LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 7.116 676 685 696 rBV 830168 1509707 4.62% 0.544%
2 7.269 705 711 720 rBV 598442 941452 2.88% 0.339%
3 7.469 738 745 754 rVB 966505 1498075 4 _.58% 0.540%
4 7.928 816 823 834 rBVY 1757757 2790635 8.54% 1.006%
5 8.651 939 946 961 rBVY 1008251 1673371 5.12% 0.603%
6 9.116 1018 1025 1033 rBV 746952 1286845 3.94% 0.464%
7 9.828 1139 1146 1157 rBV 703162 1175737 3.60% 0.424%
8 10.357 1230 1236 1245 rBV 1115096 1957094 5.99% 0.705%
9 10.733 1293 1300 1309 rBVY 2082547 3473522 10.62% 1.252%
10 13.974 1844 1851 1856 rBVY 2119957 2961372 9.06% 1.067%

11 14.021 1856 1859 1867 rVB 907423 1198017 3.66% 0.432%
12 14.263 1893 1900 1911 rBV 2171627 3229801 9.88% 1.164%
13 14.563 1945 1951 1961 rVB2 3159328 4682216 14.32% 1.687%
14 14.804 1983 1992 2004 rBV 613354 1246467 3.81% 0.449%
15 15.551 2112 2119 2125 rBV 2878319 4109273 12.57% 1.481%

16 15.674 2135 2140 2146 rBV 819658 1127645 3.45% 0.406%
17 17.162 2389 2393 2400 rBvV2 588198 906238 2.77% 0.327%
18 17.227 2400 2404 2412 rvv2 330181 549884 1.68% 0.198%
19 17.309 2412 2418 2428 rVV 4109728 5968067 18.25% 2.151%
20 17.404 2428 2434 2442 rVV 2946724 4333513 13.25% 1.562%

21 18.045 2536 2543 2549 rBV2 562223 1205728 3.69% 0.434%
22 18.103 2549 2553 2558 rVv2 279554 405018 1.24% 0.146%
23 18.156 2558 2562 2574 rVV 1863376 2746607 8.40% 0.990%
24 18.462 2608 2614 2624 rVVv4 1330520 2509380 7.67% 0.904%
25 18.556 2625 2630 2639 rVB6 380344 674256 2.06% 0.243%

26 18.739 2656 2661 2670 rBV 1292085 2146490 6.57% 0.773%
27 19.127 2724 2727 2730 rVVv2 293749 389163 1.19% 0.140%
28 19.315 2756 2759 2760 rVV2 496633 569349 1.74% 0.205%
29 19.339 2760 2763 2769 rVB3 663191 1046504 3.20% 0.377%
30 19.427 2774 2778 2790 rVB3 661390 1282136 3.92% 0.462%

31 19.692 2818 2823 2831 rVB 4243522 5769873 17.65% 2.079%
32 20.162 2899 2903 2912 rVV2 913834 1340965 4._.10% 0.483%
33 20.286 2920 2924 2933 rBV 603522 1059860 3.24% 0.382%
34 20.397 2940 2943 2949 rBV3 490099 825533 2.52% 0.297%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 20.503 2957 2961 2973 rBV2 1386331 2148588 6.57% 0.774%

36 20.839 3015 3018 3022 rBV5 370896 531054 1.62% 0.191%
37 21.115 3061 3065 3067 rBV 5390862 5954774 18.21% 2.146%
38 21.144 3067 3070 3083 rVB 3227498 6563437 20.07% 2.365%
39 21.439 3116 3120 3122 rBV 2835543 3842827 11.75% 1.385%
40 21.468 3122 3125 3133 rVB 7309917 8979143 27.46% 3.236%

41 21.744 3169 3172 3177 rVB2 1686380 1817220 5.56% 0.655%
42 21.991 3210 3214 3218 rBV 5319525 5899220 18.04% 2.126%
43 22.044 3218 3223 3246 rVB3 2450064 7553913 23.10% 2.722%
44 22.362 3273 3277 3288 rBV 1950762 3693141 11.30% 1.331%
45 22.527 3301 3305 3310 rBV 1690797 2294436 7.02% 0.827%

46 22.721 3333 3338 3344 rVB 9501070 12505814 38.25% 4._.506%
47 22.986 3379 3383 3390 rVB 2012179 2905268 8.89% 1.047%
48 23.074 3393 3398 3406 rBV4 2019340 5666643 17.33% 2.042%
49 23.662 3492 3498 3508 rVB2 3856990 9048563 27.68% 3.261%
50 23.821 3519 3525 3533 rVB 4238353 8435782 25.80% 3.040%

51 23.915 3535 3541 3555 rVB 8187956 14323087 43.81% 5.161%
52 24.356 3609 3616 3630 rBV3 2584254 10111485 30.93% 3.644%
53 25.503 3806 3811 3818 rVB3 1486822 3227936 9.87% 1.163%
54 26.979 4054 4062 4081 rVB9 2322363 10011040 30.62% 3.607%
55 27.173 4089 4095 4109 rVB5 3673652 11118646 34.01% 4_.007%

56 27.409 4125 4135 4143 rBV2 10684664 32695604 100.00% 11.782%
57 27.497 4143 4150 4159 rVB3 5207544 15449629 47.25% 5.567%
58 27.962 4221 4229 4249 rVB4 6319543 24145114 73.85% 8.701%

Sum of corrected areas: 277512157
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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: BM010293.D
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1.2e+07

le+07
8000000
6000000

4000000

10.73

7.93
2000000 10.36
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Abundance TIC: BM010293.D
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Abundance TIC: BM010293.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Pentadecanoic acid Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.04 ng/ul 906238 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Pentadecanoic acid 242 C15H3002 001002-84-2 92
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Dodecanoic acid 200 C12H2402 000143-07-7 55

Abundance Scan 2393 (17.162 min): BM010293.D (-2389) (-) m/z 73.10 100.00%

1

5000

16.80 17.00 17.20 17.40
m/z 43.15  72.04%

242.3

283.8325.0  394.0434.4475.2518.7

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95855: Pentadecanoic acid
73.0

5000 129.0 L L o o o e i
29. 1680 17.00 1720 17.40

199.0242.0 m/z 60.10 65.43%

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

73.0

16.80 17.00 17.20 17.40
5000 129.0 m/z 41.10 63.19%

29.0

199.0242.0

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

Abundance #72646: Tridecanoic acid R e e e
73.0 16.80 17.00 17.20 17.40
m/z 69.15 55.35%
5000
29.
129.0171.0 214.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16. 80 17. 00 17. 20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 10-Methyl-Z-11-tridecen-1-o0... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

18.04 4.04 ng/ul 1205730 Phenanthrene-d10 17.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvl-Z-11-tridecen-1-ol ace... 254 C16H3002 1000130-76-2 89
2 Palmitoleic acid 254 C16H3002 000373-49-9 80
3 Aspidospermidin-17-ol. l-acetvl-... 414 C23H30N205 002122-26-1 74
4 Erucic acid 338 C22H4202 000112-86-7 46
5 9-Hexadecenoic acid 254 C16H3002 002091-29-4 46

Abundance Scan 2542 (18.039 min): BM010293.D (-2536) (-) m/z 69.20 100.00%

5000

10.1

17.80 18.00 18.20 18.40
m/z 55.10 97.57%

1511 g4 92362

283.1327.0 387.7428.9 4829 5452

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105734: 10-Methyl-Z-11-tridecen-1-ol acetate
69.0
5000 LA B L L L L L L
11.0 17.80 18.00 18.20 18.40
151.0 m/z 41.10 66.41%
i “\ h ‘“ ‘\ ‘ 19‘\1.0 254.0
i .- l
T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55.0
R e R ERE eSS
17.80 18.00 18.20 18.40
5000 97.0 m/z 83.05 64 .82%

137.0 195 236.0
L e e o e e s U
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #217201: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-15,16... T e
. 17.80 18.00 18.20 18.40

m/z 97.20 57 .54%

5000

370.0414.0
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 : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Tridecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.16 9.20 ng/ul 2746610 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Undecanoic acid 186 C11H2202 000112-37-8 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 78
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58

Abundance Scan 2563 (18.162 min): BM010293.D (-2558) (-) m/z 73.10 100.00%

741

5000

17.80 18.00 18.20 18.40
m/z 60.10 67.29%

ol 299.2341.9 401.0 459.0 509.3
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #72646: Tridecanoic acid
73.0
5000
29. 17.80 18.00 18.20 18.40
ﬂlOﬂAO m/z 41.10 58.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
17.80 18.00 18.20 18.40
5000 m/z 55.10 56.94%
129.0
186.0
18.0
R L L i o T B L i o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid A LA EEa SR
73.0 17.80 18.00 18.20 18.40
m/z 43.10 52.51%
5000{ o 129.0
’ 171.0
ﬁ “ \ 214.0
. M...,...\. ] SULNIVA IR\ SSNS R oas,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 1-Cyclohexene-1-carboxaldeh... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.46 8.41 ng/ul 2509380 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 000432-25-7 55
2 Neopentvlidenecvclohexane 152 C11H20 039546-80-0 49
3 2-Buten-1-one. 1-(2.6.6-trimethy... 192 C13H200 041436-42-4 42
4 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 38
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 38
Abundance Scan 2614 (18.462 min): BM010293.D (-2608) (-) m/z 55.10 100.00%

123.2

5000

18.20 18.40 18.60 18.80
m/z 69.10 99.57%

o 2613 3400387.0429.2  505.0

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25296: 1-Cyclohexene-1-carboxaldehyde, 2,6,6-trimethyl-
41.0 137.0

81.0

5000 IIIIIIIIIIIIIIIIIIII
18.20 18.40 18.60 18.80

WMWM\\

O T o B o o e e et

m/z 81.10 80.06%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

69.0

18.20 18.40 18.60 18.80
5000 109.0 m/z 123.15 68.95%

152.0

29.0

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

Abundance #54645: 2-Buten-1-one, 1-(2,6,6-trimethyl-3-cyclohexen-1-yl)-

69.0 18.20 18.40 18.60 18.80

m/z 95.10 67.92%
5000
123.0
J | l 192.0

T — A A s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 unknown-01 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
18.56 2.26 ng/ul 674256 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.11Tnonane-1-carboxvli... 168 C10H1602 017530-63-1 30
2 Cvclopentaneethanol. 2-(Chvdroxym... 172 C10H2002 000485-42-7 22
3 3.5-1soxazolediamine. 4-T(4-meth... 233 C10H11N502 1000337-35-4 18
4 Benzeneacetic acid. 4-fluoro-.al... 168 C8H5F03 002251-76-5 14
5 3-Fluorobenzoic acid, 3,5-dimeth... 250 C15H19F02 1000279-01-8 14
Abundance Scan 2631 (18.562 min): BM010293.D (-2625) (-) m/z 123.20 100.00%
81.0 12 .2
5000
41.
341.0 423.3 . 18.20 18.40 18.60 18.80
86.1 825813 h/z 81.05  82.69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #36412: Bicyclo[3.3.1]nonane-1-carboxylic acid
123.0
81.0
5000 USRS
mmmmmmmm
41.0 168.0 m/z 233.20 80.28%
Mdduwﬂ"”l'”'l”""'W"”I'”'I”"P"W"”I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
81.0
31.0
123.0 18.20 18.40 18.60 18.80
5000 m/z 95.10 58.19%
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #87991: 3,5-Isoxazolediamine, 4-[(4-methoxyphenyl)azo]- T T T T
238.0 18.20 18.40 18.60 18.80
m/z 217.30 57.52%
121.0
5000
7.0 189.0
?Lalwll'“Ll'“'lﬂ" LRI UL SR S SR S
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80

SOM-EPA-BM052717.M Tue May 30 16:50:38 2017 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 18-Norabietane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

18.74 7.19 ng/ul 2146490 Phenanthrene-d10 17.31

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 18-Norabietane 262 C19H34 1000293-16-6 91

2 3-Undecvne 152 C11H20 060212-30-8 46
4-(Furan-2-carbonvl)-4_.5-diaza-s... 262 C13H14N204 1000276-03-0 27

4 2(1H)-Pvridinone. 1-methvl- 109 C6H7NO 000694-85-9 27

5 (7a-l1sopropenyl-4,5-dimethylocta... 222 C15H260 1000187-02-9 27

Abundance Scan 2661 (18.739 min): BM010293.D (-2656) (-) m/z 109.20 100.00%

5000

18.40 18.60 18.80 19.00
m/z 81.05  79.90%

327.1 383.4429.1 478.0520.1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #112660: 18-Norabietane
109.0

55.0
5000 s e e e e

262.0 18 40 18. 60 18 80 19.00
1910

m/z 95.10 73 .84%

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550

Abundance
67.0
R e e A aARs
18.40 18.60 18.80 19.00
5000 109.0 m/z 191.15 68.02%
15.0 151.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #112102: 4-(Furan-2-carbonyl)-4,5-diaza-spiro[2.4]hept-5-e... T P R T ]
95.0 18.40 18.60 18.80 19.00
m/z 67.10 64 .58%
163.0
5000
39.0
[217026?0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 40 18. 60 18 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 _alpha.-Damascone Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
19.34 3.51 ng/ul 1046500 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Damascone 192 C13H200 031089-90-4 53
2 3.7.11-Tridecatrienoic acid. 4.8... 264 C17H2802 036237-70-4 53
3 6.11-Dimethvl-2.6.10-dodecatrien... 208 C14H240 1000196-53-3 50
4 Cvclopropvlcarboxvlic acid. 2.4.... 264 C10H7CI302 1000325-67-6 47
5 Squalene 410 C30H50 000111-02-4 47
Abundance Scan 2763 (19.339 min): BM010293.D (-2760) (-) m/z 69.10 100.00%

1

5000

264.3
189.1 19.00 19.20 19.40 19.60
342.9387.0 506.7
o el m/z 55.10 74.50%
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54595: .alpha.-Damascone
69.0

5000 S e ey
19.00 19.20 19.40 19.60

m/z 83.10 53.24%

1230 1920
| [T ‘ ‘

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

Abundance
69.0
A
19.00 19.20 19.40 19.60
5000 m/z 41.10 45_85%
121.0
27.0 163.0 221.0264.0
R B R T B B B B R ma e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67856: 6,11-Dimethyl-2,6,10-dodecatrien-1-ol R B
69.0 19.00 19.20 19.40 19.60
m/z 97.10 35.05%
5000
123.0
217.
LT 16502080
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19. 00 19. 20 19. 40 19 60

SOM-EPA-BM052717.M Tue May 30 16:50:40 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Octadecanoic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.

19.43 2.86 ng/ul 1282140 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 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 89
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Octadecanoic acid 284 C18H3602 000057-11-4 70

Abundance Scan 2779 (19.433 min): BM010293.D (-2774) (-) m/z 73.10 100.00%

741

129.1

5000 185.2 2413

19.20 19.40 19.60 19.80
m/z 60.05 68.11%

355.1398 8 449.6

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0

5000; 28.
19.20 19.40 19.60 19.80

m/z 43.10 67.82%

185.0 241.0

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

73.0

19.20 19.40 19.60 19.80
5000 129.0 m/z 129.10 63.42%

185.0 241.0084.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131259: Octadecanoic acid i B
43.0 19.20 19.40 19.60 19.80

m/z 57.15 58.96%

5000

| T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. 20 19. 40 19 60 19. 80

SOM-EPA-BM052717.M Tue May 30 16:50:40 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 26
R.T. EstConc Area Relative to ISTD R.T.
20.16 2.99 ng/ul 1340970 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane. 17-hexadecvl- 703 C50H102 055256-07-0 91
2 Cetene 224 C16H32 000629-73-2 56
3 1-Octadecene 252 C18H36 000112-88-9 56
4 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 49
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 45
Abundance Scan 2903 (20.162 min): BM010293.D (-2899) (-) m/z 71.15 100.00%
71.2
5000 AM&,~NAN-\_}Lvmhvanjkmvﬂ
18.2 10.80 20.00 20.20 20.40
155 2 211 3 . . . .
AL, ,.F. g eiiio2082295.3 35014019 4874 5500 | ns5 5710  91.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #242899: Tetratriacontane, 17-hexadecyl-
57.0
5000 AU USSR BARRE
mmmmmmmm
4770 m/z 43.10 66.59%
| ‘ M H 14} 0183 0225 0 281.0323.0365.0407.0 | | 510.0561.0
m/z--> 55 100 150 200 250 300 350 400 450 560 séo
Abundance
43.0
b 10180 20,00 20,20 2040
5000 m/z 85.05 63.32%
140.01g2.0224.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene e o e e AR
7.0 19.80 20.00 20.20 20.40
m/z 55.10 45 _.01%
11.0
1] 11154 0196.0 252.0
m/z--> 55 160 1éo 200 250 300 3%0 400 4éo 560 séo 1980 2000 2020 2040 '

SOM-EPA-BM052717.M Tue May 30 16:50:41 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 unknown-02 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.29 2.36 ng/ul 1059860 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Fluorobenzovl)-3-(5-methvl-... 262 C12H11FN402 1000303-28-3 45
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 43
3 3-Fluorobenzoic acid. dodec-9-vn... 304 C19H25F02 1000283-01-6 43
4 photocitral A 152 C10H160 055253-28-6 38
5 Benzeneacetic acid, .alpha.,4-di... 168 C8H804 001198-84-1 35
Abundance Scan 2925 (20.292 min): BM010293.D (-2920) (-) m/z 123.20 100.00%
128.2
5000 81.1 263.3
193.1 R A A A AR
392 308.3 20.00 20.20 20.40 20.60
$90.2 M50 477l 8490 77 109.10  53.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #111949: 1-(4-Fluorobenzoyl)-3-(5-methyl-1H-pyrazol-3-yl)urea
123.0
5000 LR U BRI BULRUSN B
mmmmmmmm
750 62,0 m/z 263.30 45 _.51%
330 \ /165.0 221 0 |
m/z--> Sb 160 1%0 200 250 300 3%0 460 4%0 560 séo
Abundance
123.0
430 20.00 20.20 20.40 20.60
5000 m/z 81.10 39.93%
165.0
miz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148123: 3-Fluorobenzoic acid, dodec-9-ynyl ester e  RRRES BEm
128.0 20.00 20.20 20.40 20.60
m/z 95.20 35.00%
68.0
5000
27.0 | Q \L L lpeso 2370
m/z--> Sb 160 1%0 200 250 300 3%0 460 4%0 560 séo 2000 2020 2040 2060

SOM-EPA-BM052717.M Tue May 30 16:50:41 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Tetradecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

20.50 4.79 ng/ul 2148590 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Heptadecanoic acid 270 C17H3402 000506-12-7 86
4 Heptadecanoic acid 270 C17H3402 000506-12-7 86
5 Eicosanoic acid 312 C20H4002 000506-30-9 81

Abundance Scan 2960 (20.497 min): BM010293.D (-2957) (-) m/z 73.10 100.00%

73.1

5000

20.20 20.40 20.60 20.80

358.9 405.2448.4490.2 539.5

0 m/z 60.10 70.66%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid
73.0
5000
129.0 20.20 20.40 20.60 20.80
29. 185.0228.0 m/z 43.10 67 .64%
R0 TN
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
60.0
R R e s e
20.20 20.40 20.60 20.80
5000 129.0 m/z 69.15 55.52%

171.0213.0256.0

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #119368: Heptadecanoic acid L B o
73.0 20.20 20.40 20.60 20.80
m/z 55.10 53.54%
270.0

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 20 20 20. 40 20 60 20 80

SOM-EPA-BM052717.M Tue May 30 16:50:42 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.12 13.26 ng/ul 5954770 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 83
2 Eicosane 282 C20H42 000112-95-8 76
3 Triacontane 422 C30H62 000638-68-6 76
4 Octacosane 394 C28H58 000630-02-4 76
5 2-methyloctacosane 408 C29H60 1000376-72-8 76
Abundance Scan 3066 (21.121 min): BM010293.D (-3061) (-) m/z 71.10 100.00%
71.
5000
207.1 20.80 21.00 21.20 21.40
263.2
okt 306.4 356.2  428.9475.0 534.9 m/z 57.10 91.02%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl-
43.0
5000
5.0 20.80 21.00 21.20 21.40
m/z 85.10 70.41%
m/z--> Sb 160 1éo 200 250 300 350 400 450 500 550
Abundance
57.0
20.80 21.00 21.20 21.40
5000 m/z 43.10 67.28%
99.0 141.0183.00050 282.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0 20.80 21.00 21.20 21.40
m/z 163.20 49 _.56%
5000
9.0
| J%4}018302250267030903510 422.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40

SOM-EPA-BM052717.M Tue May 30 16:50:42 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 13 n-Nonadecanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.14 14.62 ng/ul 6563440 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 90
2 4-Undecene. 6-methyl- 168 C12H24 1000061-85-4 49
3 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001678-81-5 43
4 Cvclopentane. (2-methvibutvIl)- 140 C10H20 053366-38-4 38
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 30
Abundance Scan 3069 (21.139 min): BM010293.D (-3067) (-) m/z 83.10 100.00%
87
5000 MN“__Jk,NMWN_fp\\K-*w}\K,xAm
41.1
197.2 : 20.80 21.00 21.20 21.40
(NN ¥ B Y N Y s l o1 4032 4765 8443 7797 20 92.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131391: n-Nonadecanol-1
83.0
41,0
20.80 21.00 21.20 21.40
25.0 m/z 69.10 86.40%
\‘ \‘ | ‘ “ i 168 O 238 0
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4éo 560 '
Abundance
55.0
20,80 21.00 21.20 21.40
5000 m/z 55.10 67.82%
97.0
168.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3... AR R R Eama TR,
69.0 20.80 21.00 21.20 21.40
0
1110 m/z 111.20 45 . 72%
5000
21’
]
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4éo 560 ' 2080 2100 2120 2140 '

SOM-EPA-BM052717.M Tue May 30 16:50:43 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Oxirane, heptadecyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.

21.74 4_.05 ng/ul 1817220 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
4 Octadecanal 268 C18H360 000638-66-4 94
5 Octadecanal 268 C18H360 000638-66-4 94

Abundance Scan 3171 (21.739 min): BM010293.D (-3169) (-) m/z 82.10 100.00%

82.1
5000, 4

21.40 21.60 21.80 22.00

2782 3552 4184 4752

549.3

Ot m/z 57.10 83.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl-
a 82.0

21.40 21.60 21.80 22.00
m/z 43.20 63.95%

5000
‘\

4.0
‘ 1" | (166.0 222. 0264 0

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

82.0

21.40 21.60 21.80 22.00
5000{ 41.0 m/z 69.10 63.62%

124.0
166.0 211 0 268 0

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

Abundance #117617: Oxirane, hexadecyl- e BB R R Rt
2110 82.0 21.40 21.60 21.80 22.00
m/z 96.10 63.11%
5000
4.0
‘ ; 166.0208. 0250 0
T T T T T T T e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21.80 22.00

SOM-EPA-BM052717.M Tue May 30 16:50:43 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 (DEL) Alkane: Straight-Chai... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
21.99 13.14 ng/ul 5899220 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3214 (21.991 min): BM010293.D (-3210) (-) m/z 71.10 100.00%
711
5000

21.60 21.80 22.00 22.20 22.40

3.2
155.2197.339.3281.1323.4

ob A A LI 7197, 32303281 1303.4 _ 407.3 4632 536.1 m/z 57.10 93.76%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491: Eicosane
57.0
5000

21.60 21.80 22.00 22.20 22.40
m/z 85.10 69.78%
L1 “\ | %14

1. 0183 0225.0 282 0

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 60.82%
99.0
15.0 141.0183.0225. 0267.0309.0 __380.0
ISR L B L L L I L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane N I L L B
57.0 21.60 21.80 22.00 22.20 22.40
m/z 41.10 28.65%

B MJM
9.0
{ }3 [ 1AL 0183.0225.0267.0 323.0 380.0

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 16:50:44 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 16 (DEL) Alkane: Cyclic22.04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.04 16.83 ng/ul 7553910 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 89
5 Cyclotetracosane 336 C24H48 000297-03-0 87
Abundance Scan 3222 (22.039 min): BM010293.D (-3218) (-) m/z 69.10 100.00%
69.1
5000 1[-2
53.2 207.1 2811 21.80 22.00 22.20 22.40
Y- .,.J..,.a..-,'....,..:~.,...?5,5.'.1..‘}1.“3.'.1.4?9-.1..,.“?3.‘?-,6. m/z 83.15 99.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55.0
97.0
5000 LI BRI SRR B B
mmnmnmnm
m/z 97.10  94.26%
A 0e0  seeo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
67.0 " 21:80 22,00 22.20 22.40
5000 m/z 55.10 73.93%
139.0182.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)- Lk BRm ma s e
7. 21.80 22.00 22.20 22.40
m/z 57.10 73.47%
5000
11.0
| 153.0196.0 280.0
m/z--> 6 55 160 1éo 200 250 300 3%0 460 4%0 560 séo 21.80 22.00 22.20 22.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 Tetracosanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

22.36 8.23 ng/ul 3693140 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid 368 C24H4802 000557-59-5 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 78
3 Octadecanoic acid 284 C18H3602 000057-11-4 74
4 Tetracosanoic acid 368 C24H4802 000557-59-5 58
5 Tridecanoic acid 214 C13H2602 000638-53-9 50

Abundance Scan 3277 (22.362 min): BM010293.D (-3273) (-) m/z 73.10 100.00%

1

5000
325.3368.5

185.2 L L o e e

22.00 22.20 22.40 22.60
m/z 60.10 74 .90%

297.3269.3

o 416.1460.9 520.2

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #195784: Tetracosanoic acid
43.0

5000
22.00 22.20 22.40 22.60

m/z 57.10 64 .31%

.0
227.0269.0 325.0

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

73.0

22.00 22.20 22.40 22.60

m/ 43.10 62.92%
5000 129.0 Z 0

29.0 185.0228.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid TR T S
.0 22.00 22.20 22.40 22.60

m/z 55.10 61.99%

5000

185.0 241.0084.0

| T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 (DEL) Alkane: Cyclic22.53 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22 .53 5.11 ng/ul 2294440 Chrysene-di12 21.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 92
2 Tetracosvl acetate 396 C26H5202 1000351-78-1 86
3 1l-Heptacosanol 396 C27H560 002004-39-9 86
4 1-Docosanol. acetate 368 C24H4802 000822-26-4 76
5 Tricosyl acetate 382 C25H5002 1000351-77-8 76
Abundance Scan 3306 (22.533 min): BM010293.D (-3301) (-) m/z 43.10 100.00%
431 971

5000

-

22.20 22.40 22.60 22.80
m/z 83.10 92 .42%

39.2  207.1

o 281.13543369.3 429.3  503.3549.1

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene

97.0

-

5000
22.20 22.40 22.60 22.80
m/z 97.10  84.56%
L meome  smo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
97.0 _'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—
22.20 22.40 22.60 22.80
5000 m/z 69.10  84.12%
139.0

181. 0224 0266.0 336.0381. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol R e e R
57.0 22.20 22.40 22.60 22.80

m/z 57.20 71.27%

%

11.0
5000

1é

y 153.0195.037.0280.0322.0 378.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 19 Tetracosanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.72 29.65 ng/ul 12505800 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanal 352 C24H480 057866-08-7 94
2 1.19-Eicosadiene 278 C20H38 014811-95-1 93
3 Olevl alcohol. methvl ether 282 C19H380 1000352-68-0 93
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
Abundance Scan 3338 (22.721 min): BM010293.D (-3333) (-) m/z 82.10 100.00%

82.1

5000

-

0.0 22.40 22.60 22.80 23.00
50, m/z 57.10 88.27%

20715503 306.3 362.4 4161 475.3

0! .
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185525: Tetracosanal
82.0
334.0

22.40 22.60 22.80 23.00
T4o m/z 96.05 71.42%

“‘ |166.0 236 0278.0 L

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

55.0

-

22.40 22.60 22.80 23.00
5000 97.0 m/z 43.10 69.48%

152. 0194 0 250 0

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

:

Abundance #129469: Oleyl alcohol, methy! ether e A BEEE R

82.0 22.40 22.60 22.80 23.00
m/z 83.10 69.40%

5000
24.0
29 || 166.0208,02%00

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—r

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 20 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
22.99 6.89 ng/ul 2905270 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 3-methvl- 296 C21H44 006418-46-8 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 3384 (22.991 min): BM010293.D (-3379) (-) m/z 71.10 100.00%
71.1
- M
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
155.2 207.1 22.60 22.80 23.00 23.20 23.40
obrrd, 268.0309.3350.3 415.2 4754  549.4 mn/z 57.10 97 _.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
22.60 22.80 23.00 23.20 23.40
9.0 m/z 85.10 75.48%
N ‘ 1] 3 0183 0225.0267.0309.0_365.0
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
57.0
22.60 22.80 23.00 23.20 23.40
5000 m/z 43.10 55.85%
99.0
141.0183. 0225 0 281 0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141428: Eicosane, 3-methyl- A BREEE RS S
57.0 22.60 22.80 23.00 23.20 23.40
m/z 55.10 26.71%
F?01410183022502670
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2260 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 21 n-Tetracosanol-1 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.07 13.43 ng/ul 5666640 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 l1-Heptacosanol 396 C27H560 002004-39-9 90
3 Behenic alcohol 326 C22H460 000661-19-8 89
4 1-Docosene 308 C22H44 001599-67-3 81
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 81

Abundance Scan 3397 (23.068 min): BM010293.D (-3393) (-) m/z 83.15 100.00%

B3,
5000{ 44/4
25.2
_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_r

l 2071 2831 3365 22.80 23.00 23.20 23.40
" 401.1 4629 5232
ST S § N VOO O i . -2 T m/z 69.15 98.96%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57.0
5000 11.0 L L B B

22. 80 23. 00 23. 20 23. 40
m/z 97.15 96.75%

N h\h‘ﬁ ‘l19502380 308.0

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

57.0

F

111.0 22.80 23.00 23.20 23.40
5000 ' m/z 57.10 84 _.05%

15301950237028003220 3780

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

F

Abundance #166292: Behenic alcohol
83. 22.80 23.00 23.20 23.40
m/z 55.10 76.30%
41
5000
25.0
| 1 167.0210.0  280.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 22 Oxirane, hexadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.91 33.96 ng/ul 14323100 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Hexadecanal 240 C16H320 000629-80-1 91

Abundance Scan 3540 (23.909 min): BM010293.D (-3535) (-) m/z 82.10 100.00%

82.1

5000{ 41

-

24.2

23.60 23.80 24.00 24.20
m/z 57.10 90.55%

16622971951 1 306.3348.5390.4 4609 5347

0

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl-
41,0 820

23.60 23.80 24.00 24.20
m/z 83.10 72 .95%

1]

4.0
i ‘ M\hﬂleeozosozsoo
i T T o o S
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l’
96.0 23.60 23.80 24.00 24.20
5000 m/z 96.05 72.63%
137'0180022202680
T T T T T P T e
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl- e A REanEEE e
82.0 23.60 23.80 24.00 24.20
41, m/z 43.10 69.98%
5000

.

24.0
I ]l | (166.0 222. 02640

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 23 (DEL) Alkane: Cyclic24.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24 .36 23.97 ng/ul 10111500 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 E-2-Octenvl tialate 210 C13H2202 084271-97-6 41
3 5-Amino-1l1-ethvlpvrazole 111 C5HON3 003528-58-3 38
4 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 30
5 Oxalic acid, cyclohexyl undecyl ... 326 C19H3404 1000309-31-3 27
Abundance Scan 3617 (24.362 min): BM010293.D (-3609) (-) m/z 83.10 100.00%
83.1

-

5000
4111 l 157.2 297 4
207 1 - 24.00 24.20 24.40 24.60
o ALl 2 osan e g amssso | -0 g ARy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene
7.0
5000 LA L L L L LB
24.00 24.20 24.40 24.60
m/z 69.10 63.05%
15d H ] “ HH H‘\M “‘h M\ \‘M I I \ \237 0279 0320 0362 04060 490.0

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

?

Abundance
83.0
L L B B B
24.00 24.20 24.40 24.60
so00|  41.0 m/z 57.10 50.50%
125.0
181.0
L L L L L B B B L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6086: 5-Amino-1-ethylpyrazole N L B B R
83.0 24.00 24.20 24.40 24.60
m/z 55.10 42 .36%
5000
41,
D e O T
m/z--> 0 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 : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 24 Heptadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.50 7.65 ng/ul 3227940 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 87
2 1.19-Eicosadiene 278 C20H38 014811-95-1 86
3 1.16-Hexadecanediol 258 C16H3402 007735-42-4 86
4 1.30-Triacontanediol 454 C30H6202 036645-68-8 81
5 Tetradecanal 212 C14H280 000124-25-4 81
Abundance Scan 3810 (25.497 min): BM010293.D (-3806) (-) m/z 82.10 100.00%

1

:

5000
71 2081 A el ey
391 osad 3271 4184  4g9q 25.20 25.40 25.60 25.80
Y 36 394 "msz 57.10 85.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105849: Heptadecanal
43.0
5000 O LA B L L L L L L L
25 20 25. 40 25. 60 25 80
m/z 83.10 72.39%
“ | w \‘ “ m\ \3§ 9. i ;|208'|0 254 0 i

T
m/z--> 0 5 100 150 200 250 300 350 400 450 500 550
Abundance

55.0

¥

25.20 25.40 25.60 25.80
5000 97.0 m/z 69.10 64 .69%

152. 0194 0 250 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109264: 1,16-Hexadecanediol B R B R e e B R
55.0 25.20 25.40 25.60 25.80

m/z 96.15 61.02%

%

5000

%

,166.0 222.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25 20 25. 40 25. 60 25 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 25 _gamma.-Sitosterol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

26.98 23.73 ng/ul 10011000 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 _beta.-Sitosterol 414 C29H500 000083-46-5 91
3 .beta.-Sitosterol 414 C29H500 000083-46-5 50
4 _gamma.-Sitosterol 414 C29H500 000083-47-6 38
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 18

Abundance Scan 4062 (26.979 min): BM010293.D (-4054) (-) m/z 43.10 100.00%

43.1
255.2 303.4

26.60 26.80 27.00 27.20
m/z 57.10 83.36%

461.3 536.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000 5.0 LI L L L B

145.0 414.0 26.60 26.80 27.00 27.20

2130, 303.0 m/z 69.10 66 .15%

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

é

Abundance
43.0
A R Rman e
26.60 26.80 27.00 27.20
0,
5000 105.0 m/z 85.15 56.12%
159.0 414.0
371.0
s o  BAREE RS
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217432: .beta.-Sitosterol T o B B
43.0 26.60 26.80 27.00 27.20
m/z 95.10 54.94%
5000
107.0 414.0
161.0 2130
- 303.0
‘\ | = 354.0
e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 26.60 26.80 27.00 27.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 26 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 6

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

27 .17 26.36 ng/ul 11118600 Perylene-d12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1H)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 51
2 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 46
3 2-l1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000192-43-5 42
4 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 010064-26-3 38
5 Tricyclo[5.4.0.0(2,8)]Jundec-9-en... 204 C15H24 005989-08-2 38
Abundance Scan 4094 (27.168 min): BM010293.D (-4089) (-) m/z 133.10 100.00%

1381 204.2 285.3
55.1
5000 M\/\
RN NI BRI UL
409.4 26.80 27.00 27.20 27.40
355.2
o 26115065 m/z 204.20 91.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6..
285.0
5000
217.0 26.80 27.00 27.20 27.40

m/z 285.30 90.71%

o |
|

m“ \‘h \‘H\ \h M\ H‘ U H\
[T T L B L WL B L N

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

285.0

%

26.80 27.00 27.20 27.40

m/z 55.10 79.95%
5000 189.0 0

41.0 83.0 129.0 243.0

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

é

Abundance #64441: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,7-octah... B an e = R
189.0 26.80 27.00 27.20 27.40
m/z 81.15 77.91%
133.0
5000l ., 910
,..lWLMMMWﬂ.Lsn s s =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 26.80 27.00 27.20 27.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 27 Lup-20(29)-en-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.41 77.52 ng/ul 32695600 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-o0ne 424 C30H480 001617-70-5 74
2 Pvrimidin-4(3H)-one. 2-amino-6-(... 205 C1OH8FN30 098305-63-6 38
3 Thalium, 4.4.6.6-tetramethvl-5.6... 366 C12H17TI 1000197-41-0 27
5-(1H-Pvrrol-3-vImethvlene)-pvri... 205 C9H7N303 1000318-16-3 22
5 Chromone, 3-methyl-7-nitro- 205 C10H7NO4 253668-57-4 22
Abundance Scan 4135 (27.409 min): BM010293.D (-4125) (-) m/z 205.20 100.00%
205.2

%

109.1
5000
55.1
161.2 2573 3133 3674094 4751 sagg | 27:0027.20 27.40 27.60 27.80
0 : : : : m/z 109.10 56.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
55.0 313.0 27.00 27.20 27.40 27.60 27.80
161.0 ' m/z 203.20 47 .94%
46.0 368.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
205.0
57.0 27.00 27.20 27.40 27.60 27.80
5000 ' m/z 95.10 47 .92%
122.0
164.0

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

%

Abundance #193848: Thalium, 4,4,6,6-tetramethyl-5,6(2H,4H)-dihydro-1... B A i
205.0 27.00 27.20 27.40 27.60 27.80
m/z 218.25 43.22%
5000
147.0 366.0
410 91.0 ") 268.0309.0 _ |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 27.00 27.20 27.40 27.60 27.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052717\
Data File : BM010293.D

Aca On : 28 May 2017 01:44

Operator : SJ/MA

Sample : 13162-11

Misc :

ALS Vial : 25 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 28 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
27 .50 36.63 ng/ul 15449600 Perylene-di12 23.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.4.4a.5.6-hexahv... 204 C15H24 000473-14-3 46
2 .delta.-Selinene 204 C15H24 028624-23-9 46
3 Cedrene-V6 204 C15H24 1000162-76-8 45
4 2-1sopropenvl-4a.8-dimethvl-1.2.... 204 C15H24 1000193-57-0 42
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000192-43-5 38
Abundance Scan 4151 (27 503 min): BM010293.D (-4143) (-) m/z 177.20 100.00%
5000
43. 409.4 USRI BN BRI SRR
27.20 27.40 27.60 27.80
o! a2 283 st 496550315990 577 189.20  77.36%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64451: Naphthalene, 2,3,4,4a,5,6-hexahydro-1,4a-dimethyl-...
189.0
5000
410 1050 27.20 27.40 27.60 27.80
ﬂ47 m/z 204.20 47 .59%
H;le‘”hll\ ‘. ‘”” DML
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
189.0
27.20 27.40 27.60 27.80
5000 41.0 o1 m/z 95.10 44 _.88%
" 133.0
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64261: Cedrene-V6 B mma e B e
189.0 27.20 27.40 27.60 27.80
133.0 m/z 121.10 33.37%
5000
41.0 o1
..iﬁquij..ﬂ e S A S St
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.20 27.40 27.60 27.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052717\
Data File : BM010293.D

Acq On : 28 May 2017 01:44

Operator : SJ/MA

Sample - 13162-11

Misc :

ALS Vial : 25 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]
Pentadecanoic acid 17.16 3.0 ng/ul 906238 4 17.31 5968070 20.0
10-Methyl-zZ-11-tr... 18.04 4.0 ng/ul 1205730 4 17.31 5968070 20.0
Tridecanoic acid 18.16 9.2 ng/ul 2746610 4 17.31 5968070 20.0
1-Cyclohexene-1-c... 18.46 8.4 ng/ul 2509380 4 17.31 5968070 20.0
unknown-01 18.56 2.3 ng/ul 674256 4 17.31 5968070 20.0
18-Norabietane 18.74 7.2 ng/ul 2146490 4 17.31 5968070 20.0
-alpha.-Damascone 19.34 3.5 ng/ul 1046500 4 17.31 5968070 20.0
Octadecanoic acid 19.43 2.9 ng/ul 1282140 5 21.47 8979140 20.0
(DEL) Alkane: Str... 20.16 3.0 ng/ul 1340970 5 21.47 8979140 20.0
unknown-02 20.29 2.4 ng/ul 1059860 5 21.47 8979140 20.0
Tetradecanoic acid 20.50 4.8 ng/ul 2148590 5 21.47 8979140 20.0
(DEL) Alkane: Str... 21.12 13.3 ng/ul 5954770 5 21.47 8979140 20.0
n-Nonadecanol-1 21.14 14.6 ng/ul 6563440 5 21.47 8979140 20.0
Oxirane, heptadecyl- 21.74 4.0 ng/ul 1817220 5 21.47 8979140 20.0
(DEL) Alkane: Str... 21.99 13.1 ng/ul 5899220 5 21.47 8979140 20.0
(DEL) Alkane: Cyc... 22.04 16.8 ng/ul 7553910 5 21.47 8979140 20.0
Tetracosanoic acid 22 .36 8.2 ng/ul 3693140 5 21.47 8979140 20.0
(DEL) Alkane: Cyc... 22.53 5.1 ng/ul 2294440 5 21.47 8979140 20.0
Tetracosanal 22.72 29.6 ng/ul 12505800 6 23.82 8435780 20.0
(DEL) Alkane: Str... 22.99 6.9 ng/ul 2905270 6 23.82 8435780 20.0
n-Tetracosanol-1 23.07 13.4 ng/ul 5666640 6 23.82 8435780 20.0
Oxirane, hexadecyl- 23.91 34.0 ng/ul 14323100 6 23.82 8435780 20.0
(DEL) Alkane: Cyc... 24.36 24_0 ng/ul 10111500 6 23.82 8435780 20.0
Heptadecanal 25.50 7.7 ng/ul 3227940 6 23.82 8435780 20.0
-gamma.-Sitosterol 26.98 23.7 ng/ul 10011000 6 23.82 8435780 20.0
9(1H)-Phenanthren... 27.17 26.4 ng/ul 11118600 6 23.82 8435780 20.0
Lup-20(29)-en-3-one 27.41 77.5 ng/ul 32695600 6 23.82 8435780 20.0
unknown-03 27.50 36.6 ng/ul 15449600 6 23.82 8435780 20.0
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