LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

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\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 7.069 755 762 774 rBV2 709624 1358214 5.56% 1.676%
2 7.246 786 792 802 rVB 449050 674415 2.76% 0.832%
3 7.446 819 826 834 rBV 707086 1093319 4_47% 1.349%
4 7.916 898 906 912 rBV 446669 727060 2.97% 0.897%
5 8.616 1017 1025 1032 rBV 744754 1220338 4 _.99% 1.506%
6 9.087 1094 1105 1111 rBV 686157 1143254 4.68% 1.411%
7 9.804 1219 1227 1236 rBV 618703 1040829 4.26% 1.285%
8 10.334 1310 1317 1325 rBvV2 836411 1334545 5.46% 1.647%
9 10.722 1376 1383 1390 rVB 517159 872954 3.57% 1.077%
10 10.857 1399 1406 1414 rVB2 654245 1137392 4 .65% 1.404%

11 13.963 1927 1934 1938 rBV 1325022 1808854 7.40% 2.233%
12 14.004 1938 1941 1948 rVB 228961 319357 1.31% 0.394%
13 14.251 1976 1983 1991 rBV 1304498 1872919 7.66% 2.312%
14 14.557 2029 2035 2042 rBV 768130 1107327 4_.53% 1.367%
15 14.739 2060 2066 2078 rBV 845528 1236487 5.06% 1.526%

16 15.551 2197 2204 2210 rBV 1627794 2339387 9.57% 2.887%
17 15.663 2216 2223 2231 rBV 722475 1032784 4.23% 1.275%
18 17.304 2496 2502 2510 rBV 986078 1373579 5.62% 1.695%
19 17.404 2512 2519 2525 rVV 1840132 2596155 10.62% 3.204%
20 18.174 2641 2650 2658 rBV 380646 529821 2.17% 0.654%

21 19.604 2885 2893 2897 rBV 24451915 24443983 100.00% 30.170%
22 19.692 2902 2908 2916 rVB 2284680 3074335 12.58% 3.795%
23 20.645 3065 3070 3074 rBV 20624305 20644199 84.46% 25.480%
24 21.162 3154 3158 3164 rBV4 205234 288263 1.18% 0.356%
25 21.474 3205 3211 3216 rBV 1399217 1854946 7.59% 2.289%

26 22.539 3388 3392 3397 rVB3 204205 312589 1.28% 0.386%
27 23.680 3578 3586 3596 rvVB2 1690368 3388193 13.86% 4.182%
28 23.827 3605 3611 3620 rVB2 820683 1629340 6.67% 2.011%
29 24.356 3695 3701 3707 rVB3 132895 273835 1.12% 0.338%
30 25.144 3831 3835 3843 rVB5 126498 292099 1.19% 0.361%

Sum of corrected areas: 81020772
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1I\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial :© 23 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: BM008928.D
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N
T T

20.64
2e+07

1.5e+07

le+07

5000000

21.47 2368
[ 2116 | 22,54 ST 25.14

R o B e e R e R EBREEREE
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 Tridecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.17 7.71 ng/ul 529821 Phenanthrene-d10 17.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2649 (18.168 min): BM008928.D (-2641) (-) m/z 73.00 100.00%
73
7
5000
129 213
97 171 R UMM SN BRI U
115 | 443157712185199 | 297 256 081 17.80 18.00 18.20 18.40
0 m/z 43.00 93.34Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73
43 ¢
5000 129
29 17.80 18.00 18.20 18.40
214 m/z 55.10 92.45%
143157
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 [<
57 17.80 18.00 18.20 18.40
5000 29 m/z 41.05 90.97%
129
87 115 171 214
o 101 143157 | 185,99
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107547: n-Hexadecanoic acid
43 73 17.80 18.00 18.20 18.40
5 m/z 57.05 75.21%
50001 29
129
256
A 1l 143157171185 199213507
m/z--> ﬁo 45 éo 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40

SOMO2.2-EPA-BM0O13017.M Tue Jan 31 16:32:05 2017 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 Hexadecanoic acid, 1,1-dime... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.60 263.56 ng/ul 24444000 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 95
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 50
5 Eicosanoic acid 312 C20H4002 000506-30-9 49
Abundance Scan 2892 (19.598 min): BM008928.D (-2885) (-) m/z 56.05 100.00%
56
5000
83101 120 o 1920 1640 10/60 1080 2000
157 185 213 : : : : :
ok e 10T T 2P ,Il. 288 312 8% "n/z 57.10 67.04%
m/z--> 50 100 150 200 250 300 350
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 AU AU SN
29 19.20 19.40 19.60 19.80 20.00
a3 129 m/z 41.05 57.62%
0 w I ‘N‘MMM\%9¥M|.\ 157 185 213 23927 g 812
m/z--> §o 100 150 260 2éo 300 3%0
Abundance
56
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.05 54 _41%
29 129 239257
. 83101 157 185 213 og3 312
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #154932: Hexadecanoic acid, butyl ester T
56 19.20 19.40 19.60 19.80 20.00
m/z 55.10 43.97%
5000
2 257
83101 1 239
OII\‘I\III‘H\ II\I\II 157|]|'8|5|2|13||‘| ‘{. |2|83||3:’!'2||||| —
m/z--> 50 mo 200 250 300 350 mmwmmmmmmm

SOMO2.2-EPA-BM0O13017.M Tue Jan 31 16:32:06 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 Octadecanoic acid, butyl ester Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.64 222.59 ng/ul 20644200 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Docosanoic acid 340 C22H4402 000112-85-6 42
4 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 38
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 35

Abundance Scan 3069 (20.639 min): BM008928.D (-3065) (-) m/z 56.05 100.00%
56
5000
83 129 285 U BRI BRI SR B
18 241 20.40 20.60 20.80 21.00
o Ofl 397,71 218 7" 265 | | 81130 4 n/z 57.10  73.44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #177147: Octadecanoic acid, butyl ester
56
5000 285 L UL UL U B
20.40 20.60 20.80 21.00
20 129 340 m/z 43.10 59.66%
185 241
0 .‘|. ‘IHI h H‘ M\ Woﬁ‘ 157 \ 213 | 4?.“. |3:||-1| — e
m/z--> 50 100 150 200 250 300 350 400
Abundance
56
" 2040 20.60 20.80 21.00
5000 m/z 41.10 55.86%
229
] I}Ojll .157.. |2q8|| 255 | SN
m/z--> 50 100 150 200 250 300 350 400
Abundance #177129: Docosanoic acid b N mmmamy m
43 20.40 20.60 20.80 21.00
m/z 55.10 45 _.15%
340
5000 73
129 284
W k T L 18 213 2?1 | 312 |
oLy e ..,.uu. e e ——
m/z--> 50 oo 150 200 250 300 350 400 20. 40 20.60 20.80 21. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 (DEL) Alkane: Cyclic21.16 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.16 3.11 ng/ul 288263 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 1-Eicosene 280 C20H40 003452-07-1 91
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 90
4 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 86
5 1-Eicosene 280 C20H40 003452-07-1 76
Abundance Scan 3158 (21.162 min): BM008928.D (-3154) (-) m/z 57.05 100.00%
7
83
5000
280 355 20.80 21.00 21.20 21.40
o 252 328 m/z 55.05 98.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
55
5000 AU DR SN B
29 i 20.80 21.00 21.20 21.40
m/z 43.10 92 .34%
oLidl. \\ H I “\ 113 168 196 224 252 280
m/z--> 50 150 200 250 300 350 400
Abundance
43
83 LN PR AU B
20.80 21.00 21.20 21.40
5000 m/z 83.05 56.19%
111
139 280
0 167 209 252
m/z--> 50 100 150 200 250 300 350 400
Abundance #127777: Cyclohexadecane, 1,2-diethyl- B S AR,
43 20.80 21.00 21.20 21.40
69 m/z 41.05 55.97%
97 280
5000
125 251
0 ‘ “ \ ‘ ‘ \ J 1‘53\18}1209
m/z--> 5 100 150 200 250 300 350 400 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 : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 5 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2254  3.37 ng/ul 312589  Chrysene-di2 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 90
-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 81
-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 81
-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 81
3-Docosenamide, (2)- 337 C22H43NO 000112-84-5 76

abrwNPE
= © O oo

Abundance Scan 3392 (22.539 min): BM008928.D (-3388) (-) m/z 59.00 100.00%

5000
135 207 e B B B A TR
163 22.20 22.40 22.60 22.80
235 268 356 401 431 503
o 297325 m/z 55.10 74.58%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128445: 9-Octadecenamide, (2)-
59
5000 LA L L L L L L L L |
22.20 22.40 22.60 22.80
29 m/z 43.10 69.67%
ul T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
I RE R R
22.20 22.40 22.60 22.80
5000 m/z 57.05 68.85%
o8 126
154 184510238 281
O T T T T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #128444: 9-Octadecenamide, (2)- e e e e A
59 22.20 22.40 22.60 22.80
m/z 41.05 61.66%
5000
86 126 281
e e T e B RE R R
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 22 20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOMO02.2-EPA-BM013017 .M
SVOA CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6

R.T. EstConc Area Relative to ISTD R.T.
24 .36 3.36 ng/ul 273835 Perylene-di12 23.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 60
2 Tetracosane. l1l-bromo- 416 C24H49Br 006946-24-3 60
3 Decane. 3.6-dimethyl- 170 C12H26 017312-53-7 53
4 Tetracosane 338 C24H50 000646-31-1 53
5 Octacosane 394 C28H58 000630-02-4 53
Abundance Scan 3702 (24.362 min): BM008928.D (-3695) (-) m/z 57.10 100.00%
57
193 281 400 2490 2440 2460 |
141165 223 953 325 357 24.00 24.20 24.40 24.60
ol dl a3 A m/z 43.05 74.71%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57
5000 U S UL B DR
85 24100 2420 24.40 24.60
29 m/z 71.10 49 .98%
o ‘ h | | 113141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance
57
24.00 24.20 24.40 24.60
5000 g5 m/z 85.10 45 . 49Y%
29 135
. 11 183 225253281305 S0/ 375 416
m/z--> 55 160 1éo 260 2éo 360 3%0 460 4%0 '
Abundance #38343: Decane, 3,6-dimethyl-
57 24.00 24.20 24.40 24.60
m/z 55.10 35.53%
5000 P
il .
m/z--> § 160 1éo 260 2éo 360 3%0 460 4%0 ' 2400 2420 2440 2460
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008928.D

Aca On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.14 3.59 ng/ul 292099 Perylene-d12 23.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 53
2 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 53
3 Nonane. 1-i1odo- 254 C9H191 004282-42-2 49
4 1-Chloroeicosane 316 C20H41cCl 042217-02-7 49
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 49
Abundance Scan 3834 (25.138 min): BM008928.D (-3831) (-) m/z 57.10 100.00%
57
207 b e S e TN LS
Ok m/z 43 05 73 69%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #105885: Octadecane
57
5000 85 L B DU DU B
mm%m%m%m
m/z 71.10 60.68%
o J Lu “3}3141169197225254
miz--> 0 50 160 1éo 260 2éo 360 3%0 460 4%0 560
Abundance
57
85
24.80 25.00 25.20 25.40
5000 m/z 85.10 34.23%
141
281
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106031: Nonane, 1-iodo-
43 71 24.80 25.00 25.20 25.40
m/z 41.05 28.01%
5000
127
0 15d{“ o7 | 155183 254
miz--> 0 5'0 1(')0 150 200 250 3(')0 3&1,0 4(')0 4&1,0 5(')0 24.80 25.00 25.20 25.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013017\
Data File : BM008928.D

Acq On : 31 Jan 2017 00:56

Operator : SJ/MA

Sample : 11319-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\SOMOZ2.2-EPA-BM013017_-M
Quant Title : 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]
Tridecanoic acid 18.17 7.7 ng/ul 529821 4 17.30 1373580 20.0
Hexadecanoic acid... 19.60 263.6 ng/ul 24444000 5 21.47 1854950 20.0
Octadecanoic acid... 20.64 222.6 ng/ul 20644200 5 21.47 1854950 20.0
(DEL) Alkane: Cyc... 21.16 3.1 ng/ul 288263 5 21.47 1854950 20.0
9-Octadecenamide, ... 22.54 3.4 ng/ul 312589 5 21.47 1854950 20.0
(DEL) Alkane: Str... 24.36 3.4 ng/ul 273835 6 23.83 1629340 20.0
(DEL) Alkane: Str... 25.14 3.6 ng/ul 292099 6 23.83 1629340 20.0
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