57643 73344 1.64% 0.160%

74 17.558 2498 2505 2514 rBV 1841718 2806035 62.84% 6.116%
75 17.658 2516 2522 2531 rVB 2312492 3577532 80.11% 7.797%

76 17.975 2574 2576 2577 rVB2 13503 7345 0.16% 0.016%
77 18.216 2613 2617 2620 rBV6 12647 19570 0.44% 0.043%
78 18.422 2648 2652 2662 rBV2 260725 369534 8.27% 0.805%
79 18.880 2728 2730 2733 rVB4 13257 10085 0.23% 0.022%
80 19.338 2804 2808 2814 rBV9 19848 35720 0.80% 0.078%

81 19.573 2840 2848 2850 rBV5 55884 126623 2.84% 0.276%
82 19.685 2864 2867 2872 rBV5 118749 146842 3.29% 0.320%
83 19.937 2904 2910 2918 rBV 3047337 4465707 100.00% 9.733%
84 21.465 3166 3170 3177 rBV3 231106 388036 8.69% 0.846%
85 21.859 3230 3237 3246 rBV 2093891 3516665 78.75% 7.665%

86 25.002 3762 3772 3782 rVB 1453207 4128375 92.45% 8.998%
87 25.231 3802 3811 3822 rVB2 1155609 3407437 76.30% 7.426%

Sum of corrected areas: 45882505
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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:\HPCHEM1I\BNA_G\DATA\BGO70116\

BG022777.D

2 Jul 2016  3:47

UM/SsJ

H3752-05

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 (DEL) Alkane: Cyclic4.63 Concentration Rank 2

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

4.63 2.22 ng/ul 87230 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72
2 3-Hexen-2-one 98 C6H100 000763-93-9 72
3 Cyclopropane, 1,1,2,2-tetramethyl- 98 C7H14 004127-47-3 72
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72

Abundance Scan 305 (4.632 min): BG022777.D (-297) (-) m/z 83.10 100.00%
55 83

5000

%

420 4.40 4.60 4.80 5.00
175 212 274 343 398 465
b2 I e A R SRR AR Tm/z 55.10  84.77%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #3397: 2-Pentene, 4,4-dimethyl-, (E)-
55 83
5000
420 4.40 4.60 4.80 5.00
27

‘ m/z 98.05 54 .13%

1.&.;..”,...w....,”.. N

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

83

-

55

4.20 4.40 4.60 4.80 5.00

5000 m/z 39.20 31.45%
29

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

Abundance #3414: Cyclopropane, 1,1,2,2-tetramethyl-
55 83 4.20 4.40 4.60 4.80 5.00
m/z 43.10 25.42%
5000
27
IIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 Tridecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.63 ng/ul 369534 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 Tridecanoic acid 214 C13H2602 000638-53-9 53

Abundance Scan 2652 (18.422 min): BG022777.D (-2648) (-) m/z 73.05 100.00%

43 78

5000

256 18.20 18.40 18.60 18.80
415
282 328357 456483 535 m/z 43.10 85 _04%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid
73
43
5000 129
171 18.20 18.40 18.60 18.80
. ‘ 214 m/z 60.10 83.81%
.3“...“...,”.. N M
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
18.20 18.40 18.60 18.80
5000 256 m/z 57.10 68.36%
129

213
101 157185

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid

18.20 18.40 18.60 18.80
m/z 55.10 58.16%

5000

m/z--> 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\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG063016 .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 3 (DEL) Alkane: Cyclic21.47 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.47 2.21 ng/ul 388036 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 90
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 64
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 64
4 1-Nonadecene 266 C19H38 018435-45-5 62
5 1-Nonadecene 266 C19H38 018435-45-5 58
Abundance Scan 3171 (21.471 min): BG022777.D (-3166) (-) m/z 57.05 100.00%
s 97
5000
21.20 21.40 21.60 21.80
267294 325 403432 462
T Poolzea s, 3N 50 "m/z 97.10 93.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #174180: Cyclotetracosane
55 83
5000 111 336
21.20 21.40 21.60 21.80
29 m/z 43.10 93.10%
139,64
i Ut 4 “ “\ \“\ J“w \h I ”19“5222 2512793(\)8 \‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
55
83 21,20 21.40 2160 21.80
5000 m/z 83.10 91.97%
29 111
139167 196223 252280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127771: 3-Eicosene, (E)-
21.20 21.40 21.60 21.80
m/z 69.10 88.78%
5000
139167 196224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070116\
Data File : BG022777.D

Acq On > 2 Jul 2016 3:47

Operator : UM/SJ

Sample : H3752-05

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\HPCHEM1\BNA_G\METHODS\SOMO2.2-EPA-BG063016.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]
(DEL) Alkane: Cyc... 4.63 2.2 ng/ul 87230 1 8.16 785267 20.0
Tridecanoic acid 18.42 2.6 ng/ul 369534 4 17.56 2806040 20.0
(DEL) Alkane: Cyc... 21.47 2.2 ng/ul 388036 5 21.86 3516670 20.0
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