LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008936.D

Aca On : 31 Jan 2017 05:43

Operator : SJ/MA

Sample : 11467-10

Misc :

ALS Vial : 31 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 7.069 755 762 771 rBV2 378940 660266 14.53% 2.393%
2 7.245 786 792 799 rBV 269605 400459 8.81% 1.451%
3 7.445 820 826 834 rVB 386975 613104 13.49% 2.222%
4 7.916 898 906 912 rBV2 372618 600567 13.22% 2.177%
5 8.610 1018 1024 1032 rVB 358904 564430 12.42% 2.046%
6 9.081 1095 1104 1114 rBV 411622 680631 14.98% 2.467%
7 9.798 1220 1226 1233 rBv2 296118 495918 10.92% 1.797%
8 10.334 1307 1317 1324 rBV 446623 729500 16.06% 2.644%
9 10.722 1374 1383 1392 rBV 421109 726516 15.99% 2.633%
10 10.857 1401 1406 1412 rBvV2 61715 104702 2.30% 0.379%

11 13.957 1927 1933 1938 rBV 604537 830337 18.28% 3.009%
12 14.004 1938 1941 1948 rVB 150325 192885 4._.25% 0.699%
13 14.251 1976 1983 1990 rBV 726962 1044755 23.00% 3.787%
14 14.557 2029 2035 2041 rBV 567777 855525 18.83% 3.101%
15 14.739 2060 2066 2078 rBV 247078 366996 8.08% 1.330%

16 15.380 2170 2175 2180 rVB3 39220 55323 1.22% 0.201%
17 15.545 2197 2203 2210 rBV2 908505 1281693 28.21% 4.645%
18 15.657 2217 2222 2227 rBvV2 118083 157464 3.47% 0.571%
19 16.245 2318 2322 2332 rBV4 47896 90269 1.99% 0.327%
20 17.033 2452 2456 2461 rBV 46074 56343 1.24% 0.204%

21 17.304 2493 2502 2507 rBV 743233 1082519 23.83% 3.923%
22 17.398 2512 2518 2525 rVV 1015772 1433160 31.54% 5.194%
23 18.168 2645 2649 2653 rBV3 37233 45948 1.01% 0.167%
24 19.598 2885 2892 2897 rBV 4452295 4543333 100.00% 16.467%
25 19.686 2901 2907 2915 rVB 1247380 1707327 37.58% 6.188%

26 20.639 3064 3069 3074 rBV 3854195 3910511 86.07% 14.173%
27 21.156 3154 3157 3165 rBV3 173203 235168 5.18% 0.852%
28 21.468 3205 3210 3217 rBV 1116437 1397585 30.76% 5.065%
29 23.674 3579 3585 3594 rVB 767942 1456451 32.06% 5.279%
30 23.827 3605 3611 3620 rVB 661755 1271362 27.98% 4.608%

Sum of corrected areas: 27591047
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BMO013017\

BM008936.D

31 Jan 2017 05:43

SJ/MA

11467-10

31 Sample Multiplier: 1

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

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance TIC: BM008936.D
4000000
3000000
2000000
1000000
7.07 ,2.45 7.92 861 9.08 980 103310.72
Vil ) [ ) hoss
o A
Time--> 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM008936.D
19,60
4000000
3000000
2000000
109.69
17.40
1000000 15.54
13-9&4'2514.56 17.30
14.74
o 1&\-00,1 ﬁ/\ 15.345.66  16.24 17.03 18.17
Time--> 12.00 12,50 13.00 1350 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM008936.D
4000000120.64
3000000
2000000
21.47
1000000 23783
21.16
A A
O T T T T T
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008936.D

Aca On : 31 Jan 2017 05:43

Operator : SJ/MA

Sample : 11467-10

Misc :

ALS Vial : 31 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 1 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.60 65.02 ng/ul 4543330 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 55
4 Eicosanoic acid 312 C20H4002 000506-30-9 42
5 Eicosanoic acid 312 C20H4002 000506-30-9 42

Abundance Scan 2892 (19.598 min): BM008936.D (-2885) (-) m/z 56.10 100.00%
56
5000
257
i 83101 129 185 213 2% J 19.20 19.40 19.60 19.80 20.00
157 : : : : :
o B TN OO il 283 312 sS4 m/z 57.10 71.26%
m/z--> 50 100 150 200 250 300 350
Abundance #154932: Hexadecanoic acid, butyl ester
56
5000 LANLINLL B L L L L LB L LB
19. 20 19. 40 19 60 19. 80 20 00
29 129 257 m/z 41.10 67.61%
239
0 s B0 sy 185 213 BT g a1
] T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
56
e
19.20 19.40 19.60 19.80 20.00
5000 m/z 43.10 64.41%
257
29 83 129 239
o 101 157 185 213 og3 312
—— T T e
m/z--> 50 100 150 200 250 300 350
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester T
56 19.20 19.40 19.60 19.80 20.00
m/z 55.10 51.58%
5000
29
l
— : e —— B B
m/z--> 50 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008936.D

Aca On : 31 Jan 2017 05:43

Operator : SJ/MA

Sample : 11467-10

Misc :

ALS Vial : 31 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 55.96 ng/ul 3910510 Chrysene-d12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 80
2 Butvl mvristate 284 C18H3602 000110-36-1 59
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 46
4 Docosanoic acid 340 C22H4402 000112-85-6 42
5 2-l1sopropyl-3-vinyloxirane 112 C7H120 070777-23-0 38

Abundance Scan 3069 (20.639 min): BM008936.D (-3064) (-) m/z 56.10 100.00%
56
5000
o e, o 2671 " 040 20,60 2080 2100
o3 ]1-' pro 57, 17207 )| 1 s1 30 m/z 57.10 75.19%
m/z--> 50 100 150 200 250 300 350
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 LS AU UL SR B
285 340 2040 20,60 20.80 2100
267 m/z 43.10 65.27%
185 241
ol HH‘ A, | 1|5¢§ Sl T 1 e
m/z--> 50 100 150 200 250 300 350
Abundance
56
" 2040 20.60 20.80 21.00
5000 m/z 41.05 63.59%
229
129 211
185 284
ol 38 83101 157 255
L L L L L L L L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #177166: Octadecanoic acid, 2-methylpropyl ester T
57 20.40 20.60 20.80 21.00
m/z 55.05 48.92%
5000
29 267285
83 129 ‘
oL A MLt 17 299 213 241 | | a0 MO
m/z--> 50 100 150 200 250 300 350 2040 20,60 20.80 21,00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM013017\
Data File : BM008936.D

Aca On : 31 Jan 2017 05:43

Operator : SJ/MA

Sample : 11467-10

Misc :

ALS Vial : 31 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 3.37 ng/ul 235168 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 89
3 n-Nonadecanol-1 284 C19H400 001454-84-8 76
4 Dichloroacetic acid. tridecvl ester 310 C15H28CI1202 1000280-48-3 74
5 1-Nonadecene 266 C19H38 018435-45-5 70

Abundance Scan 3158 (21.162 min): BM008936.D (-3154) (-) m/z 55.10 100.00%
55
5000
20.80 21.00 21.20 21.40
0 m/z 43.05 87.24Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115905: 1-Nonadecene
4
5000
111 20.80 21.00 21.20 21.40
m/z 57.05  83.67%
oL L] FUNC N S
m/z--> 50 200 250 300 350 400
Abundance
43
83 20.80 21.00 21.20 21.40
5000 m/z 41.10 78.44%
111
o 63 139 168 196 224 252
m/z--> 55 160 1éo 260 250 300 3%0 400
Abundance #131391: n-Nonadecanol-1
55 88 20.80 21.00 21.20 21.40
m/z 68.95 66.56%
5000 111
29
m/z--> 55 160 1éo 260 250 360 3%0 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM013017\
Data File : BM008936.D

Acq On : 31 Jan 2017 05:43

Operator : SJ/MA

Sample : 11467-10

Misc :

ALS Vial : 31 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]
Hexadecanoic acid... 19.60 65.0 ng/ul 4543330 5 21.47 1397590 20.0
Octadecanoic acid... 20.64 56.0 ng/ul 3910510 5 21.47 1397590 20.0
(DEL) Alkane: Cyc... 21.16 3.4 ng/ul 235168 5 21.47 1397590 20.0
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