LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 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-BM113017.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 3.246 22 27 31 rBv 57246 81920 1.10% 0.109%
2 6.875 635 644 653 rVB 265089 466702 6.26% 0.621%
3 7.039 666 672 681 rBV 963102 1466155 19.68% 1.952%
4 7.234 698 705 714 rBVY 1073192 1652767 22.18% 2.201%
5 7.698 777 784 793 rVB 1019348 1576439 21.16% 2.099%
6 8.404 897 904 914 rBV 882232 1378657 18.50% 1.836%
7 8.851 973 980 989 rBVY 1391671 2244446 30.12% 2.989%
8 9.569 1095 1102 1115 rBvV 1200347 1962968 26.34% 2.614%
9 10.104 1185 1193 1207 rBV 1663143 2782373 37.34% 3.705%
10 10.480 1248 1257 1265 rBVY 1447639 2415364 32.42% 3.216%

11 13.757 1807 1814 1820 rBV 3357794 4684325 62.87% 6.238%
12 14.033 1853 1861 1872 rBV 3619913 5393589 72.39%% 7.182%
13 14.339 1904 1913 1926 rBV2 2200642 3447853 46.27% 4_.591%
14 14.551 1943 1949 1964 rBV 270276 439352 5.90% 0.585%
15 15.339 2073 2083 2093 rBV 4523757 6600035 88.58% 8.789%

16 15.457 2096 2103 2112 rBV 1527774 2084533 27.98% 2.776%
17 15.574 2119 2123 2127 rBV2 54632 81731 1.10% 0.109%
18 16.039 2196 2202 2205 rBV 85174 130667 1.75% 0.174%
19 16.509 2275 2282 2295 rBV 998056 1398357 18.77% 1.862%
20 17.086 2373 2380 2387 rBV 2999897 4084376 54.81% 5.439%

21 17.186 2390 2397 2408 rVB2 4864193 6934767 93.07% 9.234%
22 17.992 2529 2534 2543 rBV 1067166 1544220 20.72% 2.056%

23 19.115 2721 2725 2729 rBV 56912 77417 1.04% 0.103%
24 19.280 2747 2753 2765 rBV 896304 1289216 17.30% 1.717%
25 19.368 2765 2768 2774 rVB 53723 86047 1.15% 0.115%

26 19.486 2781 2788 2794 rBV 5381439 7451248 100.00% 9.922%
27 20.997 3041 3045 3051 rBV7 68312 103625 1.39% 0.138%
28 21.274 3086 3092 3100 rBV 3394589 4020516 53.96% 5.354%
29 22.838 3354 3358 3361 rVvB2 107316 154421 2.07% 0.206%
30 23.362 3439 3447 3460 rVVv2 2897295 5485378 73.62% 7.304%

31 23.503 3464 3471 3478 rVB 1589071 2882101 38.68% 3.838%

32 24.044 3558 3563 3569 rVB3 179426 316461 4._.25% 0.421%
33 24.791 3685 3690 3698 rVB2 173438 378834 5.08% 0.504%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 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

Method
Title

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM113017 .M
SVOA CALIBRATION

Sum of corrected areas: 75096860
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA M\DATA\BM120617\

BM013221.D

06 Dec 2017 22:09

SJ/Ju

16689-13

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.M
SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.51 6.85 ng/ul 1398360 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 2282 (16.509 min): BM013221.D (-2275) (-) m/z 73.00 100.00%
73.0
41.0
5000 129.1
u“ 16.20 16.40 16.60 16.80
m/z 60.00 80.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84454: Tetradecanoic acid
43.0 | 73.0
5000 129.0 228.0
16.20 16.40 16.60 16.80
970 185.0 m/z 41.05 76.40%
180‘ M H‘ ' 157.0
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
16.20 16.40 16.60 16.80
5000 43.0 129.0 m/z 43.10 74.17%
185.0
97.0 228.0
157.0
mmwmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 16.20 16.40 16.60 16.80
43.0 m/z 55.10 63.74%
5000 1290
185.0 228.0
bR | o, ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017 .M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.99 7.56 ng/ul 1544220 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 81
Abundance Scan 2534 (17.992 min): BM013221.D (-2529) (-) m/z 72.95 100.00%
43.0 730
5000 L
129.1
97.1 171.1 213.2 LN U SR SR B
. 256.3 0812 17.60 17.80 18.00 18.20 18.40
L m/z 43.05 87.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 AR AR LR R B
ﬂmﬂmmmmmmm
213.0 m/z 41.10 79.91%
L
gl
.“w.”w.

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

_%

Abundance
60.0
T T R T
17.60 17.80 18.00 18.20 18.40
5000 129.0 m/z 60.00 77.61%
83.0
157.0 185.0 213.0 256.0
107,0
mﬁmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid REmas m e RRama
43.0 73.0 17.60 17.80 18.00 18.20 18.40
' m/z 55.10 65.10%
5000
129.0
214.0
hse L
,.a..‘,‘.‘..“.“ rrr ‘M..“,‘...a,....,‘....,.... R AR RS R EaEE e R aRaRa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18 20 18. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.28 6.41 ng/ul 1289220 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 95
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 93

Abundance Scan 2753 (19.280 min): BM013221.D (-2747) (-) m/z 43.10 100.00%

284.3 AxMﬁ

397.2 19. 00 19 20 19. 40 19 60
7. m/z 73.00 98.19%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131258: Octadecanoic acid
43. .
5000 )

19.00 19.20 19.40 19.60
m/z 60.00 79.99%

5000

150, 1/
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0 ,73.0
19.00 19 20 19. 40 19.60
5000 129.0 m/z 41.10 79.00%
98.0 185.0 241.0  284.0
157.0 213.0
mmﬁmwmﬁwmvﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131259: Octadecanoic acid T T T T R
43.0 19. 00 19 20 19. 40 19 60

3.0 m/z 55.05 77.52%

5000
129.0 284.0
d ‘ 98.0 \ 185.0 241.0
18'\ \H Ll \157'0\ { \213'0\ | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19. 00 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 5
R.T. EstConc Area Relative to ISTD R.T.

24 .04 2.20 ng/ul 316461 Perylene-di12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Triacontane 422 C30H62 000638-68-6 86
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
5 Docosane 310 C22H46 000629-97-0 83

Abundance Scan 3562 (24.038 min): BM013221.D (-3558) (-) m/z 57.05 100.00%

57.0
5000

sos0 2811 A e ~~a
J Jl ‘ .4116?..2 on |7 310 w52 asen 2380 24'00 24.20 24.40

S At e e e || M/z 43.05  78.86%

m/z--> 0 50 150 200 250 300 350 400 450
Abundance #117649: Octadecane, 2-methyl-
57.0

5000 LA L B L L L L LB
23.80 24.00 24.20 24.40
% . m/z 71.10 77.50%
141 0 '
20 |||\ Y030 | aemo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
23.80 24.00 24.20 24.40
5000 m/z 85.05  66.21%
99.0

141.0183.0 225.0 268 0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #219831: Triacontane
57.0 23.80 24.00 24.20 24.40
m/z 41.00 29.02%
5000
9.0
Ui 341018302250 267.0300.0351.0  422.0
B o B R B e e e AR N R
m/z--> 0 50 100 150 200 250 300 350 400 450 23. 80 24 00 24. 20 24.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA M\DATA\BM120617\
Data File : BM013221.D

Aca On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample : 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM113017_.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 4
R.T. EstConc Area Relative to ISTD R.T.

24.79 2.63 ng/ul 378834 Perylene-d12 23.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 72
2 Eicosane 282 C20H42 000112-95-8 68
3 Triacontane 422 C30H62 000638-68-6 68
4 Hexacosane 366 C26H54 000630-01-3 64
5 Heneicosane 296 C21H44 000629-94-7 64

Abundance Scan 3690 (24.791 min): BM013221.D (-3685) (-) m/z 57.10 100.00%

57.1
5000

14121769 5011 2811 3551 4289 24.40 24.60 24.80 25.00 25.20
,J-“,j i b e e e e | mfz 71.10  71.38%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane
57.0
5000
24.40 24.60 24.80 25.00 25.20
m/z 43.10 66.37%
141.0
A w\ L AR D
m/z--> 50 150 200 250 300 350 400 450
Abundance
57.0
R R R e e R
24.40 24.60 24.80 25.00 25.20
5000 m/z 85.05 53.55%
99.0
141.0 1830 2250 282.0
L o o o o o o LN e o o e o LR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219831: Triacontane
57.0 24.40 24.60 24.80 25.00 25.20
m/z 41.10 27.20%
5000
99.0
| 14| ) 14101830 2250 267.0 309.0 351.0  422.0

m/z--> 50 100 150 200 250 300 350 400 450 24 40 24 60 24. 80 25 00 25. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_M\DATA\BM120617\
Data File : BM013221.D

Acq On : 06 Dec 2017 22:09

Operator : SJ/JU

Sample - 16689-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM113017 .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]
Tetradecanoic acid 16.51 6.8 ng/ul 1398360 4 17.09 4084380 20.0
n-Hexadecanoic acid 17.99 7.6 ng/ul 1544220 4 17.09 4084380 20.0
Octadecanoic acid 19.28 6.4 ng/ul 1289220 5 21.27 4020520 20.0
(DEL) Alkane: Str... 24.04 2.2 ng/ul 316461 6 23.50 2882100 20.0
(DEL) Alkane: Str... 24.79 2.6 ng/ul 378834 6 23.50 2882100 20.0
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