LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BM0O06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

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-BM071416 .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 6.793 709 715 729 rBVY 745816 1235132 24.18% 2.168%
2 6.957 736 743 754 rBV 540263 882168 17.27% 1.548%
3 7.146 769 775 790 rBvY 705773 1180097 23.10% 2.071%
4 7.616 847 855 864 rBV 914975 1510187 29.56% 2.651%
5 8.322 964 975 991 rBV 827653 1416254 27.72% 2.486%
6 8.769 1044 1051 1069 rBV 688294 1181502 23.13% 2.074%
7 9.487 1165 1173 1186 rBY 571518 1002684 19.63% 1.760%
8 10.022 1256 1264 1286 rBV 814583 1460881 28.60% 2.564%
9 10.393 1317 1327 1344 rBV 1229912 2134824 41.79% 3.747%
10 10.534 1344 1351 1369 rVvV 773184 1424747 27.89% 2.501%

11 13.681 1879 1886 1890 rBV 1565096 2247115 43.99% 3.944%
12 13.728 1890 1894 1911 rVB 773206 1165305 22.81% 2.045%
13 13.957 1926 1933 1944 rBV 1668216 2624999 51.39% 4.608%
14 14.263 1979 1985 2001 rVB2 1671642 2735459 53.55% 4.802%
15 14.480 2016 2022 2039 rBV 736318 1216450 23.81% 2.135%

16 15.263 2147 2155 2164 rBV 2209397 3284814 64.30% 5.766%
17 15.392 2170 2177 2191 rBV 716778 1069986 20.95% 1.878%
18 15.992 2273 2279 2286 rBV 34393 61322 1.20% 0.108%
19 16.780 2409 2413 2420 rBV2 37582 67667 1.32% 0.119%
20 17.016 2447 2453 2463 rBV2 2235689 3337858 65.34% 5.859%

21 17.116 2463 2470 2481 rVB2 2430993 3602946 70.53% 6.324%
22 19.080 2801 2804 2811 rVB 80870 99976 1.96% 0.175%
23 19.357 2846 2851 2856 rVvVv 544127 658349 12.89% 1.156%
24 19.415 2856 2861 2868 rVV2 3021668 4511141 88.31% 7.918%
25 19.474 2868 2871 2877 rVB 61770 79955 1.57% 0.140%

26 20.404 3025 3029 3035 rBvV 421652 479491 9.39% 0.842%
27 20.933 3115 3119 3129 rBV2 74895 118627 2.32% 0.208%
28 21.215 3160 3167 3171 rVV2 3109868 4434636 86.81% 7.784%
29 21.251 3171 3173 3178 rVB 90792 100001 1.96% 0.176%
30 21.368 3189 3193 3197 rBV 79289 91373 1.79% 0.160%

31 21.798 3262 3266 3270 rVB2 62571 78662 1.54% 0.138%
32 22.245 3338 3342 3347 rBV 105356 145975 2.86% 0.256%
33 22.739 3422 3426 3434 rBV4 147425 279434 5.47% 0.490%
34 23.274 3509 3517 3530 rVB2 2571395 5108492 100.00% 8.967%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BM0O06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

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\SOMO2.2-EPA-BM071416.M
SVOA CALIBRATION

35 23.409 3533 3540 3556 rVB2 2276527 4534151 88.76% 7.959%
36 23.909 3620 3625 3636 rVB2 176814 343731 6.73% 0.603%
37 24.639 3741 3749 3761 rBV2 189739 514230 10.07% 0.903%

38 25.468 3884 3890 3899 rvB2 119768 309173 6.05% 0.543%
39 26.450 4054 4057 4067 rVB3 96363 240593 4.71% 0.422%

Sum of corrected areas: 56970387
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM006500.D
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Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BM006500.D
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Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM006500.D

3000000 222

23.27
2500000 3.41

2000000
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500000
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Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BMO71616\
Data File : BMO06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.36 2.97 ng/ul 658349 Chrysene-di12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
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 55
5 Adipic acid, 2-butoxyethyl hexyl... 330 C18H3405 1000324-64-8 38

Abundance Scan 2852 (19.363 min): BM006500.D (-2846) (-) m/z 56.05 100.00%
56
5000 057 AL~
3 129 239 I | GO
3 9“ 157 185 213 312 19.00 19.20 19.40 19.60
Orrrprehii m/z 57.10 61.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154930: Hexadecanoic acid, buty| ester
56
5000 AU AU
257 19.00 19.20 19.40 19.60
29 H & 129 239 m/z 43.05 44.00%
L |
0 -

213 312
I L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

56

19. 00 19 20 109. 40 19.60

5000 m/z 41.05 43.58%
2 & 257
129
o 101 157 185 213 239 og3 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester R REE e AABEERs
57 19. 00 19 20 19. 40 19 60

m/z 55.00 35.56%

5000 .
239 257
18 ‘* ﬂ‘ H‘\u 1 ? \ 157 185 2}3 ‘ H 282 312

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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 Octadecanoic acid, butyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.40 2.16 ng/ul 479491 Chrysene-d12 21.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 90
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 83
3 Butyl myristate 284 C18H3602 000110-36-1 64
4 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 43
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 38
Abundance Scan 3028 (20.398 min): BM006500.D (-3025) (-) m/z 56.05 100.00%

20. OO 20 20 20 40 20. 60 20 80
04 m/z 57.05 61.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 N\\

56
5000
1

Abundance #177148: Octadecanoic acid, butyl ester
56

5000 285 T T TR T
340 20. 00 20 20 20 40 20. 60 20 80
12 267

m/z 43.05 45 _.43%

9
185 241 ‘
3g | H‘. I A =t O - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56

20. 00 20 20 20 40 20. 60 20.80

o

5000 285 m/z 41.00 41 .90%

29 73 129 267 340

97
. 157 185 53 241 311
B L L L L L L L L R R N R RN R RN LR R R Rl

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131257: Butyl myristate S B O B
56 20.00 20.20 20.40 20.60 20.80

m/z 55.05 35.24%

5000 299
211
129 185 284
s I L i u\ ol 157 | { b 232 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 20. OO 20 20 20 40 20. 60 20 80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\Data\BMO71616\
Data File : BMO06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24 .64 2.27 ng/ul 514230 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 3749 (24.639 min): BM006500.D (-3741) (-) m/z 57.05 100.00%
57
5000 85 ’\
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—r
113 207 24.40 24.60 24.80 25.00
141 169
ol bkl 209, Dl 2SeerssoL %6 415 T 77 10 6g. a8k
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43
71
5000 LR U BRI I B
24.40 24.60 24.80 25.00
m/z 43.10 62 .05%
0 (9 1 h h \‘ \ \ \155 183 22\5 253
m/z--> §0 100 150 200 250 300 350 400
Abundance
57
" 2440 24.60 24,80 25.00
5000 g5 m/z 85.05 49 _25%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57 24.40 24.60 24.80 25.00
m/z 55.00 26.97%
- | MJL\A
113
o 20| | || |77 141 160 107 205 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\Data\BM071616\
Data File : BM0O06500.D

Acq On 17 Jul 2016 05:07

Operator : UM/SJ

Sample - H3985-15

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM071416 .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... 19.36 3.0 ng/ul 658349 5 21.22 4434640 20.0
Octadecanoic acid... 20.40 2.2 ng/ul 479491 5 21.22 4434640 20.0
(DEL) Alkane: Str... 24.64 2.3 ng/ul 514230 6 23.41 4534150 20.0
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