LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample - H4436-16

Misc :

ALS Vial : 35 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-BM081116.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 6.969 739 745 755 rBV 662598 1093954 10.24% 1.637%
2 7.140 764 774 783 rBVY 490693 767802 7.19% 1.149%
3 7.340 799 808 816 rBVY 682644 1133908 10.61% 1.697%
4 7.804 880 887 897 rvB 904995 1473518 13.79% 2.205%
5 8.504 997 1006 1016 rBVY 809993 1349258 12.63% 2.019%
6 8.957 1076 1083 1094 rVB 620030 1040520 9.74% 1.557%
7 9.675 1196 1205 1217 rBVY 510061 874969 8.19% 1.309%
8 10.210 1289 1296 1312 rBV 846732 1452064 13.59% 2.173%
9 10.586 1352 1360 1369 rBV 1182663 2007011 18.78% 3.003%
10 10.722 1374 1383 1401 rBVY 598896 1115040 10.44% 1.669%

11 13.327 1820 1826 1836 rVB2 58298 107049 1.00% 0.160%
12 13.845 1907 1914 1918 rBV 1398726 2042756 19.12% 3.057%
13 13.892 1918 1922 1930 rVB 1163341 1606226 15.03% 2.404%
14 14.127 1955 1962 1972 rVB 1647786 2467865 23.10% 3.693%
15 14.433 2008 2014 2022 rBV2 1635696 2599535 24.33% 3.890%

16 14.633 2040 2048 2062 rBV 566276 1009654 9.45% 1.511%
17 15.427 2176 2183 2193 rBV 2162700 3150434 29.49% 4_.715%
18 15.545 2198 2203 2215 rBV 310331 498895 4.67% 0.747%
19 17.180 2474 2481 2487 rBV 2198785 3232026 30.25% 4_.837%
20 17.274 2491 2497 2506 rVB2 2358386 3478064 32.55% 5.205%

21 17.562 2541 2546 2555 rBV 258897 432875 4._05% 0.648%
22 18.068 2628 2632 2640 rBV 143950 236254 2.21% 0.354%
23 18.933 2775 2779 2785 rBV3 104646 181171 1.70% 0.271%
24 19.568 2881 2887 2894 rBV 3150381 4355191 40.76% 6.518%
25 21.068 3139 3142 3149 rBV 453054 628776 5.88% 0.941%

26 21.356 3187 3191 3196 rBV 3028535 3975755 37.21% 5.950%
27 22.933 3455 3459 3464 rBvV 751458 1099347 10.29% 1.645%
28 23.486 3548 3553 3563 rVB2 2203762 4386182 41.05% 6.564%
29 23.633 3572 3578 3586 rVB 2198272 4155320 38.89% 6.218%
30 24.168 3665 3669 3678 rVB2 614531 1208859 11.31% 1.809%

31 27.673 4260 4265 4283 rVB7 767605 2978021 27.87% 4._.457%
32 28.056 4319 4330 4365 rVB5 2218589 10684623 100.00% 15.989%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample - H4436-16

Misc :

ALS Vial : 35 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-BM081116.M
SVOA CALIBRATION

Sum of corrected areas: 66822922
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BM007237.D

3500000
3000000
2500000
2000000
1500000

1000000
6.97 7.34

500000 714
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10.59

10.21
0.72

0
Time-->

300 350 400 450 500 550 600 650 7.00 750 8.00 850

9.00

9.50 10.00 10.50 11.00

Abundance TIC: BM007237.D

3500000

3000000

2500000
15.43
2000000
14.134.43
13.84
18.89

1500000

1000000

14.63

500000

5.54 17.56

13.33
0

M
T T 1T

18.

19.57

(e

07 18.93

12.00 12.50 13.00

Time-->

13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM007237.D

21}36

3500000
232963
3000000

2500000

2000000 22,93

1500000 2417

21.07

1000000

500000

0%

28.06

27.67

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 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\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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: Cyclicl7.56 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.56 2.68 ng/ul 432875 Phenanthrene-d10 17.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 2-Tetradecene, (E)- 196 C14H28 035953-54-9 97
3 Cyclotetradecane 196 C14H28 000295-17-0 97
4 Cyclotetradecane 196 C14H28 000295-17-0 95
5 1-Hexadecanol 242 C16H340 036653-82-4 95

Abundance Scan 2546 (17.562 min): BM007237.D (-2541) (-) m/z 55.05 100.00%

5 69

5000

:

125 L o e N B o
140154168 196 213 17.20 17.40 17.60 17.80

m/z 83.05 92 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

55
41 > oo 83

97

%

5000

17.20 17.40 17.60 17.80
m/z 69.10 88.72%

125

139153167181196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
41 IIIIIIIIIIIIIIIIIIIIIII
17.20 17.40 17.60 17.80
5000 69 m/z 43.05 80.63%
83
97
27 1
125140154168 0
W‘WWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #58279: Cyclotetradecane T
17.20 17.40 17.60 17.80

m/z 57.05 79.16%

5000

111

g

125139153168 196
i e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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: Cyclic21.07 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.07 3.16 ng/ul 628776 Chrysene-d12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 1-Tricosene 322 C23H46 018835-32-0 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 3142 (21.068 min): BM007237.D (-3139) (-) m/z 57.10 100.00%
57
97
5000
N 90150 71100 217 7140
153 : : : :
Ol A AL L2218 223252 285 330301389 430 482 56 sz 55.10  84.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 L AL SR BN I
20.80 21.00 21.20 21.40
29 111 m/z 83.10 84 .26%
[ h‘ dh | 130168195 224252
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57 o7
20.80 21.00 21.20 21.40
5000 m/z 43.10 82.87%
125
29
e 222250 297 e M/A\MN\/—A
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane AR EEEEE RS
55 20.80 21.00 21.20 21.40
83 m/z 69.10 80.53%
5000
29 111
l 139 182210
mz-> 50 100 150 200 250 300 350 400 450 500 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22.93 5.29 ng/ul 1099350 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 3459 (22.933 min): BM007237.D (-3455) (-) m/z 57.10 100.00%

57
85
5000

13
]|1 141169 211 252 22.60 22.80 23.00 23.20
O A LI 21 73 205 311372400427459 505 %49 | sz 71.10  76.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83028: Hexadecane
57
5000 85 IIIIIIIIIIIIIIIIIIII
22.60 22.80 23.00 23.20
m/z 43.10 56.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R RERREEEEEEER RSy
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 55.13%
29

113141169197225253 295323 367

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane L B T
22.60 22.80 23.00 23.20

m/z 55.10 25.35%

[

5000

%

141169197225253 296
e L
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2260 2280 23.00 23.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24 .17 5.82 ng/ul 1208860 Perylene-d12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 98
2 Octacosane 394 C28H58 000630-02-4 94
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 3669 (24.168 min): BM007237.D (-3665) (-) m/z 57.10 100.00%

5000

:

23.80 24.00 24.20 24.40
m/z 71.10 75.57%

o 141169 207 230 283314341 379 436 468 510 548

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #223851: Hentriacontane

5

5000 T

85 23.80 24.00 24.20 24.40
m/z 43.10 59.37%
113
29| | | | [1°141169197225253280309 351379407436
e e R
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o = .
23.80 24.00 24.20 24.40
5000 o m/z 85.10 56.49%
29
113141169197225253281309337365 394
e = D il bt S EA LA S A A
mz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane A B i M
23.80 24.00 24.20 24.40
85 m/z 55.10 22.67%
5000

ki

14116919795 953g1 509 338

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23. 80 24. OO 24 20 24. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 5 2,6,6,9,27,6",6",9"-Octamet... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27 .67 14.33 ng/ul 2978020 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,6,6,9,27,6",6",9"-Octamethyl-[... 410 C30H50 1000189-48-2 86
2 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 49
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 38
4 Succinic acid, 3,5-dimethylpheny... 340 C21H2404 1000360-73-3 38
5 Dimethyl{bis[(4,8,8-trimethyldec... 500 C32H5602Si 1000364-69-0 25
Abundance Scan 4264 (27.668 min): BM007237.D (-4260) (-) m/z 205.20 100.00%
109 205
67
5000
5 409 " | 27.40 27.60 27.80 28.00
m/z 109.10 81.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethyl-[8,8'bi[tricyclol...
205
5000 95 LRI R BRI BRI SR
149 410 ﬂ@ﬂmﬂmmm
‘ m/z 95.10 79.50%
27\\ M Y M bl Lo 285 wes st |
m/z--> o 50 100 150 200 250 300 350 400 450 500 550
Abundance
205
257 | 27.40 27.60 27.80 28.00
5000 m/z 93.10 77.83%
121149 424
176 300
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #220485: Lup-20(29)-en-3-one L Ao o S e
205 27.40 27.60 27.80 28.00
109 m/z 67.10 72.61%
424
- | NF-JK~,,WVJP\\w,-W//\\\
49
41
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 '5546 5560'5556 éédd"
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample : H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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 6 Caparratriene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
28.06 51.43 ng/ul 10684600 Perylene-di12 23.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 64
2 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 58
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 53
4 (-)-Neoclovene-(I11), dihydro- 206 C15H26 1000152-83-6 47
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 46
Abundance Scan 4331 (28.062 min): BM007237.D (-4319) (-) m/z 95.10 100.00%
189
5000
a4 18
257 31 426 27.80 28.00 28.20 28.40
ek 162490518 m/z 189.15 99.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66196: Caparratriene
41 69
09
5000 LI SR AN UL
136163 27.80 28.00 28.20 28.40
‘ ‘ 191 m/z 93.10 98.46%
”J...“..w..” I —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
81
UL UL SN SRR B
41 109 27.80 28.00 28.20 28.40
5000 163 m/z 81.10 93.52%
135
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #64305: Guaia-9,11-diene Bl BRREEma s S
983 27.80 28.00 28.20 28.40
19 189 m/z 107.10 87.19%
rrrrreT Iﬁ"'{"IL""'"'I""I""I""I""I""I rrryrrrTyTTTTpTTT T T
m/z--> 50 100 150 200 250 300 350 400 450 500 27.80 28.00 28.20 28.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM081916\
Data File : BM0O07237.D

Acq On 19 Aug 2016 15:05

Operator : UM/SJ

Sample - H4436-16

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM081116 .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... 17.56 2.7 ng/ul 432875 4 17.18 3232030 20.0
(DEL) Alkane: Cyc... 21.07 3.2 ng/ul 628776 5 21.36 3975760 20.0
(DEL) Alkane: Str... 22.93 5.3 ng/ul 1099350 6 23.63 4155320 20.0
(DEL) Alkane: Str... 24.17 5.8 ng/ul 1208860 6 23.63 4155320 20.0
2,6,6,9,2",6",6",... 27.67 14.3 ng/ul 2978020 6 23.63 4155320 20.0
Caparratriene 28.06 51.4 ng/ul 10684600 6 23.63 4155320 20.0
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