LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\SOM-EPA-BM042517 .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 6.986 656 663 677 rVB 854108 1431560 21.14% 2.042%
2 7.151 683 691 698 rBV 625750 960817 14.19% 1.371%
3 7.345 715 724 731 rBV 788530 1255818 18.54% 1.792%
4 7.816 798 804 810 rBV 878380 1395400 20.60% 1.991%
5 8.522 915 924 935 rBY 1063376 1718214 25.37% 2.451%
6 8.980 996 1002 1011 rVV 879192 1457929 21.53% 2.080%
7 9.086 1014 1020 1034 rVB 47077 98203 1.45% 0.140%
8 9.698 1117 1124 1132 rBV 789711 1310352 19.35% 1.869%
9 10.233 1206 1215 1223 rBVY 1156635 2028110 29.95% 2.893%
10 10.610 1272 1279 1286 rVB 1239518 2050747 30.28% 2.926%

11 10.757 1295 1304 1315 rBV 808479 1466500 21.65% 2.092%
12 11.398 1408 1413 1419 rBV7 41597 95343 1.41% 0.136%
13 12.963 1675 1679 1688 rVB2 147646 234111 3.46% 0.334%
14 13.251 1724 1728 1736 rVB3 144163 234278 3.46% 0.334%
15 13.645 1791 1795 1799 rBV7 70237 122694 1.81% 0.175%

16 13.874 1828 1834 1838 rBV 2285778 3373321 49.81% 4.813%
17 13.915 1838 1841 1846 rVB2 875920 1147337 16.94% 1.637%
18 14.157 1877 1882 1893 rVB 2705075 3942521 58.21% 5.625%
19 14.274 1898 1902 1907 rVvB2 220772 331108 4._.89% 0.472%
20 14.333 1907 1912 1920 rBV2 408245 734436 10.84% 1.048%

21 14.410 1922 1925 1928 rVV3 190341 299296 4.42% 0.427%
22 14.462 1929 1934 1941 rVB2 1846133 2955418 43.64% 4.216%
23 14.686 1966 1972 1980 rBV 1423046 2348316 34.67% 3.350%
24 15.239 2062 2066 2070 rBV2 414719 622702 9.19% 0.888%
25 15.286 2071 2074 2078 rVvV 425684 536483 7.92% 0.765%

26 15.462 2098 2104 2110 rBV 3709655 5395264 79.66% 7.697%
27 15.592 2122 2126 2132 rVB 883998 1202657 17.76% 1.716%
28 15.692 2140 2143 2148 rVB2 496905 721359 10.65% 1.029%
29 16.174 2218 2225 2231 rBV 1211045 2459761 36.32% 3.509%
30 16.945 2354 2356 2360 rVB 536224 511288 7.55% 0.729%

31 16.998 2361 2365 2370 rVB 825264 1166181 17.22% 1.664%
32 17.215 2398 2402 2407 rVB 2577939 3537085 52.23% 5.046%
33 17.315 2414 2419 2426 rVB2 4485549 6236974 92.09% 8.898%
34 17.686 2479 2482 2486 rVB 636437 755010 11.15% 1.077%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM042517 .M
SVOA CALIBRATION

Method
Title

35 18.098 2549 2552 2556 rBV4 546268 745315 11.00% 1.063%
36 19.615 2806 2810 2815 rVB 5451156 6772578 100.00% 9.662%

37 21.397 3110 3113 3118 rVB 2959726 3644774 53.82% 5.200%
38 23.568 3478 3482 3492 rVB2 2575185 4794309 70.79% 6.840%

Sum of corrected areas: 70093569
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM009826.D

8000000
6000000
4000000

2000000

8.52 10.23 10.61
6.99,235 7.82 8.98 9.70 0.76

0 AJ\ A I/\I9-09 f\ A M 11.40

Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM009826.D

19,62
8000000

17.32
6000000

15.46 17.22

4000000

o™

2000000

12,963.25 13,64
e T L o o o o e e ST EMEE

Time--> 12.00 1250 13.00 1350 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: BM009826.D

21.40

8000000

23.57

6000000

4000000

2000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 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\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.27 2.24 ng/ul 331108 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octen-1-ol. 3.7-dimethvl-. (R)- 156 C10H200 001117-61-9 27
2 Butanamide. 3-methvl-2-methvlene... 189 C12H15NO 095383-63-4 27
3 4-n-Hexvlthiane. S.S-dioxide 218 C11H2202S 070928-52-8 25
4 1-Anthracenamine 193 C14H1i1N 000610-49-1 25
5 2,6-Octadien-1-ol, 3,7-dimethyl- 154 C10H180 000624-15-7 25
Abundance Scan 1901 (14.268 min): BM009826.D (-1898) (-) m/z 69.10 100.00%
o 193
5000
208 221 14,00 14.20 14.40 14.60
0! m/z 193.20 95.85%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #28325: 6-Octen-1-ol, 3,7-dimethyl-, (R)-
41 69
5000 55 LR B B UL B
8l o5 14100 14,20 14.40 14.60
o7 109 123 m/z 55.10 93.09%
0 ® 13 g6
0.??,.‘a”..ﬂ.‘..“.‘,.‘ ..‘i‘.‘..l,..“..,....‘,.... e R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41 69
o1 R PR SUNILE B SR
14.00 14.20 14.40 14.60
5000 m/z 41.10 89.38%
189
- 146
0 3 85 8109 | 160 174
m/z--> ﬁo Jo 65 éo 160 150 140 160 180 200 250
Abundance #75445: 4—n—HexyIthiane, S,S-dioxide LI L LB N L B
69 14.00 14.20 14.40 14.60
55 m/z 57.10 72.18%
83
5000 97
‘ 111,134 147 161 - 201 018
m/z--> 200 40 60 80 100 120 140 160 180 200 220 14.00 14. 20 14.40 14 60

SOM-EPA-BM042517.M Mon May 01 18:45:10 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .33 4.97 ng/ul 734436 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 74
2 Undecane. 2-methvl- 170 C12H26 007045-71-8 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 10-Methylnonadecane 282 C20H42 056862-62-5 72
Abundance Scan 1911 (14.327 min): BM009826.D (-1907) (-) m/z 57.10 100.00%
57
43
71
5000

14.00 14.20 14.40 14.60

99 113
0 g8 190 207 m/z 43.10  76.35%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117637: Nonadecane
57
5000 R U R B I

14.00 14.20 14.40 14.60
m/z 71.10 55.73%

99

113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 A ma s
14.00 14.20 14.40 14.60
5000 71 m/z 41.10 45 _.27%
29 85
0 99 113127 155179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane e B B e e A
43 57 14. 00 14. 20 14. 40 14. 60

m/z 85.05 32.81%

5000 1
85
29
| L L4 w 99113127141155169183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14. 20 14. 40 14.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 3 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14._.41 2.03 ng/ul 299296 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrimidinamine. 4.6-dimethvl- 123 C6HON3 000767-15-7 46
2 5.6.7.7-Tetramethvl-octa-3.5-die... 180 C12H200 1000190-70-9 43
3 Propionic acid. 3-(2.5-dimethvl-._.. 210 C10H14N203 1000310-26-3 38
4 Phorone 138 C9H140 000504-20-1 30
5 Ethanone, 1-[2-methyl-5-(1-methy... 166 C11H180 074063-72-2 27
Abundance Scan 1925 (14.410 min): BM009826.D (-1922) (-) m/z 123.10 100.00%
1 143
97
5000
193
137 UL B SUAA B
149162 180 208 22253, mmmmmmmmmm

01 m/z 41.10 94 .27%

m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #10130: 2-Pyrimidinamine, 4,6-dimethyl-
123

5000 L e e
43 96 14.00 14,20 14.40 14.60 14.80

67 m/z 97.10 70.63%

82
15 7 s
Ml 1 .“...p‘....,.‘l..,l...,....,....,....,....,....,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
123

o

43 137 14.00 14.20 14.40 14.60 14.80
5000 m/z 55.10 56.43%
96
57 81
29 69 109 165 180
o NN RS TR 1t

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #68927: Propionic acid, 3-(2,5-dimethyl-2H-pyrazol-3-yl)-3... A EEE TS
123 14.00 14.20 14.40 14.60 14.80

m/z 43.10 54 .50%

5000
42 54 95 210
109 | 140 164

HM \‘H\ ul \ \‘ ‘ Il] H‘ I 181

m/z--> 20 80 100 120 140 160 180 200 220 14. OO 14. 20 14. 40 14. 60 14. 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 4 Isophytol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.21 ng/ul 622702 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophvtol 296 C20H400 000505-32-8 50
2 1-Hexadecen-3-ol. 3.5.11.15-tetr... 296 C20H400 1000262-55-5 47
3 Cvclohexanol. 3.5-dimethvl- 128 C8H160 005441-52-1 47
4 Butanoic acid. 3-butenvl ester 142 C8H1402 021698-32-8 43
5 Butanoic acid, 2-propenyl ester 128 C7H1202 002051-78-7 43
Abundance Scan 2066 (15.239 min): BM009826.D (-2062) (-) m/z 71.10 100.00%
7
43
5000
123
i 95109 207 ' 15.00 15.20 15.40 15.60
137 222 : : : :
Ol prrrritrell ”-""' A ..|'..,'!'...-,.}f?..m.l.??,.'... e m/Z 43.10  61.37%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141400: Isophytol
71
5000 LR BN BV IR
15.00 15.20 15.40 15.60
m/z 41.10 37.67%
43 57 95 123 14 278
O prrr el e ho e oL 0104208222237 263270 296
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
' 15.00 15.20 15.40 15.60
5000 m/z 123.10 34.61%
43
57
o 95 123137151165179193207 222236 278
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12616: Cyclohexanol, 3,5-dimethyl- b RREmE EE e
7 15.00 15.20 15.40 15.60
m/z 55.10 24 _29%
5000
95
4l 55 ‘ 110
0 ,.‘.‘..‘,“‘l..l‘,.‘l‘a.,“:...,....,1.2.7..,.... N — B —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.29 3.63 ng/ul 536483 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 87
2 Hexadecane 226 C16H34 000544-76-3 87
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 83
Abundance Scan 2075 (15.292 min): BM009826.D (-2071) (-) m/z 57.10 100.00%
43
71
5000
99113 135 15.00 15.20 15.40 15.60
o 149 165180 205 226 77 43 10 81 _ 350
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83024: Hexadecane
43 57
71
5000 L BN UL IS R
85 15.00 15.20 15.40 15.60
29 m/z 71.10 56.21%
. d L4 ) % 113127141155169153 226
m/z--> 20 45 60 éo 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 71
3500 1550 1540 1560
5000 85 m/z 85.10 37.48%
99
oI5 29 13127141155169183107211 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48894: Decane, 2,3,5-trimethyl- A B
57 15.00 15.20 15.40 15.60
43 m/z 41.10 33.47%
71
5000 85
29 141
. L) P 169
m/z--> 25 45 éo éo 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.69 4.88 ng/ul 721359 Acenaphthene-d10 14.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
2 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 64
3 Octane. 3.5-dimethvl- 142 C10H22 015869-93-9 62
4 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 58
5 Dodecane, 4,9-dipropyl- 254 C18H38 003054-63-5 50
Abundance Scan 2143 (15.692 min): BM009826.D (-2140) (-) m/z 57.10 100.00%
57
43
° 98 113 ' 1540 1560 15.80 16.00
127 180 15.40 15.60 15.80 16.00
0 N e 23218233209 | 7z 43,10 55.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59890: Tridecane, 3-methyl-
57
43
5000 L I I SUL U
71 15.40 15.60 15.80 16.00
29 a5 m/z 71.10 47.39%
o w L || 99113127140 1559 183 108
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240
Abundance
57
B, 15.40 15.60 15.80 16.00
5000 m/z 41.10 26.07%
29
85
. 99113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19182: Octane, 3,5-dimethyl- I AEEREE TS
57 15.40 15.60 15.80 16.00
43 m/z 55.10 22.90%
29 85 99
0 .??,JJ.WM..Hu.JL.,N..nh.?}?ﬂ%7.}f?”.,.... S — N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.17 13.91 ng/ul 2459760 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 91
2 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 90
3 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
4 Undecane. 6-ethvl- 184 C13H28 017312-60-6 81
5 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 72
Abundance Scan 2224 (16.168 min): BM009826.D (-2218) (-) m/z 57.10 100.00%

g7
43 | 1T
5000
85 L N BRI B
99 113 15.80 16.00 16.20 16.40
127 183
o — | e 1741155160183 203217 244260 281 T 7 10 74.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 A RN S UL B

1580 16.00 16.20 16.40
29‘ 85 m/z 43.10 68.51%
I

| I ‘ 99113127141155169183197

127141154  182197211225239253 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
R S R
71 15.80 16.00 16.20 16.40
5000 m/z 41.10 33.31%
85
99 113

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71411: Dodecane, 2,6,11-trimethyl- A BT o e
57 15.80 16.00 16.20 16.40
a3 | 71 m/z 55.10 27.95%
5000 W/WW
- 85 ,
ol L ‘ 99 113127, 41 155169183197
L L L s .
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.94 2.89 ng/ul 511288 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 2.3-Dimethvldodecane 198 C14H30 006117-98-2 76
3 Hexadecane 226 C16H34 000544-76-3 64
4 1-lodoundecane 282 C11H231 004282-44-4 64
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 64

Abundance Scan 2355 (16.939 min): BM009826.D (-2354) (-) m/z 57.10 100.00%

g7
43

71

5000

16.60 16.80 17.00 17.20

99113157141

168 189 po7 234248 272

0 m/z 43.10 71.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57
43 71
85
5000 LA I L L L L L |
16.60 16.80 17.00 17.20
29 99 m/z 71.10 62.79%
113
s ¢ | V%127141155160183197011 240
”.P.”,”.q.”.P.”,“.W.H.P.”,”.w.“...” R R AREARY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
71 IIIIIIIIIIIIIIIIIIIIII
16.60 16.80 17.00 17.20
5000 85 m/z 85.10 36.22%
29 154
% 113
oL15 127 169183198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83025: Hexadecane R ABma RS
43 57 16.60 16.80 17.00 17.20

m/z 41.10 32.75%

5000

%

85
29

| ‘ L “ 99113127141155169183197 226

N e SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 60 16. 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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

o

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

17.00 6.59 ng/ul 1166180 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 83
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
Abundance Scan 2365 (16.998 min): BM009826.D (-2361) (-) m/z 57.10 100.00%

57
71
43
5000 85
99 113127 1660 16.80 17.00 17.20 17.40
192

,....,...|!,.-||l bl F95100 T9% 210 228 245259274 | njz  71.10  75.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43

5000 L

85 1660 16.80 17.00 17.20 17.40
29 m/z 43.10 50.38%
99113
obd W L1 || | 141155169183197 225239253267 282
T T T P T T T T A I e T e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
43 |llll|llll|llll|llll|ll
71 16.60 16.80 17.00 17.20 17.40
5000 m/z 85.10 38.29%
85
112

127141 168183197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- A B o
57 16.60 16.80 17.00 17.20 17.40
71 m/z 41.10 27.99%
43
5000 85
L ‘ I %glﬁ3 141155169183  211225239253267281296

L S et L s S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. OO 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.69 4.27 ng/ul 755010 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 Tridecane 184 C13H28 000629-50-5 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80
Abundance Scan 2483 (17.692 min): BM009826.D (-2479) (-) m/z 57.10 100.00%
g7
5000 85
149169 193,,5232 254 17.40 17.60 17.80 18.00
o341 2R 278 307 m/z 71.10 71.62%
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57
5000 85 LN IR UL SULRLR UM
- 17.40 17.60 17.80 18.00
m/z 43.10 69.65%
198
0|||||| l‘:‘“‘ \1}%\\1?]] |16|9|| — e
m/z--> 50 100 150 200 250 300 350
Abundance
57
17.40 17.60 17.80 18.00
5000 85 m/z 85.10 44 .87%
29
0 113 141 169 198
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane I AEEREE TS
57 17.40 17.60 17.80 18.00
m/z 41.10 37.49%
5000
85
0 %9 (113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM043017\
Data File : BM009826.D

Aca On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample : 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM042517 .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 11 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.10 4.21 ng/ul 745315 Phenanthrene-d10 17.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
2 Tridecanoic acid 214 C13H2602 000638-53-9 47
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
4 Tridecanoic acid 214 C13H2602 000638-53-9 35
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 25
Abundance Scan 2552 (18.098 min): BM009826.D (-2549) (-) m/z 41.10 100.00%
1
73
5000
o5 123
15 477 P e "85 13/00 1320 1340
(o} m/z 55.10 99.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 LR B BN BN R
17.80 18.00 18.20 18.40
4& m/z 43.10 71.87%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 | 783
17.|80 18.|00 18.|20 18.|40
5000 129 m/z 73.10 68.58%
171
27 97
0 58 113 152 186 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107547: n-Hexadecanoic acid R R o ST
43 17.80 18.00 18.20 18.40

m/z 60.00 58.20%

5000

2

Ol A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM043017\
Data File : BM009826.D

Acq On : 30 Apr 2017 23:43

Operator : SJ/MA

Sample - 12849-08

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM042517 .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]
unknown-01 14.27 2.2 ng/ul 331108 3 14.46 2955420 20.0
(DEL) Alkane: Str... 14.33 5.0 ng/ul 734436 3 14.46 2955420 20.0
unknown-02 14.41 2.0 ng/ul 299296 3 14.46 2955420 20.0
Isophytol 15.24 4.2 ng/ul 622702 3 14.46 2955420 20.0
(DEL) Alkane: Str... 15.29 3.6 ng/ul 536483 3 14.46 2955420 20.0
(DEL) Alkane: Str... 15.69 4.9 ng/ul 721359 3 14.46 2955420 20.0
(DEL) Alkane: Str... 16.17 13.9 ng/ul 2459760 4 17.22 3537090 20.0
(DEL) Alkane: Str... 16.94 2.9 ng/ul 511288 4 17.22 3537090 20.0
(DEL) Alkane: Str... 17.00 6.6 ng/ul 1166180 4 17.22 3537090 20.0
(DEL) Alkane: Str... 17.69 4.3 ng/ul 755010 4 17.22 3537090 20.0
n-Hexadecanoic acid 18.10 4.2 ng/ul 745315 4 17.22 3537090 20.0
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