LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 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\SOM-EPA-BM052717 .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 7.116 674 685 694 rBV 615639 1125822 5.32% 0.790%
2 7.269 704 711 719 rBV 472372 738493 3.49% 0.518%
3 7.469 739 745 756 rVB 722197 1165270 5.50% 0.818%
4 7.928 815 823 836 rBVY 1752452 2869744 13.55% 2.015%
5 8.651 939 946 958 rBV2 598944 1053521 4_.97% 0.740%
6 9.116 1017 1025 1033 rBV 590205 1029709 4 .86% 0.723%
7 9.828 1136 1146 1156 rBv2 531769 944719 4._.46% 0.663%
8 10.363 1230 1237 1252 rVB 798802 1459313 6.89% 1.024%
9 10.733 1293 1300 1307 rBV 2207673 3561855 16.82% 2.501%
10 13.974 1844 1851 1856 rBVY 1702099 2340123 11.05% 1.643%

11 14.022 1856 1859 1866 rVB 738468 984988 4._.65% 0.691%
12 14.263 1893 1900 1906 rBV 1687583 2412031 11.39% 1.693%
13 14.563 1944 1951 1961 rVvB2 3131981 4758609 22.47% 3.341%
14 14.804 1987 1992 2005 rBV 433395 793654 3.75% 0.557%
15 15.551 2111 2119 2126 rBV 2313486 3224023 15.22% 2.263%

16 15.674 2133 2140 2147 rBV 637418 951057 4._.49% 0.668%
17 17.163 2388 2393 2400 rBV2 358249 561225 2.65% 0.394%
18 17.227 2400 2404 2412 rVV8 142554 250752 1.18% 0.176%
19 17.310 2412 2418 2428 rVV 4222168 5925571 27.97% 4.160%
20 17.404 2429 2434 2443 rVV2 2299386 3362610 15.87% 2.361%

21 18.045 2537 2543 2549 rBV3 229539 412814 1.95% 0.290%
22 18.157 2557 2562 2574 rBV 1464019 2247880 10.61% 1.578%
23 18.462 2608 2614 2624 rBV4 581502 1056435 4._.99% 0.742%
24 18.804 2669 2672 2675 rVvB2 278739 309454 1.46% 0.217%
25 19.021 2704 2709 2710 rBV5 152831 212009 1.00% 0.149%

26 19.051 2711 2714 2718 rVV5 348179 583803 2.76% 0.410%
27 19.092 2718 2721 2724 rVV2 367704 496603 2.34% 0.349%
28 19.127 2724 2727 2734 rVB3 334119 475191 2.24% 0.334%
29 19.292 2751 2755 2756 rBV3 253079 313112 1.48% 0.220%
30 19.315 2756 2759 2761 rBV3 314871 462615 2.18% 0.325%

31 19.427 2774 2778 2792 rVB2 748842 1373066 6.48% 0.964%
32 19.692 2818 2823 2830 rVB 3483505 4566328 21.56% 3.206%
33 20.162 2899 2903 2909 rBV2 446891 685201 3.23% 0.481%
34 20.503 2957 2961 2974 rBV3 1335531 2598470 12.27% 1.824%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

Method
Title

35 20.633 2979 2983 2989 rVV 1000783 1250518 5.90% 0.878%

36 20.839 3016 3018 3021 rBV4 224724 256983 1.21% 0.180%
37 21.115 3061 3065 3067 rBV 1072281 1276916 6.03% 0.896%
38 21.145 3067 3070 3078 rVB2 1344613 2549748 12.04% 1.790%
39 21.433 3116 3119 3122 rBV 2460512 3356766 15.85% 2.357%
40 21.468 3122 3125 3131 rVB 7392623 8917202 42.10% 6.260%

41 21.745 3169 3172 3176 rBV2 915231 965593 4._.56% 0.678%
42 21.992 3210 3214 3218 rBV 1821242 2474383 11.68% 1.737%
43 22.045 3219 3223 3238 rVB4 1655376 4638457 21.90% 3.256%
44 22.362 3273 3277 3288 rBV3 1897974 3395107 16.03% 2.383%
45 22.715 3333 3337 3343 rBV 3524747 4783303 22.58% 3.358%

46 22.986 3379 3383 3389 rVB 1608560 2380163 11.24% 1.671%
47 23.074 3394 3398 3406 rBV4 1037456 2789671 13.17% 1.958%
48 23.668 3493 3499 3509 rVB 3059515 6056131 28.59% 4._.252%
49 23.768 3512 3516 3519 rVV3 1319671 2335923 11.03% 1.640%
50 23.821 3520 3525 3534 rVB 4737613 8913701 42.08% 6.258%

51 23.915 3536 3541 3549 rVB 2794927 4870892 23.00% 3.420%
52 24.350 3608 3615 3630 rBV 6747601 21181810 100.00% 14.870%
53 25.315 3774 3779 3788 rVB2 2128706 4743672 22.40% 3.330%

Sum of corrected areas: 142443009
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM010289.D
8000000
6000000
4000000
10.73
2000000 7.93
7.12,3.47 865 9.12 0g3 1036
O T T T T ,!LJKﬁJ&. A B B m e B
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BM010289.D
8000000
6000000

4000000
14.56
15.55
2000000 13.924.26
14.02 14.80 5.67
Ol e e el LA A M e T e
Time-> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010289.D
21,47 2435
8000000
23.82
6000000 22.12
o1 25.31
4000000
21.14
21}12
2000000
20.8
o —

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 2650 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\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.16 7.59 ng/ul 2247380 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Octadecanoic acid 284 C18H3602 000057-11-4 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2563 (18.162 min): BM010289.D (-2557) (-) m/z 73.10 100.00%

731

129.2

:

17.80 18.00 18.20 18.40
297.2 354.8 433.7 497.5 549.2 m/z _60.10 61.05%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

%

5000 129.0

17.80 18.00 18.20 18.40
m/z 41.10 56.26%

171. 0213 0256.0
i \ \ l ‘ \

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
e SRR RS
17.80 18.00 18.20 18.40
5000 m/z 55.10 52.19%
29.0
129.0171.0214.0
L B A B L B N B o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid e BB R Ea A e
73.0 17.80 18.00 18.20 18.40

m/z 43.10 47 .38%

5000

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 2,6-Heptadienal, 2,4-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

18.46 3.57 ng/ul 1056440 Phenanthrene-d10 17.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 55

2 Adipic acid. di(.beta.-citronell... 422 C26H4604 1000353-78-0 52

3 Succinic acid. di(3.7-dimethvloc... 394 C24H4204 1000353-35-2 49

4 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 000432-25-7 42

5 1-Formyl-2,2,6-trimethyl-3-(3-me... 220 C15H240 108287-18-9 41
Abundance Scan 2614 (18.462 min): BM010289.D (-2608) (-) m/z 55.10 100.00%

5000

18.20 18.40 18.60 18.80
m/z 69.10 94.84%

261.3798.1 341.1382.5 429.3

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17564: 2,6-Heptadienal, 2,4-dimethyl-
43.0 09.0

491.4

5000

18. 20 18 40 18. 60 18.80
‘ “ m/z 81.10 73.04%
‘ ‘“ H\‘\ L

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance
69.0
A A B R
123.0 18.20 18.40 18.60 18.80
5000 m/z 67.10 60.78%
29.0 165.0 285.0
I B L B o A B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209482: Succinic acid, di(3,7-dimethyloct-6-en-1-yl) ester s  ERRRS BEm s L
69.0 18.20 18.40 18.60 18.80
m/z 41.10 57.86%
123.0
5000
29 ||| ]| 257.0
R o o B o L B L o B e R
m/z--> 0 50 100 150 200 250 300 350 400 450 18. 20 18 40 18. 60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.43 3.08 ng/ul 1373070 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid 284 C18H3602 000057-11-4 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2779 (19.433 min): BM010289.D (-2774) (-) m/z 73.10 100.00%

741
5000

19.20 19.40 19.60 19.80
m/z 60.10 60.59%

327.0 373.5 430.2 477.1 525.4

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid
73.0

5000128.
19.20 19.40 19.60 19.80

m/z 43.10 50.06%

185.0 241.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
R N EEEE S s E R
19.20 19.40 19.60 19.80
5000 129.0 m/z 55.10 47.19%

185.0 241.0284.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid e RARREEE RS
73.0 19.20 19.40 19.60 19.80

m/z 241.30 46.87%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Eicosanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.50 5.83 ng/ul 2598470 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 99
2 Eicosanoic acid 312 C20H4002 000506-30-9 94
3 Eicosanoic acid 312 C20H4002 000506-30-9 91
4 Eicosanoic acid 312 C20H4002 000506-30-9 62
5 Heptadecanoic acid 270 C17H3402 000506-12-7 60
Abundance Scan 2960 (20.498 min): BM010289.D (-2957) (-) m/z 73.10 100.00%
73.
5000
20.20 20.40 20.60 20.80
obrrdid 357.3 415.2458.9503.2 549.0 n/z 60.10 62 _88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154907: Eicosanoic acid
43.0
312.0
5000
20.20 20.40 20.60 20.80
0 129.0 m/z 43.10 59.06%
| ‘ ] h\ ‘ 18?0221026?0
b [P T Y 1
m/z--> sb 160 150 200 250 300 3%0 460 4%0 560 séo
Abundance
73.0
' 20.20 20.40 20.60 20.80
5000 129.0 m/z 55.10 55.28%
312.0
185.0227 0269.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #154908: Eicosanoic acid B B A Eame
43.0 20.20 20.40 20.60 20.80
m/z 57.10 52.14%
5000
“ 185.0227.0269-0
m/z--> - éd 100 150 200 250 300 350 400 450 500 550 'ébéoléb4blébéolébaﬁl
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 Methyl dehydroabietate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.63 2.80 ng/ul 1250520 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl dehvdroabietate 314 C21H3002 001235-74-1 95
2 Methvl dehvdroabietate 314 C21H3002 001235-74-1 90
3 5H-Pvrrolol3.4-blpvrazine-5.7(6H... 239 C13H9N302 1000337-19-6 81
4 trans-1.2-Bis(methvldichlorosilv... 252 C4H8CI4Si2 065899-10-7 64
5 Phthalic acid, 4-methoxyphenyl 3... 362 C22H1805 1000315-68-0 59
Abundance Scan 2983 (20.633 min): BM010289.D (-2979) (-) m/z 239.20 100.00%
23b.2
5000
s00 1411 1972 | 2003 040 2060 2080 2100
Oty b pia b | 171 848.2386.6420.1 4892 54911 Tyz77540 20 19.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156720: Methy| dehydroabietate
230.0
5000 UL AU A
20.40 20.60 20.80 21.00
299.0 m/z 141.10 8.89Y%
43.0 141.0 197.0
....“l“..?].‘"l.”l“.“.ml“”.“.“.‘”.“..‘. ‘::::‘|‘|||||||||||||||||||||||||

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

239.0

20.40 20.60 20.80 21.00
5000 m/z 299.25 7 .35%
43.0

91.0 141.0 197.0 314.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #93091: 5H-Pyrrolo[3,4-b]pyrazine-5,7(6H)-dione, 6-(phenyl...
239.0

20.40 20.60 20.80 21.00

oo 1820 m/z 197.20  7.09%
5000
39.(?
BT S TN I Y () IOV NUU\ | WY SV
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 40 20. 60 20 80 21. 00

SOM-EPA-BM052717.M Tue May 30 16:49:09 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.12 2.86 ng/ul 1276920 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexadecane. 1-iodo- 352 C16H33l1 000544-77-4 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3066 (21.121 min): BM010289.D (-3061) (-) m/z 71.10 100.00%
711
5000
191.1 23922811 5494 20.80 21.00 21.20 21.40
-\ il arr2 S3la m/z 57.10 93.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane
57.0
5000 U AR AR RN
20.80 21.00 21.20 21.40
m/z 85.10 68.96%
iy F\ ? ;41 0183.0225.0267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
20.80 21.00 21.20 21.40
5000 m/z 43.15 58.15%
99.0 225.0
14101830 352.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #194499: Eicosane, 7- hexyl LA L L L L N BN |
7.0 20.80 21.00 21.20 21.40
m/z 69.10 38.58%
5000
9.0
‘ | 1 141.0182.0555 9 281035 o
mz-> %0 100 1% 200 2% 300 %0 abo 4o st 20.80 21.00 21.20 21.40

SOM-EPA-BM052717.M Tue May 30 16:49:09 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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: Cyclic2l1.14 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.14 5.72 ng/ul 2549750 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c.t) 294 C21H42 095008-11-0 91
2 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 70
3 1-Octadecanol. methvl ether 284 C19H400 1000333-92-7 64
4 n-Nonadecanol-1 284 C19H400 001454-84-8 62
5 1-Hexadecanol 242 C16H340 036653-82-4 58
Abundance Scan 3069 (21.139 min): BM010289.D (-3067) (-) m/z 97.20 100.00%
97.2
5000 239.2
7 415.0 . 20.80 21.00 21.20 21.40
- .L.}-ﬁlrilf...izfz.‘".g..,l...‘ETO?.“...,....,....,... m/z 83.10 97.07%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #139793: 10-Heneicosene (c,t)
55.0
5000 NN SR R
20.80 21.00 21.20 21.40
%5.0 m/z 69.10  96.49%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance
83.0
20.80 21.00 21.20 2140
5000 m/z 55.10 74 .10%
224.0
1p4-0 3270 4360  554.0 822.0
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #131396: 1-Octadecanol, methyl ether R R Rama
83.0 20.80 21.00 21.20 21.40
m/z 43.10 54 .85%
5000
252.0
%Q e L }?ﬁ? b LS AL SURLELELN SURLELELE UL SR N BN B
m/z--> 0 100 200 300 400 500 600 700 800 20.80 21.00 21.20 21.40

SOM-EPA-BM052717.M Tue May 30 16:49:10 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 8 Heptadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.74 2.17 ng/ul 965593 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Tetradecanal 212 C14H280 000124-25-4 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87
Abundance Scan 3171 (21.739 min): BM010289.D (-3169) (-) m/z 82.10 100.00%
1
4101
5000
177.1222.2 2831 3432 . 21.40 21.60 21.80 22.00
102461.350415492 70T 57,15 99.53%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105849: Heptadecanal
43.0
5000 R AR AR SRR SRR
21140 21.60 21.80 22.00
m/z 43.20 85.67%
1, Il |70 s0pyy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
a10 820
21140 21.60 21.80 22.00
5000 m/z 96.10 76 .90%
24.0
166.0208.0250.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117606: Octadecanal R e
43, 21.40 21.60 21.80 22.00
m/z 83.10 72 .69%
6.0
5000
‘ 187.0 1940 2900
"' I""I""IIIII EEBRRERS rTTTTTTTTTT T T T T T T T T T T T T AL AR AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21140 21.60 21.80 22.00

SOM-EPA-BM052717.M Tue May 30 16:49:11 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 9 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.99 5.55 ng/ul 2474380 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
2 Hentriacontane 437 C31H64 000630-04-6 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexadecane, 3-methyl- 240 C17H36 006418-43-5 87
Abundance Scan 3214 (21.992 min): BM010289.D (-3210) (-) m/z 71.10 100.00%
v1.1
5000
13.2 21,60 21.80 22.00 22.20 22.40
169.2 2252 281.1 . . . . .
obri d 356.1 407.4449.3492.2534.2 m/z 57.15 93.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000 BV B
5.0 mmmmnmnmnm
m/z 85.15 71.05%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57.0

21.60 21.80 22.00 22.20 22.40
5000 m/z 43.10 58.98%

99.0
141018302250267030903510 437.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #100330: 2-Bromo dodecane BT
57.0 21.60 21.80 22.00 22.20 22.40
m/z 41.10 29.72%
5000
9.0  169.0
15.0 L1, ] 248.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 60 21. 80 22. OO 22 20 22. 40

SOM-EPA-BM052717.M Tue May 30 16:49:12 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 10 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.04 10.40 ng/ul 4638460 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 90
Abundance Scan 3222 (22.039 min): BM010289.D (-3219) (-) m/z 69.10 100.00%
69.
5000 11.2
l 207.1 " 21.80 22.00 22.20 22.40
154.3 "7249.1 341.1 . : : : :
A A AT, ) SP002002 SALT 4011 4506 S8Rl Th/z 97.10  97.24%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0
5000 LR SN B SN B
11.0 21.80 22.00 22.20 22.40
. m/z 83.10 94.62%
50 L1 A0 a0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
' 21.80 22.00 22.20 22.40
5000 111.0 m/z 57.10 81.47%
153.0196.0 294.0 340 o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175127: Trifluoroacetoxy hexadecane L B B o
7.0 21.80 22.00 22.20 22.40
m/z 55.10 70.34%
5000 11.0
15.9 |154.0196.0  260.0 3200
mz-> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40

SOM-EPA-BM052717.M Tue May 30 16:49:12 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 11 Tetracosanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.36 7.61 ng/ul 3395110 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 98
2 Tetracosanoic acid 368 C24H4802 000557-59-5 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 62
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50

Abundance Scan 3277 (22.362 min): BM010289.D (-3273) (-) m/z 73.10 100.00%

1

5000
325.3368.4

22.00 22.20 22.40 22.60
m/z 57.20 65.58%

269.3

o 431.1 481.2 533.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #195785: Tetracosanoic acid
.0

22. 00 22 20 22. 40 22 60
m/z 60.10 62 .96%

5000

185.0

325.0
27 0269.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
43.0
UN
PR T T T
22.00 22.20 22.40 22.60
5000 129.0 m/z 43.10 58.37%
85.0 368.0

185.0
227. 0269 0 325.0

m/z--> CI) 5I0 l(l)O léO 200 250 300 3é0 400 45IO 5CI)O SéO
Abundance #131261: Octadecanoic acid L Ba e
.0 22.00 22.20 22.40 22.60

m/z 69.10 55.54%

5000

185.0 241.0284.0

| T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 00 22 20 22. 40 22 60

SOM-EPA-BM052717.M Tue May 30 16:49:13 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 12 Oxirane, heptadecyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.72 10.73 ng/ul 4783300 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 1.19-Eicosadiene 278 C20H38 014811-95-1 94
3 Tetracosanal 352 C24H480 057866-08-7 94
4 Octadecanal 268 C18H360 000638-66-4 94
5 Oleyl alcohol, methyl ether 282 C19H380 1000352-68-0 92

Abundance Scan 3338 (22.721 min): BM010289.D (-3333) (-) m/z 82.10 100.00%

8.1

5000{ 41

22.40 22.60 22.80 23.00

2811 3624 4313 48915323 L iTTUES 10 g84.30%

166.2207.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129467: Oxirane, heptadecyl-
82.0

5000 St
4.0
W\hulﬁﬁo 222.0264.0

22. 40 22 60 22. 80 23.00
\H ‘M‘
T ---------------|----|----|----|----|

m/z 96.10 72.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500

Abundance
55.0
e mama L
96.0 22.40 22.60 22.80 23.00
5000 m/z 83.10 63.94%
14.0 137.0180.0 2500
e e e i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185525: Tetracosanal R B AR
82.0 22.40 22.60 22.80 23.00
334.0 m/z 43.10 63.70%
5000{ 4
24.0
‘ 1660 23602780L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 40 22 60 22. 80 23. 00

SOM-EPA-BM052717.M Tue May 30 16:49:14 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .M
Quant Title : 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 13 Hexadecane, l-iodo- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.99 5.34 ng/ul 2380160 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 90
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 3384 (22.992 min): BM010289.D (-3379) (-) m/z 71.10 100.00%
711
5000
1113 2 22:60 22,80 23.00 23.20 23.40
183.2 281.1 : - : : :
oh i ]Mu. g2 S 327.1372.4415.1458 550325458 | 757,10 95.27%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 ABRUVABRUNAB U
nmnmmmmmmm
9.0 295.0 m/z 85.15 72.15%
141.0
ol Eoese [ e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
22:60 22,80 23.00 23.20 23.40
5000 85.0 m/z 43.10 60.33%
196.0
127.0 239.0281.0
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 séo
Abundance #202661: Heptacosane AR EaE T
57.0 22.60 22.80 23.00 23.20 23.40
m/z 69.10 29.16%
5000
9.0
15.0 | || ) | ;141-0183.0225, 0267 0309.0  380. o
m/z--> (I) 5'0 1(')0 1&1;0 200 250 300 3&1,0 400 4éo 5(')0 5&'30 22 60 22. 80 23. oo 23 20 23. 40

SOM-EPA-BM052717.M Tue May 30 16:49:14 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 14 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.07 6.26 ng/ul 2789670 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Cvclotetracosane 336 C24H48 000297-03-0 83
4 1-Hexacosanol 382 C26H540 000506-52-5 70
5 1-Docosene 308 C22H44 001599-67-3 70
Abundance Scan 3397 (23.068 min): BM010289.D (-3394) (-) m/z 83.10 100.00%
33.1
5000
44 207.1
‘125 2 22,80 23.00 23.20 23.40
267.1 341.1 . . . .
ob— ALy -lL'l“*@lA it e iy AOR1 44714900 9372 1 77797 10 94.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
111.0
5000 LRI BN UL IR UL

22. 80 23. 00 23. 20 23. 40
m/z 69.10 91.43%

L ‘ ‘H\ L‘]ﬂ et 0195, 0237.0278.0320.0 378.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57.0
B B A
22.80 23.00 23.20 23.40
5000 m/z 55.15 72.17%
111.0
169.0 238.0 083, 0
I AL B e A o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane AR EEEEE RS
83. 22.80 23.00 23.20 23.40
m/z 57.15 68.92%
41,
5000 336.0
25.0
‘ 1 167.02100 279.0
L B R B A R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. 00 23. 20 23. 40

SOM-EPA-BM052717.M Tue May 30 16:49:15 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 15 Octadecane, 1-(ethenyloxy)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.77 5.24 ng/ul 2335920 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 62
2 Cvclohexanone. 3-ethvl- 126 C8H140 022461-89-8 38
3 1-Nonadecene 266 C19H38 018435-45-5 30
4 Tetradecanal 212 C14H280 000124-25-4 30
5 1,1"-Bicyclohexyl, 2-(2-methylpr... 222 C16H30 055012-76-5 27
Abundance Scan 3516 (23.768 min): BM010289.D (-3512) (-) m/z 57.10 100.00%
57.1
5000
51.1 207.1251.1  319.4363.4 4163 23.40 23.60 23.80 24.00
ob k. 363.4 476.0  549.3 n/z 83.10 74 20%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141403: Octadecane, 1-(ethenyloxy)-
57.0
5000 AU IARRE
23140 23.60 23.80 24.00
110 m/z 85.10 55.61%
15-4 \\‘ “ \\ \\‘\ i 154-0 222.0 2810

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

41.0 830

23.40 23.60 23.80 24.00
5000 m/z 97.10 52_.67%
126.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene L B o
7.0 23.40 23.60 23.80 24.00

“ m/z 43.10 49.65%

5000

182.0224.0266.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23. 40 23. 60 23 80 24. 00

#90
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 17 [I-Alanine, N-(2-thienylacet... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24 .35 47 .53 ng/ul 21181800 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I-Alanine. N-(2-thienvlacetvl)-.... 297 C15H23N03S 1000314-06-1 53
2 1-Tridecvn-4-ol 196 C13H240 074646-37-0 53
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 43
4 1-Butanone. 1-cvclohexvl- 154 C10H180 001462-27-7 43
5 Cyclohexanecarboxylic acid, 4-ni... 249 C13H15NO4 1000307-70-8 38
Abundance Scan 3615 (24.350 min): BM010289.D (-3608) (-) m/z 83.10 100.00%
83.1
5000 4 ﬁ
4 157.2
' 297.4 24.00 24.20 24.40 24.60
207.1 - - - -
bt b A Ly L o250l | 3861 4065 48935369 | sz 97.10  67.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141754: I-Alanine, N-(2-thienylacetyl)-, hexyl ester
97.0
43.0 297.0
5000 BB
168.0 24.00 24.20 24.40 24.60
m/z 69.10 60.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
w0 24100 52,20 74140 2460
5000 m/z 57.10 47 .83%
157.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #159656: Acetic acid, chloro-, hexadecy! ester R ARRE RS
9. 24.00 24.20 24.40 24.60
m/z 55.10 34.42%
5000
154.0 224.0969
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010289.D

Aca On : 27 May 2017 23:20

Operator : SJ/MA

Sample : 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM052717 .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 18 Ethanol, 2-(tetradecyloxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.31 10.64 ng/ul 4743670 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 64
2 Cvclotetracosane 336 C24H48 000297-03-0 64
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 60
4 Z-10-Tetradecen-1-ol acetate 254 C16H3002 1000130-99-3 60
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 49
Abundance Scan 3778 (25.309 min): BM010289.D (-3774) (-) m/z 57.10 100.00%
57.1

-

5000
532 207.1 2831 3475 434.4 549.1 25.00 25.20 25.40 25.60
Ol i A 313 5031 m/z 83.10 83.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0

5000 v
25 00 25 20 25. 40 25.60
1|5r|6£ \‘

110 m/z 97.10 62.48%
RN IBASEARS SERBNSEASYSEREE SRR RN SRR SN

196.0
: ! ‘u 115407 2580
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

83.0

z

410 25.00 25.20 25.40 25.60
5000 336.0 m/z 85.10 61.57%

125.0
16702100 2790

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

?

Abundance #127770: 9-Eicosene, (E)- T
7.0 25.00 25.20 25.40 25.60
m/z 43.10 49 .34%
5000
11.0
|1 153.0196.0 280 0
T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25 00 25 20 25. 40 25 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
Data File : BM010289.D

Acq On 27 May 2017 23:20

Operator : SJ/MA

Sample - 13162-07

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .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 18.16 7.6 ng/ul 2247880 4 17.31 5925570 20.0
2,6-Heptadienal, ... 18.46 3.6 ng/ul 1056440 4 17.31 5925570 20.0
Octadecanoic acid 19.43 3.1 ng/ul 1373070 5 21.47 8917200 20.0
Eicosanoic acid 20.50 5.8 ng/ul 2598470 5 21.47 8917200 20.0
Methyl dehydroabi... 20.63 2.8 ng/ul 1250520 5 21.47 8917200 20.0
(DEL) Alkane: Str... 21.12 2.9 ng/ul 1276920 5 21.47 8917200 20.0
(DEL) Alkane: Cyc... 21.14 5.7 ng/ul 2549750 5 21.47 8917200 20.0
Heptadecanal 21.74 2.2 ng/ul 965593 5 21.47 8917200 20.0
(DEL) Alkane: Str... 21.99 5.5 ng/ul 2474380 5 21.47 8917200 20.0
Heptafluorobutyri... 22.04 10.4 ng/ul 4638460 5 21.47 8917200 20.0
Tetracosanoic acid 22.36 7.6 ng/ul 3395110 5 21.47 8917200 20.0
Oxirane, heptadecyl- 22.72 10.7 ng/ul 4783300 6 23.82 8913700 20.0
Hexadecane, 1-iodo- 22.99 5.3 ng/ul 2380160 6 23.82 8913700 20.0
1-Heptacosanol 23.07 6.3 ng/ul 2789670 6 23.82 8913700 20.0
Octadecane, 1-(et... 23.77 5.2 ng/ul 2335920 6 23.82 8913700 20.0
I-Alanine, N-(2-t... 24.35 47.5 ng/ul 21181800 6 23.82 8913700 20.0
Ethanol, 2-(tetra... 25.31 10.6 ng/ul 4743670 6 23.82 8913700 20.0
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