LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025121.D
Aca On : 12 Dec 2016 19:26 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : H5992-12 P035-SS004-1218-03
ALS Vial : 5 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\SOMO02.2-EPA-BG113016.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 3.284 73 76 79 rvVB5 8337 9326 0.35% 0.029%
2 3.519 114 116 118 rBvV3 7989 7428 0.28% 0.023%
3 3.595 124 129 134 rVB2 24205 37300 1.39% 0.115%
4 3.636 134 136 140 rBVv4 5993 7783 0.29% 0.024%
5 4.194 227 231 236 rVB5 7048 10820 0.40% 0.033%
6 4.365 256 260 264 rBV5 7764 13524 0.50% 0.042%
7 4.441 269 273 275 rVB4 5675 7973 0.30% 0.025%
8 4.888 343 349 351 rVB5 6655 9924 0.37% 0.031%
9 4.935 351 357 360 rBV7Y 7096 13723 0.51% 0.042%
10 5.299 414 419 425 rBV6 13928 26303 0.98% 0.081%
11 5.399 431 436 439 rVB5 4983 7836 0.29% 0.024%
12 5.675 478 483 487 rBV5 5340 11778 0.44% 0.036%
13 5.804 504 505 510 rvB4 6568 7576 0.28% 0.023%
14 6.292 582 588 591 rBV3 6297 13098 0.49% 0.040%
15 6.627 640 645 649 rBV5 5373 12424 0.46% 0.038%
16 6.686 653 655 665 rvB4 5763 16675 0.62% 0.051%
17 6.821 676 678 683 rvB4 5489 9000 0.34% 0.028%
18 6.903 686 692 696 rBV3 5332 11846 0.44% 0.037%
19 7.032 710 714 718 rBV6 4730 7904 0.29% 0.024%
20 7.191 738 741 745 rBV5 5626 10094 0.38% 0.031%

21 7.385 762 774 787 rBv4 357459 815883 30.39% 2.517%
22 7.549 795 802 814 rBV 243817 441926 16.46% 1.363%
23 7.702 824 828 832 rBV6 4910 8507 0.32% 0.026%
24 7.767 832 839 851 rvB2 328693 611820 22.79%% 1.888%
25 8.237 910 919 928 rBvV2 360477 660716 24.61% 2.038%

26 8.437 949 0953 956 rBV3 5260 9096 0.34% 0.028%
27 8.531 964 969 970 rBv4 4692 8112 0.30% 0.025%
28 8.942 1028 1039 1051 rBV 467444 890610 33.18% 2.748%
29 9.259 1088 1093 1098 rBV5 5884 9557 0.36% 0.029%
30 9.418 1109 1120 1129 rBV 372266 729526 27.18% 2.251%
31 9.623 1153 1155 1159 rVB3 6386 7845 0.29% 0.024%
32 9.665 1159 1162 1166 rBV5 6794 10751 0.40% 0.033%
33 9.747 1171 1176 1179 rVV5 8421 14189 0.53% 0.044%
34 9.982 1213 1216 1222 rVB6 5477 10165 0.38% 0.031%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025121.D
Aca On : 12 Dec 2016 19:26 Instrument :
Operator : UM/SJ ?:'l\!A_?S el

- - lentosampleld :
3?22'6 : H5992-12 P035-SS004-1218-03
ALS Vial : 5 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\SOMO02.2-EPA-BG113016.M
Title = SVOA CALIBRATION
35 10.058 1222 1229 1230 rBV 6070 10602 0.39% 0.033%

36 10.140 1235 1243 1255 rVV3 337523 657947 24 _.51% 2.030%
37 10.534 1307 1310 1314 rBV2 7376 12961 0.48% 0.040%
38 10.681 1325 1335 1345 rBV2 461899 925397 34.47% 2.855%
39 11.069 1390 1401 1413 rBV 538036 1019469 37.98% 3.145%
40 11.204 1416 1424 1439 rBVY 418242 819130 30.51% 2.527%

41 11.509 1472 1476 1478 rBV3 9610 8075 0.30% 0.025%
42 12.015 1559 1562 1565 rBV4 4640 7734 0.29% 0.024%
43 12.226 1595 1598 1603 rBV4 10928 13511 0.50% 0.042%
44 12.320 1613 1614 1620 rBV3 5886 8418 0.31% 0.026%
45 12.520 1645 1648 1654 rBV5 6857 8483 0.32% 0.026%
46 12.596 1660 1661 1664 rBV3 8239 8191 0.31% 0.025%
47 12.632 1664 1667 1672 rVB5 10876 17063 0.64% 0.053%
48 12.708 1679 1680 1686 rBV4 5434 11234 0.42% 0.035%
49 13.113 1742 1749 1750 rBV2 6966 11411 0.43% 0.035%
50 13.448 1800 1806 1812 rBV5 8417 18831 0.70% 0.058%
51 13.560 1822 1825 1830 rVB4 5149 8348 0.31% 0.026%
52 13.701 1848 1849 1855 rVB6 7639 7738 0.29% 0.024%
53 13.848 1873 1874 1883 rVB5 6405 11309 0.42% 0.035%
54 14.195 1929 1933 1936 rBvV4 6458 9265 0.35% 0.029%

55 14.253 1936 1943 1948 rVV 1068848 1596150 59.46% 4.924%

56 14.300 1948 1951 1958 rVV2 165280 238745 8.89% 0.737%

57 14.359 1958 1961 1963 rVB4 8098 8588 0.32% 0.026%
58 14.394 1963 1967 1971 rVB4 5557 9746 0.36% 0.030%
59 14.482 1980 1982 1987 rVB7 7899 12235 0.46% 0.038%
60 14.559 1987 1995 2007 rBV 930553 1549659 57.73% 4.781%
61 14.712 2017 2021 2024 rVB4 12285 16926 0.63% 0.052%
62 14.764 2028 2030 2033 rBV3 7043 9334 0.35% 0.029%
63 14.858 2039 2046 2054 rBV 946006 1552460 57.83% 4_790%
64 14.964 2061 2064 2068 rVB4 7261 9656 0.36% 0.030%
65 15.058 2072 2080 2097 rBV2 353100 768455 28.63% 2.371%
66 15.234 2104 2110 2119 rVB9 18284 48791 1.82% 0.151%
67 15.399 2132 2138 2140 rBV7 4360 8123 0.30% 0.025%
68 15.464 2145 2149 2151 rBV5 6731 9261 0.34% 0.029%
69 15.605 2170 2173 2177 rBvV4 14377 19814 0.74% 0.061%
70 15.646 2177 2180 2187 rVB4 42755 58171 2.17% 0.179%

71 15.845 2203 2214 2228 rBV 1311253 2190961 81.61% 6.760%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG121216\
Data File : BG025121.D
Aca On : 12 Dec 2016 19:26 Instrument :
Operator : UM/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?ggle : H5992-12 P035-SS004-1218-03
ALS Vial : 5 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\SOMO02.2-EPA-BG113016.M

Title = SVOA CALIBRATION

72 15.963 2228 2234 2244 rBV 482542 800907 29.83% 2.471%
73 16.057 2246 2250 2251 rBV2 10584 10472 0.39% 0.032%
74 16.092 2253 2256 2268 rVB10 19358 41019 1.53% 0.127%
75 16.274 2283 2287 2290 rVB6 7653 12888 0.48% 0.040%
76 16.398 2306 2308 2312 rBV5 9464 9000 0.34% 0.028%
77 16.509 2321 2327 2336 rBV2 55056 109999 4._.10% 0.339%
78 16.780 2367 2373 2377 rBV7 7180 19470 0.73% 0.060%
79 16.850 2381 2385 2387 rBv4 8708 12002 0.45% 0.037%
80 16.950 2399 2402 2409 rBVS8 18156 36973 1.38% 0.114%
81 17.021 2411 2414 2416 rVB4 7813 7516 0.28% 0.023%
82 17.115 2429 2430 2435 rVB5 6545 9757 0.36% 0.030%
83 17.297 2458 2461 2467 rBV2 43673 66914 2.49% 0.206%
84 17.350 2467 2470 2474 rVV6 14525 21981 0.82% 0.068%
85 17.385 2474 2476 2482 rVB6 15279 18703 0.70% 0.058%
86 17.461 2486 2489 2494 rVB7 9848 12951 0.48% 0.040%

87 17.602 2506 2513 2523 rBV2 1202147 1935140 72.09%% 5.970%
88 17.702 2523 2530 2542 rVB 1412453 2233967 83.22% 6.892%
89 18.313 2631 2634 2643 rBV 16655 33258 1.24% 0.103%
90 18.442 2651 2656 2667 rBV2 239022 382945 14.26% 1.181%

91 18.519 2667 2669 2675 rVB7 20839 33945 1.26% 0.105%
92 18.854 2724 2726 2730 rVB5 23899 24471 0.91% 0.075%
93 18.959 2742 2744 2746 rBV3 17580 16011 0.60% 0.049%

94 19.700 2867 2870 2878 rVB4 114916 152524 5.68% 0.471%
95 19.976 2911 2917 2931 rBV 1736712 2684515 100.00% 8.282%

96 21.480 3168 3173 3183 rVB 77733 210000 7.82% 0.648%
97 21.897 3236 3244 3257 rBV 1377415 2541972 94.69% 7.843%
98 23.384 3493 3497 3508 rVB5 123509 268115 9.99% 0.827%
99 25.076 3776 3785 3801 rVB 804148 2304833 85.86% 7.111%
100 25.317 3816 3826 3842 rVB 713727 2216974 82.58% 6.840%

Sum of corrected areas: 32412452
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG121216\
BG025121.D

12 Dec 2016 19:26

UM/SJ

H5992-12

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P035-SS004-1218-03

Abundance TIC: BG025121.D
1500000
1000000
11.07
500000 8.94 1.20
o 3.283%0 4140864 4WB 53005680 6.29 GEERAMAL 11.51 12.02238%8%
Time-> 3.00 3.50 4.00 450 500 550 600 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025121.D
19,98
21.90
1500000 17.70
15.85 J
17.60
14.25
1000000 14.584.86
500000 15.96
18.44 21.48
" 19.70
o 13.1138B5A0B5.4 TIRERS: T P AR e s oy e 18.53,528896
‘v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—---------------------------------------------------------
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: BG025121.D
1500000
25.08
1000000 5,32
500000
23.38
.S et namcmrrn et sy st g st D
O B T e B L e B T R R B B e e L R AR
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\BG121216\

Data File : BG025121.D

Aca On : 12 Dec 2016 19:26

Operator : UM/SJ

ﬁ?ggle i H5992-12 P035-55004-1218-03
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.44 3.96 ng/ul 382945 Phenanthrene-d10 17.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Octadecanoic acid 284 C18H3602 000057-11-4 81
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70

Abundance Scan 2656 (18.442 min): BG025121.D (-2651) (-) m/z 55.10 100.00%

5000

1291 185.2

256.1 IIIIIIIIIIIIIIIIIIIIIII
310.3 3842 4651 517.2 18.20 18.40 18.60 18.80

m/z 73.00 99.73%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0
129.0 18.20 18.40 18.60 18.80
3.0 213.0 m/z 60.10 98.91%
T
B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
R AR EEE ST S
18.20 18.40 18.60 18.80
5000 129.0 m/z 43.10 98.47%

185.0 241.0284.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60.

18.20 18.40 18.60 18.80
m/z 57.10 85.20%

5000

171.0213.0256.0

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\BG121216\

Data File : BG025121.D

Aca On : 12 Dec 2016 19:26

Operator : UM/SJ

ﬁ?ggle i H5992-12 P035-55004-1218-03
ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\SOMO02.2-EPA-BG113016.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 13-Docosenamide, (Z2)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.38 2.11 ng/ul 268115 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 68
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 58
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Tetradecanamide 227 C14H29NO 000638-58-4 50

Abundance Scan 3496 (23.378 min): BG025121.D (-3493) (-) m/z 59.05 100.00%

5000

207.0
283.0

337.3378.9  444.2

23.00 23.20 23.40 23.60
506.3
429 "m/z 55.05 54.77%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174697: 13-Docosenamide, (2)-

59.0

5000 A RRm e
137.0 23.00 23.20 23.40 23.60
‘ ‘ m/z 72.05 47 .36%
337.0
] \‘ 1 193.0 240.0 294.0°

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
59.0
23.00 23.20 23.40 23.60
5000 m/z 43.10 33.51%

114.0 q70. 0212 0255 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... R e e e o
59.0 23.00 23.20 23.40 23.60
m/z 57.10 29.85%
5000

100.0141.0 196 0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. OO 23 20 23. 40 23. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG121216\

Data File : BG025121.D

Acq On : 12 Dec 2016 19:26

Operator : UM/SJ

ﬁ?ggle i H5992-12 P035-SS004-1218-03
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\SOMO02.2-EPA-BG113016.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 18.44 4.0 ng/ul 382945 4 17.60 1935140 20.0
13-Docosenamide, ... 23.38 2.1 ng/ul 268115 5 21.90 2541970 20.0
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