LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 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-BM011018.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 3.157 26 29 37 rvB4 34116 57322 1.92% 0.156%
2 4.775 298 304 310 rBV3 25092 46014 1.54% 0.125%
3 6.792 641 647 661 rVB 565673 1027747 34.42% 2.794%
4 6.957 668 675 685 rBV 446450 671798 22.50% 1.827%
5 7.145 699 707 718 rBV 609548 971010 32.52% 2.640%
6 7.610 780 786 795 rBV 595937 938741 31.44% 2.552%
7 8.322 899 907 918 rBV 707162 1169283 39.16% 3.179%
8 8.769 975 983 992 rBV 567879 961731 32.21% 2.615%
9 9.169 1047 1051 1057 rBV3 21715 33776 1.13% 0.092%
10 9.486 1097 1105 1113 rBV 459048 814004 27.26% 2.213%

11 10.016 1190 1195 1209 rBV 672438 1213887 40.66% 3.300%
12 10.386 1252 1258 1267 rBV 779831 1280509 42.89%% 3.482%
13 10.539 1276 1284 1302 rBV 558063 1107736 37.10% 3.012%
14 11.933 1515 1521 1528 rBV4 17982 39046 1.31% 0.106%
15 13.086 1711 1717 1723 rVB2 34850 50633 1.70% 0.138%

16 13.680 1812 1818 1823 rBV 1230666 1690837 56.63% 4_.597%
17 13.727 1823 1826 1834 rVV 278898 419768 14.06% 1.141%
18 13.951 1858 1864 1874 rBV 1426882 2099942 70.33% 5.710%
19 14.168 1896 1901 1908 rBV 113969 165070 5.53% 0.449%
20 14.263 1908 1917 1929 rVV2 1032904 1639267 54.90% 4._.457%

21 14.492 1950 1956 1970 rBV 332181 640162 21.44% 1.741%
22 14.792 2003 2007 2012 rVB5 44379 61467 2.06% 0.167%
23 15.127 2060 2064 2069 rVB 151112 188750 6.32% 0.513%
24 15.262 2081 2087 2093 rVB 1751510 2385368 79.89%% 6.486%
25 15.398 2105 2110 2120 rBV 375732 594500 19.91% 1.616%

26 15.533 2124 2133 2138 rBV3 85422 196349 6.58% 0.534%

27 15.633 2147 2150 2154 rVB6 32113 37230 1.25% 0.101%
28 15.686 2156 2159 2164 rVB4 24603 38034 1.27% 0.103%
29 15.992 2206 2211 2213 rBV2 183776 252099 8.44% 0.685%
30 16.339 2266 2270 2271 rBvV4 23665 34154 1.14% 0.093%

31 16.674 2323 2327 2336 rBV3 130535 213934 7.16% 0.582%
32 16.786 2342 2346 2349 rBV 129000 151533 5.08% 0.412%
33 16.833 2350 2354 2361 rVB 119261 181950 6.09% 0.495%
34 17.015 2379 2385 2392 rBV 1363433 1877624 62.88% 5.105%
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LSC Area Percent Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018.M
SVOA CALIBRATION

Method :
Title :

35 17.115 2396 2402 2415 rVB 1783469 2530181 84.74% 6.879%

36 17.521 2468 2471 2475 rVB3 82779 101403 3.40% 0.276%
37 17.921 2535 2539 2543 rBV2 143970 188011 6.30% 0.511%

38 18.215 2586 2589 2594 rVB2 76614 99102 3.32% 0.269%
39 18.856 2695 2698 2703 rVB6 62579 76217 2.55% 0.207%
40 19.209 2755 2758 2762 rBV5 78836 99019 3.32% 0.269%

41 19.415 2788 2793 2800 rVB 2045055 2818613 94.40% 7.664%
42 20.356 2950 2953 2957 rVB2 135146 146882 4.92% 0.399%
43 20.939 3048 3052 3062 rVB3 172760 250350 8.38% 0.681%
44 21.139 3084 3086 3090 rVB2 84451 69079 2.31% 0.188%
45 21.215 3094 3099 3105 rVV 1693848 2106276 70.54% 5.727%

46 23.274 3443 3449 3461 rBV2 1589297 2985820 100.00% 8.118%
47 23.415 3467 3473 3484 rVB 1093287 2057096 68.90% 5.593%

Sum of corrected areas: 36779324
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_M
SVOA CALIBRATION

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

Abundance TIC: BM013681.D

2000000
1500000

1000000

10.39
8.32 10.02
6.79 7:15 761 8.77 0.54

500000 6.96 9.49

3.16 4’177 9.17

.
R R R = S L L

T
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM013681.D

19142

2000000 17.12
15.26

1500000 13.95 17.G2
13.68

14.26

1000000

500000 15.40

20.36

1590  1a69m8|| 1752 174822 1586192
16.34

11.93 13.09

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM013681.D

2000000 21.22 23.27

1500000 p3.41

1000000

500000{ 20. %_

e

Time--> 21.00 2150 22.00 2250 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 : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .17 2.01 ng/ul 165070 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 80
2 Tridecane 184 C13H28 000629-50-5 80
3 Heptacosane 380 C27H56 000593-49-7 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1901 (14.168 min): BM013681.D (-1896) (-) m/z 57.10 100.00%
57.1
5000
J 85.0
113.2 207.1 13.80 14.00 14.20 14.40
oM A LA tPa gea0 B Tm/z 43.06  72.80%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 UL A UL SRR B
13.80 14.00 14.20 14.40
29.0 m/z 71.05 71.35%
L 2041016001070 2680
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
13.80 14.00 14.20 14.40
5000 g 4 85.0 m/z 41.05 44 .35%
o ——
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane e S AR
57.0 13.80 14.00 14.20 14.40
m/z 85.05 33.10%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.13 2.30 ng/ul 188750 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Tetradecane. 1-iodo- 324 C14H291 019218-94-1 80
3 Tetradecane 198 C14H30 000629-59-4 78
4 Hexadecane 226 C16H34 000544-76-3 72
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 72

Abundance Scan 2064 (15.127 min): BM013681.D (-2060) (-) m/z 57.10 100.00%

51.1

5000
113.2 14.80 15.00 15.20 15.40
155.2 183.1
0 208.9 m/z 43.05 68.54%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57.0
5000 LN L L L L L LB L |
85.0 14.80 15.00 15.20 15.40
29.0 m/z 71.05 63.20%
o “ | M30141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
e e AR
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
T e
14.80 15.00 15.20 15.40
5000 . m/z 41.10 58.62%
: 85.0

113.0 155.0 197.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #59879: Tetradecane e
57.0 14.80 15.00 15.20 15.40
m/z 85.10  47.24%
5000 85.0
29.0
0 L) 113.0141.0 169.0 198.0
e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.53 2.40 ng/ul 196349 Acenaphthene-d10 14.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
2 Docosane 310 C22H46 000629-97-0 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2132 (15.527 min): BM013681.D (-2124) (-) m/z 57.10 100.00%

51.1

5000

15.20 15.40 15.60 15.80

1122 1410 1693 2070

Of m/z 43.05 67 .06%
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-
57.0
5000 850 LN L L L L L LB L |
15.20 15.40 15.60 15.80
m/z 71.05 57.68%
113.0
0 L | 77T 1410 183.0 211.0 239.0 267.0 296.0
T T e T T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R A RREREEE RS ERES
15.20 15.40 15.60 15.80
5000 85.0 m/z 41.00 44 .54%

29.0 113.0 141.0 169.0 197.0 225.0 253.0 281.0 310.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane R e e e
57.0 15.20 15.40 15.60 15.80
m/z 85.15 38.44%
5000 85.0
29.0
ob Lo 30 1410 1690 197.0 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 20 15. 40 15 60 15.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.99  2.69 ng/ul 252009  Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 Eicosane. 10-methvl- 206 C21H44 054833-23-7 91

2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 2211 (15.992 min): BM013681.D (-2206) (-) m/z 57.10 100.00%
57.1
5000
e e
I| ﬁl 1550 2072 2402 280.9 15.60 15.80 16.00 16.20 16.40
oAbl o e e e T m/z 71.10 78.64%
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 | BLNLIL L BN L L LB B
15.60 15.80 16.00 16.20 16.40
99.0 m/z 43.10 75.31%
: 154.0
ol A by iTass0 2300 2810
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R e o RS
15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 52.32%
99.0
27.0 141.0 1830 2250 281.0  337.0 394.0
T T T T T T e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- e e
57.0 15.60 15.80 16.00 16.20 16.40
m/z 41.10 44 _59%
5000
99.0
0 ‘ ’| L], 1410 1830 2390  296.0
e e o e S e T e e
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.92 2.00 ng/ul 188011 Phenanthrene-d10 17.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 2539 (17.921 min): BM013681.D (-2535) (-) m/z 73.10 100.00%
431 731
5000 129.1
17.60 17.80 18.00 18.20
0! m/z 43.10 95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 U DR SRS UM DU
83.0 17. 60 1780 1800 18.20
J‘“‘ - 1570 1g50 2130 2560 m/z 57.10 82.86%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
17.60 17.80 18.00 18.20
5000 256.0 m/z 60.00 80.70%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73.0 17.60 17.80 18.00 18.20
m/z 41.05 69.91%
43.0
5000
1290 171.0
: 214.0
98.0
LI | I ol T Y N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA M\DATA\BM012018\
Data File : BM013681.D

Aca On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample : J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM011018_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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.94 2.38 ng/ul 250350 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
4 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 91
Abundance ) Scan 3052 (20.939 min): BM013681.D (-3048) (-) m/z 57.10 100.00%
1971
5000
139.1 189.2 241.0 2811 450 o 4291 4901 26.66 2080 2100 2120 i
0 m/z 43.00 99.41%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 NN AL SRR
20.60 20.80 21.00 21.20
30,0 m/z 55.05 89.11%
0 | “\ I “\ “‘ \H\ :\1& \‘h. I :!781'0 222.0 264.0 306.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
57.0
97.0 NN SRR
20.60 20.80 21.00 21.20
5000 m/z 97.10 79.39%
o 139.0 1820 2240  280.0 322.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #163019: 9-Tricosene, (2)- A U D B
50 470 20.60 20.80 21.00 21.20
' m/z 83.00 77.14%
5000
322.0
L L 130 182022202600 |
m/z--> 50 100 150 200 250 300 350 400 450 ' 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_M\DATA\BM012018\
Data File : BM013681.D

Acq On : 20 Jan 2018 14:42

Operator : SJ/JU

Sample - J1097-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011018_.M
SVOA CALIBRATION

Quant Method
Quant Title

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: Str... 14.17 2.0 ng/ul 165070 3 14.26 1639270 20.0
(DEL) Alkane: Str... 15.13 2.3 ng/ul 188750 3 14.26 1639270 20.0
(DEL) Alkane: Str... 15.53 2.4 ng/ul 196349 3 14.26 1639270 20.0
(DEL) Alkane: Str... 15.99 2.7 ng/ul 252099 4 17.02 1877620 20.0
n-Hexadecanoic acid 17.92 2.0 ng/ul 188011 4 17.02 1877620 20.0
1-Heptacosanol 20.94 2.4 ng/ul 250350 5 21.22 2106280 20.0
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