LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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_M\METHODS\SOMO2.2-EPA-BM031516.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 3.340 107 111 120 rVB 20172 27553 1.11% 0.110%
2 7.004 727 734 746 rVB 327743 537397 21.59% 2.137%
3 7.175 757 763 771 rBV 279237 434383 17.45% 1.727%
4 7.375 790 797 807 rvVB 346279 550719 22.12% 2.190%
5 7.845 870 877 884 rBV 299541 480718 19.31% 1.911%
6 8.539 987 995 1003 rBV 429270 685387 27.53% 2.725%
7 8.998 1066 1073 1083 rBVY 312253 494578 19.87% 1.967%
8 9.716 1188 1195 1203 rBV 236557 393216 15.79% 1.564%
9 10.251 1278 1286 1294 rBV 412605 680703 27.34% 2.707%
10 10.633 1344 1351 1362 rVB 420226 719232 28.89% 2.860%

11 10.769 1367 1374 1388 rBV 419722 699217 28.09% 2.780%
12 13.886 1898 1904 1908 rBV 736720 1026692 41.24% 4.082%
13 13.933 1908 1912 1920 rVB 247835 336428 13.51% 1.338%
14 14.168 1943 1952 1961 rBV 863487 1278170 51.34% 5.082%
15 14.374 1983 1987 1993 rVV 40325 52265 2.10% 0.208%

16 14.480 1996 2005 2014 rBV2 602056 961135 38.61% 3.822%
17 14.662 2029 2036 2043 rBvV 339944 488760 19.63% 1.943%
18 15.327 2145 2149 2155 rVB 69016 86975 3.49% 0.346%
19 15.468 2167 2173 2180 rVB 1135584 1638005 65.79% 6.513%
20 15.580 2187 2192 2198 rBV 249779 332181 13.34% 1.321%

21 15.715 2210 2215 2216 rBV2 20106 27735 1.11% 0.110%
22 16.192 2291 2296 2308 rBV 72183 125797 5.05% 0.500%
23 16.980 2425 2430 2434 rBV 27314 35470 1.42% 0.141%

24 17.221 2464 2471 2478 rBV 831300 1181304 47.45% 4.697%
25 17.321 2481 2488 2497 rVV 1272183 1835507 73.73% 7.298%

26 18.115 2617 2623 2632 rBV 152326 229430 9.22% 0.912%
27 19.392 2836 2840 2851 rBV 85125 122286 4.91% 0.486%
28 19.609 2871 2877 2884 rBV 1536772 2233052 89.70% 8.879%
29 21.109 3128 3132 3148 rBV 333846 501036 20.13% 1.992%
30 21.397 3176 3181 3189 rBV 1172118 1579043 63.43% 6.279%

31 21.556 3205 3208 3213 rBV 44046 48964 1.97% 0.195%
32 22.003 3280 3284 3291 rBV3 45639 73338 2.95% 0.292%
33 22.474 3359 3364 3376 rBV 678158 1038854 41.73% 4.131%
34 22.997 3450 3453 3458 rVB 49729 70698 2.84% 0.281%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516.M
SVOA CALIBRATION

35 23.556 3540 3548 3560 rBV 1225722 2489604 100.00% 9.899%
36 23.697 3565 3572 3582 rVB2 771641 1562515 62.76% 6.213%
37 24.262 3664 3668 3674 rVB 50641 90903 3.65% 0.361%

Sum of corrected areas: 25149250
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM031516.M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM004619.D
1400000
1200000
1000000
800000
600000

8.54 10.25 1016377

400000 7.00 1;-37 785 9.00

UL 1] T

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM004619.D

19161

1400000
17.32

1200000 15.47

1000000
14.17 17.42

800000 13.89

600000 14.48

400000 14.66
18.93 5.58
200000 U 18.12

14, 153 16.19 19.39

i 572 "° 16.98

m
LI

Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM004619.D

1400000 23.56

21.40
1200000

1000000
P3.70
800000 22.47
600000
400000 2111

200000 23.00 24.26
1.56 22.00

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.19 2.13 ng/ul 125797 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 2296 (16.192 min): BM004619.D (-2291) (-) m/z 57.10 100.00%

57
43 71
5000

15.80 16.00 16.20 16.40 16.60
m/z 71.10 69.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane

43 57

%

5000 L i B

85 1580 16.00 16.20 16.40 16.60
29 m/z 43.05 67.25%
| L L %9113127141155169 282
e e S S e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 5 S e e
85 15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 48.21%
29 99 .
11
15 127141155169183197211 240
wmﬁmwwwwwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
43 57 15.80 16.00 16.20 16.40 16.60
m/z 41.05 31.58%
5000 &
85
29
| L L w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.12 3.88 ng/ul 229430 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 80
Abundance Scan 2624 (18.121 min): BM004619.D (-2617) (-) m/z 73.10 100.00%
43 60 3
5000 129
85 213 Y =S S
bl g8 15| 0157171185 | . 256 17.80 18.00 18.20 18.40

il m/z 60.00 79.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid

60 73

43

5000 129 LILE INLINL LI LI L L L L |
29 17.80 18.00 18.20 18.40

214 m/z 43.10 78.41%

143 157

| I‘l — ‘l"‘ : Iulml‘ il |‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

43

60 17.80 18.00 18.20 18.40
5000 & m/z 55.10 68.09%

87 101115129143157171185199213227242256

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #65562: Tridecanoic acid
43 60 73 17.80 18.00 18.20 18.40
m/z 57.10 66.70%
5000
29
129
“ T7 1115 ‘ 171185 214

o | | uets | WS4 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Nonadecanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.11 6.35 ng/ul 501036 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecanol 284 C19H400 001454-84-8 95
2 Cyclopentadecane 210 C15H30 000295-48-7 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 3132 (21.109 min): BM004619.D (-3128) (-) m/z 57.05 100.00%
43 97
5000
125
140154 20.80 21.00 21.20 21.40
S 168182 207 249 267 282 m/z 83.10 92 _45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108955: 1-Nonadecanol
43 o 83
5000 UM AR IR U
29 20.80 21.00 21.20 21.40
m/z 55.05 91.57%
14 \‘ L L 13915416818219621022423825,266
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 55
69 g3 "|“"|“"|'“'|'ﬁ47
20.80 21.00 21.20 21.40
5000 m/z 43.05 86.16%
111
2 12530103 182 210
Wﬂmﬁmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester s paae e E e e e e e
57 20.80 21.00 21.20 21.40
83 m/z 97.05 84 .10%
5000 4
125
21 0 130154169 196210 2B o5 g3
m/z--> 20 Jo 65 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 4 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.47 13.16 ng/ul 1038850 Chrysene-di12 21.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO0 000301-02-0 72
2 13-Docosenamide, (Z2)- 337 C22H43NO 000112-84-5 64
3 Heptanamide, 4-ethyl-5-methyl- 171 C10H21NO 054789-40-1 47
4 Methyl 17-methoxy-10-methoxycarb... 386 C22H4205 1000110-20-7 43
5 trans-2,7-Dimethyl-4,6-octadien-... 154 C10H180 1000281-69-5 35
Abundance Scan 3363 (22.468 min): BM004619.D (-3359) (-) m/z 59.05 100.00%
9
5000 K
41
83 P T
126 22,20 22.40 22.60 22.80
154
o ol 22, 182206 240 263 294 320341 m/z 72.05 71.91%
m/z--> 50 100 150 200 250 300 350
Abundance #106874: 9-Octadecenamide, (2)-
59
5000
22.20 22.40 22.60 22.80
41 m/z 55.05 56.07%
281
|1|8\\| M \‘\‘ \‘\ \H \Hi H \;3615‘} .1.8‘} |22|O| |253|‘| .‘ ; ——— ;
m/z--> 50 100 150 200 250 300 350
Abundance
59
i 22,20 22.40 22,60 22.80
5000 m/z 43.05 35.35%
137
83 112
165 193 221240 263 294 319537
m/z--> 50 100 150 200 250 300 350
Abundance #36772: Heptanamide, 4-ethyl-5-methyl- T T T R T
59 22120 22.40 22.60 22.80
m/z 41.05 34 .03%
5000
114
m/z--> 50 100 150 200 250 300 350 2220 22.40 22.60 22.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM031516\
Data File : BM004619.D

Acq On : 16 Mar 2016 04:36

Operator : UM/SJ

Sample : H1778-20

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM031516 .M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 16.19 2.1 ng/ul 125797 4 17.22 1181300 20.0
Tridecanoic acid 18.12 3.9 ng/ul 229430 4 17.22 1181300 20.0
1-Nonadecanol 21.11 6.3 ng/ul 501036 5 21.40 1579040 20.0
9-Octadecenamide, ... 22.47 13.2 ng/ul 1038850 5 21.40 1579040 20.0
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