LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM0O08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 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\SOMO2.2-EPA-BM013017 .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 7.069 755 762 776 rBV2 408534 770645 3.68% 1.296%
2 7.246 784 792 802 rBV 285423 417217 1.99% 0.701%
3 7.446 819 826 833 rVB 407040 642703 3.07% 1.081%
4 7.916 899 906 912 rBV2 388446 609451 2.91% 1.025%
5 8.610 1017 1024 1032 rBv2 398586 617333 2.95% 1.038%

9.081 1096 1104 1112 rBV 453204 720164 3.44% 1.211%
9.804 1220 1227 1233 rBV 308895 503820 2.41% 0.847%
10.334 1310 1317 1327 rBV 471686 792318 3.79% 1.332%
10.722 1376 1383 1390 rVB 447411 753052 3.60% 1.266%
13.957 1927 1933 1938 rBVY 554015 751657 3.59% 1.264%

=
QO ~NO®

11 14.251 1976 1983 1989 rBV 809954 1148129 5.49% 1.930%
12 14.557 2029 2035 2041 rVB 630170 911627 4_36% 1.533%
13 14.739 2059 2066 2074 rBV 232611 353866 1.69% 0.595%
14 15.545 2198 2203 2210 rBV 1005883 1440706 6.89% 2.422%
15 17.298 2495 2501 2507 rBV 821713 1190094 5.69% 2.001%

16 17.398 2511 2518 2524 rVvV 1181072 1661144 7.94% 2.793%
17 19.604 2887 2893 2897 rBV 19872217 20922401 100.00% 35.178%
18 19.692 2901 2908 2916 rBV 1391952 1945347 9.30% 3.271%
19 20.645 3064 3070 3074 rBV 17969879 18076186 86.40% 30.392%
20 21.156 3153 3157 3162 rBV2 230604 296965 1.42% 0.499%

21 21.468 3205 3210 3218 rBV 1256106 1628333 7.78% 2.738%
22 22.668 3411 3414 3420 rVB 148396 216987 1.04% 0.365%

23 23.674 3578 3585 3593 rVB 881208 1677235 8.02% 2.820%
24 23.827 3604 3611 3618 rBV 728474 1429058 6.83% 2.403%

Sum of corrected areas: 59476438
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1I\BNA M\DATA\BM013017\
Data File : BMO08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\SOMO2.2-EPA-BM013017 .M
SVOA CALIBRATION

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

Abundance TIC: BM008931.D
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Abundance TIC: BM008931.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM0O08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Hexadecanoic acid, 1,1-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.60 256.98 ng/ul 20922400 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 70
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 60
5 Eicosanoic acid 312 C20H4002 000506-30-9 47
Abundance Scan 2892 (19.598 min): BM008931.D (-2887) (-) m/z 56.05 100.00%
5000
185213 19.20 19.40 19.60 19.80 20.00
o =l 283 312341 m/z 57.05  67.28%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 AU AU SN
29 19.20 19.40 19.60 19.80 20.00
‘ 129 m/z 41.05 59.81%
257
0 ..‘.U \h“ \‘H\Hmh ‘. ][5.7.]:8.5?}?.‘.|‘....|35L?..|....|....|....|
miz--> 0 50 o 150 200 250 300 350 400 450
Abundance
56
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.05 55.70%
29 129 257
83 157185213 053 312
O R
miz--> 0 §0 160 1éo 260 2%0 300 3%0 460 4éo
Abundance #154932: Hexadecanoic acid, butyl ester T
56 19.20 19.40 19.60 19.80 20.00
m/z 55.05 45 .33%
5000
29
129 257
ol H y | 157185213 | | 283312
miz--> 0 % ﬁ01% ﬁ 250 300 ﬁ ﬁ04% ' 1%mwm%m%wmo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM0O08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.64 222.02 ng/ul 18076200 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 86
2 Butvl mvristate 284 C18H3602 000110-36-1 58
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 35
4 1-Heptene. 2-methvl- 112 C8H16 015870-10-7 30
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 27

Abundance Scan 3069 (20.639 min): BM008931.D (-3064) (-) m/z 56.10 100.00%
6
5000
83 129 285 RSN RN U IR B
8 241 20.40 20.60 20.80 21.00
o Og. 157, " 213 2Hoe | 311340360 420 TVEg 05T 75 545
m/z--> 50 100 150 200 250 300 350 400
Abundance #177147: Octadecanoic acid, butyl ester
56
5000 285 LN BN BN I B
20,40 20.60 20.80 21.00
29 129 340 m/z 43.05 59.54%
185 241
OIIII\I H’Ow 157 \ 213 .|.L..M.|3:.L1...‘|....|....
m/z--> 50 150 200 250 300 350 400
Abundance
56
' 20.40 20.60 20.80 21.00
5000 m/z 41.05 56 .56%
229
129
185 284
0 8 107 | 157 255
R R N N A A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #177166: Octadecanoic acid, 2-methylpropy! ester b NN mmmmy m
5 20.40 20.60 20.80 21.00
m/z 55.05 45_.10%
5000
29 285
83 129
o 07 | 157 185 213 241 | H 310 340
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\BM013017\
Data File : BM0O08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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: Cyclic21.16 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.16 3.65 ng/ul 296965 Chrysene-d12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 92
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
3 Octacosanol 410 C28H580 000557-61-9 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance ~ Scan 3158 (21.162 min): BM008931.D (-3153) (-) m/z 55.10 100.00%

5000

20.80 21.00 21.20 21.40

(o} m/z 57.10 96.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
83
5000
20.80 21.00 21.20 21.40
29 111 m/z 43.05 95 .54%
AR || | 1139 167 106 223 252 280
T T T T T e T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 e el Y
20.80 21.00 21.20 21.40
5000 m/z 69.05 69.55%
29 111
o 139 167 196 224 252 280
i T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57 20.80 21.00 21.20 21.40
97 m/z 41.10 68.72%
5000
125
29
AR NN l (153 181 209 236 264 292 322 364 392
et ol e e kdet S
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM0O08931.D

Aca On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample : 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .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 4,8,12-Tetradecatrienal, 5,... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.67 3.04 ng/ul 216987 Perylene-di12 23.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 53
2 2.3.5-Trimethvl-2.3.5-hexanetric... 203 C12H17N3 003974-79-6 53
3 Farnesol i1somer a 222 C15H260 1000108-92-4 52
4 2-Butenoic acid. 4-nitrophenvl e... 207 C10H9NO4 035665-90-8 52
5 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 50
Abundance Scan 3414 (22.668 min): BM008931.D (-3411) (-) m/z 69.10 100.00%
5000
121149 191 22.40 22.60 22.80 23.00
0 praoL 2 283% 420 S "m/z 81.10 38.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69
41
5000
22.40 22.60 22.80 23.00
136 m/z 41.05 29.10%
0|--“-‘-“|“ h i P-Iq ‘“.“.l.].'7.7.20.5..2.48.... =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
22,40 22.60 22.80 23.00
5000 m/z 68.05 15.11%
41 108
0 136 188
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #79401: Farnesol isomer a
69 22.40 22.60 22.80 23.00
m/z 67.00 13.39%
s000{ 41
ol il Ml 0137 191920
miz--> 0 5'0 1(')0 1&1;0 200 250 300 3&1,0 400 4&1;0 5(')0 5&'30 22.40 22.60 22.80 23.00

SOMO2.2-EPA-BMO13017.M Tue Jan 31 16:33:02 2017 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013017\
Data File : BM0O08931.D

Acq On : 31 Jan 2017 02:43

Operator : SJ/MA

Sample - 11319-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM013017 .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]
Hexadecanoic acid... 19.60 257.0 ng/ul 20922400 5 21.47 1628330 20.0
Octadecanoic acid... 20.64 222.0 ng/ul 18076200 5 21.47 1628330 20.0
(DEL) Alkane: Cyc... 21.16 3.6 ng/ul 296965 5 21.47 1628330 20.0
4,8,12-Tetradecat... 22.67 3.0 ng/ul 216987 6 23.83 1429060 20.0
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