LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 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-BM010617 .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 7.098 759 767 777 rBvV2 354861 648841 13.29% 2.104%
2 7.275 791 797 804 rBV 225976 352413 7.22% 1.143%
3 7.475 824 831 839 rBvV2 351480 572569 11.72% 1.857%
4 7.951 905 912 918 rBV 363920 601130 12.31% 1.949%
5 8.639 1023 1029 1036 rBvV2 359745 564750 11.56% 1.831%
6 9.110 1102 1109 1117 rVB 360703 596408 12.21% 1.934%
7 9.834 1225 1232 1240 rVB2 309770 519504 10.64% 1.684%
8 10.363 1315 1322 1330 rBV 433517 707171 14.48% 2.293%
9 10.751 1381 1388 1395 rVB 441498 726331 14.87% 2.355%
10 10.886 1403 1411 1417 rBV 247523 415607 8.51% 1.348%

11 13.986 1932 1938 1942 rBV 607355 858189 17.57% 2.783%
12 14.027 1942 1945 1952 rVB 231074 317437 6.50% 1.029%
13 14.274 1980 1987 1994 rBV 700054 1009495 20.67% 3.273%
14 14.580 2033 2039 2045 rVB 625511 928199 19.01% 3.010%
15 14.757 2062 2069 2076 rBV 335218 472999 9.69% 1.534%

16 15.404 2175 2179 2184 rVB2 46465 59376 1.22% 0.193%
17 15.568 2202 2207 2213 rBV 929841 1277240 26.15% 4.141%
18 15.680 2219 2226 2236 rBV 273217 402965 8.25% 1.307%
19 16.268 2321 2326 2334 rBV 57911 99049 2.03% 0.321%
20 17.062 2457 2461 2466 rVB 56256 64346 1.32% 0.209%

21 17.321 2498 2505 2511 rBV 873209 1232484 25.24% 3.996%
22 17.421 2515 2522 2529 rVB 1074772 1548643 31.71% 5.021%

23 17.798 2581 2586 2593 rBV2 63861 80608 1.65% 0.261%
24 18.192 2648 2653 2659 rBV 108228 148890 3.05% 0.483%
25 19.468 2866 2870 2875 rBV5 62053 78576 1.61% 0.255%

26 19.615 2890 2895 2901 rVB 4279873 4883561 100.00% 15.835%
27 19.703 2905 2910 2919 rBV 1485095 1969427 40.33% 6.386%
28 20.656 3067 3072 3077 rBV 3980927 4379480 89.68% 14.200%
29 21.180 3157 3161 3165 rBV2 155832 194497 3.98% 0.631%
30 21.486 3208 3213 3218 rVB 1339859 1699735 34.81% 5.511%

31 23.691 3582 3588 3596 rVB2 971764 1935229 39.63% 6.275%
32 23.844 3608 3614 3622 rVB 736808 1495761 30.63% 4 _850%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 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-BM010617 .M
SVOA CALIBRATION

Sum of corrected areas: 30840910
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .M
SVOA CALIBRATION

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

Abundance TIC: BM008797.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.42 ng/ul 148890 Phenanthrene-d10 17.32
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2653 (18.192 min): BM008797.D (-2648) (-) m/z 73.00 100.00%

5000

282 17.80 18.00 18.20 18.40 18.60
m/z 55.00 93.37%

171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 ©0

17.I80 18.00 18.I20 18.40 18.60
m/z 41.10 91.63%

5000

213
143 157171185 199

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

43 73
57 RAdAsde i SRR LS 4

17.80 18.00 18.20 18.40 18.60
5000{ 29 256 m/z 60.00 01.16%
129

7 115 213
143157171185 159 227,

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

Abundance #95854: Pentadecanoic acid
43 73 17.80 18.00 18.20 18.40 18.60
| m/z 43.05 87 .42%

29
5000

L ‘M 1431571711859
RARRRRES R e e  RARRa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.62 57.46 ng/ul 4883560 Chrysene-d12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 80
4 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 72
5 Eicosanoic acid 312 C20H4002 000506-30-9 55

Abundance Scan 2896 (19.621 min): BM008797.D (-2890) (-) m/z 56.05 100.00%
5p
5000
257
73
3 IO 15040 .00 1080 20,00
157 : : : :
Obrrrprre il 4 1 283 32 'm/z 57.10 71.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 LN SUMLRE BUMAN UL R
19.40 19.60 19.80 20.00
29 129 23 257 m/z 41.10 60.54%
L h H ety 157 185 213 T | 83 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
' 19.40 19.60 19.80 20.00
5000 m/z 43.05 58.50%
29 & 129 239 2
97 113 157 185 213 og3 312
AR RN A LA KRAAN LA LA LAY LR LR RALAN RARAN RALAN LAARY RAMA AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester e o !
57 19.40 19.60 19.80 20.00
m/z 55.00  47.32%
5000 4( -
257
18] H JH i m\ 1 ﬁ D 157 15 23 ‘ H 282 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.66 51.53 ng/ul 4379480 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 78
2 Docosanoic acid 340 C22H4402 000112-85-6 70
3 Butyl myristate 284 C18H3602 000110-36-1 64
4 Docosanoic acid 340 C22H4402 000112-85-6 49
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 38

Abundance Scan 3073 (20.662 min): BM008797.D (-3067) (-) m/z 56.10 100.00%
56
5000

20.40 20.60 20.80 21.00
m/z 57.10 73 .58%

m/z--> 50 100 150 200 250 300 350 400
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 285 LIS L L L LN L LN B
340 20.40 20.60 20.80 21.00
129 m/z 43.10 59.54%
‘ ‘83 ‘ 185 241 ‘
M A~ == =
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
L o e e  Rmmn
73 20.40 20.60 20.80 21.00
5000 340 m/z 41.05 56.02%
97 129 so7
153 185 513 241 559
B e o N B B o o e o o NN e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #131257: Butyl myristate N M e
56 20.40 20.60 20.80 21.00
m/z 55.10 46.44%
5000 299
129
B e =S AN U (N | CN
m/z--> 50 100 150 200 250 300 350 400 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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: Cyclic21.18 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.18 2.29 ng/ul 194497 Chrysene-di12 21.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
2 1-Octadecene 252 C18H36 000112-88-9 86
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 78
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 70
5 Cyclotetracosane 336 C24H48 000297-03-0 64

Abundance Scan 3161 (21.180 min): BM008797.D (-3157) (-) m/z 55.05 100.00%

56
83

5000

20.80 21.00 21.20 21.40
m/z 43.00 92.01%

m/z--> 50 100 150 200 250 300 350 400
Abundance #104188: 3-Octadecene, (E)-
4 |69
97
5000 | AL L L L L L B B

20.80 21.00 21!20 21.40
m/z 57.00 83.21%

125
J i Ll 154 182 224 252

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

Abundance
57
83 LUV AR
20.80 21.00 21.20 21.40
5000 m/z 82.95 72.03%
29 111

139 168 196 224 252

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

Abundance #104187: 9-Octadecene, (E)-
55 20.80 21.00 21.20 21.40
83 m/z 41.05 63.59%
5000
29
111
LU L L 1239 168 106 224 252

T I T T
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012117\
Data File : BM0O08797.D

Acq On : 22 Jan 2017 07:14

Operator : UM/SJ

Sample : 11316-19

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM010617 .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]
n-Hexadecanoic acid 18.19 2.4 ng/ul 148890 4 17.32 1232480 20.0
Hexadecanoic acid... 19.62 57.5 ng/ul 4883560 5 21.49 1699740 20.0
Octadecanoic acid... 20.66 51.5 ng/ul 4379480 5 21.49 1699740 20.0
(DEL) Alkane: Cyc... 21.18 2.3 ng/ul 194497 5 21.49 1699740 20.0
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