LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023654.D
Acqg On : 12 Aug 2016 13:41 Instrument :
Operator : UM/SJ ?.‘,'I\!A_(t;S ol

- - lentosampleld :
a?ggle : H4360-15 2X PR001-SS003-0612-01
ALS Vial : 9 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 3.169 53 56 61 rBv3 22011 36103 1.11% 0.151%
2 3.263 68 72 81 rvB4 28496 51597 1.59% 0.216%
3 3.492 109 111 113 rVB3 6941 5648 0.17% 0.024%
4 3.610 127 131 134 rBV5 7154 9965 0.31% 0.042%
5 4.021 197 201 207 rBvV4 16180 22961 0.71% 0.096%
6 4.085 211 212 217 rBV5 5889 6523 0.20% 0.027%
7 4.156 221 224 227 rBV5 5552 6248 0.19% 0.026%
8 4.244 235 239 243 rVB7 5849 8443 0.26% 0.035%
9 4.473 273 278 282 rVB4 11620 20136 0.62% 0.084%
10 4.544 289 290 294 rvB2 4692 4733 0.15% 0.020%
11 4.620 299 303 305 rvB5 6561 8070 0.25% 0.034%
12 4.879 345 347 349 rBV3 4516 5670 0.17% 0.024%
13 5.178 394 398 402 rBV5 7382 11315 0.35% 0.047%
14 5.266 410 413 417 rVB4 8500 10884 0.33% 0.046%
15 5.442 440 443 447 rVB4 5951 10246 0.32% 0.043%
16 5.484 447 450 453 rBv4 4124 6901 0.21% 0.029%
17 6.012 539 540 546 rvB4 4952 5119 0.16% 0.021%
18 6.100 554 555 558 rBV2 6456 4885 0.15% 0.020%
19 6.165 564 566 569 rvB3 4299 4857 0.15% 0.020%
20 6.659 645 650 651 rvB3 4255 5607 0.17% 0.023%
21 6.952 697 700 704 rVB5 4948 5392 0.17% 0.023%

22 7.275 748 755 769 rVB 234870 464544 14.30% 1.942%
23 7.428 775 781 789 rVB 169855 288549 8.88% 1.206%
24 7.569 802 805 809 rBVS5 2925 4998 0.15% 0.021%
25 7.645 811 818 826 rBV 260731 467061 14.38% 1.953%

26 8.115 888 898 907 rBvV 770920 1371253 42.21% 5.733%
27 8.315 930 932 935 rBV3 5137 5855 0.18% 0.024%
28 8.832 1010 1020 1028 rBv2 279371 523961 16.13% 2.191%
29 9.296 1091 1099 1107 rBV 226346 406781 12.52% 1.701%

30 9.437 1116 1123 1125 rBV5 8097 12197 0.38% 0.051%
31 9.496 1129 1133 1134 rBV2 4922 7079 0.22% 0.030%
32 9.537 1139 1140 1145 rVB4 5688 5462 0.17% 0.023%
33 9.572 1145 1146 1149 rBV3 5699 5205 0.16% 0.022%

34 10.030 1217 1224 1234 rBV2 178952 386132 11.88% 1.614%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG081216\
Data File : BG023654.D
Acqg On : 12 Aug 2016 13:41 Instrument :
Operator : UM/SJ (B.‘,'I\!A_(t;S ol

- - lentosampleld :
3?22'6 : H4360-15 2X PR001-SS003-0612-01
ALS Vial : 9 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

35 10.330 1270 1275 1276 rBvV4 4117 4767 0.15% 0.020%
36 10.447 1292 1295 1297 rBV2 5787 4773 0.15% 0.020%
37 10.583 1310 1318 1326 rBV2 314963 650753 20.03% 2.721%
38 10.665 1330 1332 1336 rVB5 6924 8090 0.25% 0.034%
39 10.788 1347 1353 1356 rBV6 2509 4908 0.15% 0.021%
40 10.888 1365 1370 1372 rBV5 5452 8482 0.26% 0.035%
41 10.953 1372 1381 1391 rVV 1191764 2182778 67.18% 9.126%
42 11.094 1399 1405 1416 rVB2 39211 96281 2.96% 0.403%
43 11.429 1457 1462 1465 rBV6 5434 8707 0.27% 0.036%
44 11.534 1476 1480 1482 rVB3 5123 6235 0.19% 0.026%
45 11.611 1490 1493 1494 rBV 5984 5378 0.17% 0.022%
46 12.034 1562 1565 1568 rVB5 5827 7447 0.23% 0.031%
47 12.180 1588 1590 1592 rBV3 5908 6630 0.20% 0.028%
48 12.286 1607 1608 1611 rVB3 5249 4928 0.15% 0.021%
49 12.427 1628 1632 1633 rBV3 6478 5760 0.18% 0.024%
50 12.539 1646 1651 1654 rBV6 6342 10035 0.31% 0.042%
51 12.603 1659 1662 1665 rBv4 6442 6941 0.21% 0.029%
52 12.744 1682 1686 1687 rBV3 6185 6240 0.19% 0.026%
53 12.756 1687 1688 1691 rVB3 5727 5296 0.16% 0.022%
54 12.785 1691 1693 1696 rBV3 4830 5624 0.17% 0.024%
556 12.915 1711 1715 1717 rBV5 3409 4791 0.15% 0.020%
56 13.026 1729 1734 1735 rBV4 5252 5100 0.16% 0.021%
57 13.373 1791 1793 1796 rVB3 6300 6471 0.20% 0.027%
58 13.573 1826 1827 1829 rBV2 5013 4738 0.15% 0.020%
59 13.655 1838 1841 1846 rVB5 17538 27916 0.86% 0.117%
60 13.972 1893 1895 1897 rBV3 4709 5097 0.16% 0.021%

61 14.184 1924 1931 1935 rBV 561508 846875 26.07% 3.541%
62 14.231 1935 1939 1944 rVB 234495 365600 11.25% 1.529%

63 14.330 1954 1956 1958 rVB3 6800 5274 0.16% 0.022%
64 14.354 1958 1960 1961 rBV2 6407 5316 0.16% 0.022%
65 14.483 1976 1982 1989 rBV 638849 1015062 31.24% 4.244%
66 14.659 2008 2012 2014 rBvV4 14632 17099 0.53% 0.071%
67 14.695 2016 2018 2020 rVB3 8081 5896 0.18% 0.025%

68 14.789 2028 2034 2042 rVB2 1965147 3194557 98.32% 13.356%
69 15.024 2069 2074 2086 rBV3 95575 242482 7.46% 1.014%
70 15.605 2171 2173 2180 rVB2 41362 57034 1.76% 0.238%
71 15.787 2198 2204 2212 rBV 847292 1292095 39.77% 5.402%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023654.D

Acq On : 12 Aug 2016 13:41

Operator : UM/SJ

3?22'6 - H4360-15 2X PR001-55003-0612-01
ALS Vial : 9 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 15.922 2225 2227 2228 rBV2 15845 11917 0.37% 0.050%
73 16.475 2318 2321 2327 rBV2 48173 76561 2.36% 0.320%

74 17.555 2499 2505 2511 rBV2 2015563 3248981 100.00% 13.584%
75 17.655 2517 2522 2531 rVB 785185 1151738 35.45% 4_.815%

76 18.425 2650 2653 2662 rBvV4 221360 506593 15.59% 2.118%
77 19.700 2866 2870 2876 rBV 396024 741632 22.83% 3.101%

78 19.946 2908 2912 2924 rVB3 728775 1192618 36.71% 4.986%
79 21.879 3237 3241 3248 rVB2 1598925 2646379 81.45% 11.064%

Sum of corrected areas: 23918255
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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\BG081216\

BG023654.D

12 Aug 2016 13:41

UM/SsJ

H4360-15 2X

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

PR001-SS003-0612-01

Abundance

2000000
1500000
1000000

500000

Time-->  3.00

3176281 AAMA4MGEE2. 885EEBMUB

TIC: BG023654.D

68107 6.666.95 || |7.
350 4.00 450 500 550 6.00 650 7.00 7.50 8.00 8.50

10.95

Abundance

2000000

1500000

1000000

500000

|29 D313.33%833.9

TIC: BG023654.D

17.56
14.79

19.95

15.79 117.66

19.70

18.42

502 156459y 1647

21188

(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

2000000

1500000

1000000

500000

0

TIC: BG023654.D

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\BG081216\

Data File : BG023654.D

Acq On : 12 Aug 2016 13:41

Operator : UM/SJ

ﬁ?ggle - H4360-15 2X PR001-55003-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.42 3.12 ng/ul 506593 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Docosanoic acid 340 C22H4402 000112-85-6 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
Abundance Scan 2652 (18.419 min): BG023654.D (-2650) (-) m/z 73.05 100.00%
7B
>0 Mkw
129 b
101 171 213 55658, 337 410 18.20 18.40 18.60 18.80
. 303 47 5% m/z 60.05 75.03%

5000 129 L e R B e e
18 20 18. 40 18. 60 18 80

m/z 43.05 71.00%

157 185 213 256

m/z--> 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

m/z--> 50 100 15 200 250 300 350 400 450 500
Abundance
43 73
R A R
18.20 18.40 18.60 18.80
5000 129 m/z 55.05 65.26%
340
99 185 241 297
157 213 269
A e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid R A BAREE RS
3 7 18.20 18.40 18.60 18.80

m/z 41.05 61.42%

5000

256
157185213

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\BG081216\

Data File : BG023654.D

Acq On : 12 Aug 2016 13:41

Operator : UM/SJ

ﬁ?ggle - H4360-15 2X PR001-55003-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.70 4_.57 ng/ul 741632 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 97
3 Octadecanoic acid 284 C18H3602 000057-11-4 86
4 Docosanoic acid 340 C22H4402 000112-85-6 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2870 (19.700 min): BG023654.D (-2866) (-) m/z 73.05 100.00%

73

43

5000
129

i

185

241

284 19.40 19.60 19.80 20.00
342
313 381 413 447 483 519 7> 60.05 69 670

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,73
5000 129 R B B e
19. 40 19 60 19. 80 20. OO
H 185 241 o84 m/z 43.15 69.17%
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R RERREEEE RS R
19.40 19.60 19.80 20.00
5000 129 m/z 57.05 67 .45%
185 544 284
15 01 157 213
T T T T T e T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid R RRREEEEE S
43 73 19.40 19.60 19.80 20.00
m/z 41.05 57 .38%
h ,L$mewfwiwwvﬂ\y”“%MWW“MJM”
15/ |
REREEE R RERREEEE RS R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 40 19 60 19. 80 20. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG081216\

Data File : BG023654.D

Acq On : 12 Aug 2016 13:41

Operator : UM/SJ

ﬁ?ggle - H4360-15 2X PR001-55003-0612-01
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG080416 .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]
n-Hexadecanoic acid 18.42 3.1 ng/ul 506593 4 17.56 3248980 20.0
Octadecanoic acid 19.70 4.6 ng/ul 741632 4 17.56 3248980 20.0
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