LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 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-BM102417 .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 7.028 662 670 686 rVB2 1555622 2971271 30.62% 2.425%
2 7.193 691 698 704 rBVY 1135392 1788841 18.43% 1.460%
3 7.393 722 732 741 rBVY 1603940 2578492 26.57% 2.105%
4 7.857 803 811 818 rVB 1297523 2072248 21.35% 1.692%
5 8.563 925 931 938 rBVY 1858569 2912974 30.02% 2.378%
6 9.010 1001 1007 1016 rBV 1404071 2317383 23.88% 1.892%
7 9.734 1121 1130 1136 rBvV 1275430 2151689 22.17% 1.756%
8 10.275 1214 1222 1232 rVB 1975509 3349347 34.51% 2.734%
9 10.651 1276 1286 1299 rBV 1651263 3029637 31.22% 2.473%
10 10.787 1302 1309 1316 rBvV 630999 1271396 13.10% 1.038%

11 11.345 1395 1404 1410 rBv4 148991 296918 3.06% 0.242%
12 11.675 1455 1460 1464 rBV2 147749 268266 2.76% 0.219%
13 11.963 1500 1509 1519 rVB 765529 1403389 14.46% 1.146%
14 12.986 1679 1683 1687 rBV7 119552 264976 2.73% 0.216%
15 13.028 1687 1690 1696 rVB3 334498 548325 5.65% 0.448%

16 13.275 1727 1732 1735 rBV 1004074 1438352 14.82% 1.174%
17 13.898 1833 1838 1843 rBV 3568217 5545503 57.14% 4.527%
18 13.945 1843 1846 1849 rVB 1438770 1734944 17.88% 1.416%
19 14.139 1875 1879 1882 rBV2 604373 913414 9.41% 0.746%
20 14.180 1882 1886 1892 rVV 3493048 5401284 55.66% 4._.409%

21 14.286 1900 1904 1907 rVB 809570 993535 10.24% 0.811%
22 14.322 1907 1910 1916 rVB 814484 1106515 11.40% 0.903%
23 14.392 1918 1922 1926 rBV2 698655 986301 10.16% 0.805%
24 14.463 1929 1934 1935 rVV3 709496 1108512 11.42% 0.905%
25 14.492 1935 1939 1947 rVB2 2572052 4162122 42.89%% 3.398%

26 14.692 1969 1973 1983 rVB 1245782 2089818 21.53% 1.706%
27 15.280 2070 2073 2079 rVB2 570534 699742 7.21% 0.571%
28 15.339 2081 2083 2087 rVvVv 557391 639072 6.59% 0.522%
29 15.480 2103 2107 2113 rVB 4642426 6709335 69.14% 5.477%
30 15.845 2165 2169 2174 rVB 3086130 4027148 41.50% 3.287%

31 16.227 2227 2234 2246 rBV 2014229 4376988 45.10% 3.573%
32 16.992 2362 2364 2368 rVB 1049382 1093008 11.26% 0.892%
33 17.051 2370 2374 2384 rVB2 1971371 3227400 33.26% 2.635%
34 17.233 2401 2405 2409 rBV2 3311506 4867498 50.16% 3.973%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial =: 30 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

Method
Title

35 17.274 2409 2412 2418 rVB 3657155 5023149 51.76% 4_.100%

36 17.333 2418 2422 2426 rBV 4957259 6495458 66.93% 5.302%
37 18.139 2556 2559 2570 rVB4 2361977 4476891 46.13% 3.655%
38 19.292 2752 2755 2762 rVB 6687490 8875220 91.46% 7.245%
39 19.627 2809 2812 2815 rBV 6964418 9704338 100.00% 7.922%
40 21.409 3110 3115 3119 rBV2 5095200 9581868 98.74% 7.822%

Sum of corrected areas: 122502567
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS vial : 30 Sample Multiplier: 1

OQuant Method : Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM012598.D

2e+07
1.5e+07
le+07

5000000

7.0314.39  7.86 856 901 073 10271065
079 11351167

e e o T L T o A e

T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM012598.D

2e+07

1.5e+07

le+07

5000000

T e = e

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM012598.D

2e+07 21.41

1.5e+07

le+07

5000000

T

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 1 2-Hydroxy-iso-butyrophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 9.26 ng/ul 1403390 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 78
2 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 56
3 Propanedioic acid. (benzovlhvdra... 282 C12H14N206 1000142-99-9 50
4 Propionic acid. 2-isopropoxy-. m... 146 C7H1403 1000151-15-1 23
5 Ethanone, 2-amino-1-phenyl- 135 C8HONO 000613-89-8 16
Abundance Scan 1509 (11.963 min): BM012598.D (-1500) (-) m/z 59.10 100.00%
5d.1
5000
77.0 105.0
430 1160 11130 12,00 1220
N — Al il 9L I A2L113521491 1771120 1 Tn/z  77.05  37.23%
m/z-> 20 40 60 80 100 120 140 160 180 200
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000
11.60 11.80 12.00 12.20
43.0 77.0 105.0 m/z 105.00 33.39%
ol 290 dog . 91.0 h 1210 149.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
11,60 11.80 12.00 12,20
5000 m/z 51.00 19.28%
75.0 105.0
43.0
o 121.0  149.0 165.0180.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #128661: Propanedioic acid, (benzoylhydrazino)hydroxy-, di... L e e
59.0 779 105.0 11.60 11.80 12.00 12.20
m/z 105.95 18.95%
5000
45.0 136.0
OI'”'\JJ"W"HH"'W'“'“I”"I”"'P"'I"”I' PN NN SRR BN
m'z-> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.03 2.63 ng/ul 548325 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 72
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 64
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
Abundance Scan 1690 (13.028 min): BM012598.D (-1687) (-) m/z 57.10 100.00%
57.1
2000 40 MM
RIS BRI U SO B
113.1 12.80 13.00 13.20 13.40
131.0 177.1
0...,....,"...“,.5 16017\ 1or2 m/z 71.10 95.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
5000 LI BULLIN UL S A
410 12:80 13.00 13.20 13.40
85.0 m/z 43.05 51.49%
o J A ‘ 130 1410 1690  197.0
R R L UL I L LS S SIS BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
1280 13.00 13.20 13.40
5000 m/z 41.00 37.88%
41.0 85.0
ol 250 130 1410 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl- REmaEES RS S
57.0 12.80 13.00 13.20 13.40
m/z 85.10 36.80%
5000
41l0
113.0
1Y e NN [ (SOS ALl
m/z--> 20 40 60 80 100 120 140 160 180 200 12:80 13.00 13.20 13.40
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\HPCHEMI\BNA M\DATA\BM103017\
BM012598.D

31 Oct 2017 05:58

SJ/JU

15786-07

30 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417_M

= SVOA CALIBRATION

- C:\DATABASE\NIST11.L
ion 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 Decahydro-4,4,8,9,10-pentam... Concentration Rank 6

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

13.27 6.91 ng/ul 1438350 Acenaphthene-d10 14.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 96
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 40
3 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 32
4 Borinic acid. diethyl-. 3.3.5-tr... 208 C13H25BO 057387-76-5 28
5 Iminostilbene 193 C14H1i1N 000256-96-2 22

Abundance

m/z 193.15 100.00%

Scan 1731 (13.269 min): BM012598.D (-1727) (-
198.2

691 951 1231
5000 11

3

151.1 13.00 13.20 13.40 13.60
175.2
o | 293 ' w7z 69.10  50.120%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 e L B o
13. 00 13. 20 13. 40 13 60
m/z 95.10 48 .99%
310 ‘ ‘ 151.0
PN I Y Y . -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
193.0
69.0 123.0 IIIIIIIIIIIIIIIIIIIIIII
41.0 13.00 13.20 13.40 13.60
5000 95.0 m/z 123.10 47 .84%
ol 25.0 139.0  165.0
L o B e i B B o B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- A A BAREEEEE
193.0 13.00 13.20 13.40 13.60
m/z 55.10 45 .38%
5000 55.0
109.0
81.0
i
137 0
ool L M il 1500000 | 2220
m/z--> 20 40 60 1 120 140 160 180 200 220 13. 00 13. 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 4 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 8

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

14.29 4.77 ng/ul 993535 Acenaphthene-d10 14.49

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 83
2 2.6-Heptadienal. 2.4-dimethvl- 138 C9H140 085136-08-9 25
3 Naphthalene. decahvdro-1.4a-dime... 208 C15H28 030824-81-8 22
4 photocitral B 152 C10H160 006040-45-5 20
5 2,5,5,6,1la-Pentamethyl-cis-1la,4a... 208 C14H240 1000215-77-9 18
Abundance Scan 1905 (14.292 min): BM012598.D (-1900) (-) m/z 207.20 100.00%

207.2
123.1
95.1
5000 55.1

14.00 14.20 14.40 14.60

1751
o D1 oot O N By S OB £ Wy (7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
95.0 123.0 207.0
69.0
5000 LA L L L L LB LB
14.00 14.20 14.40 14.60
‘ 151.0 m/z 109.10 64 .93%
b e e ‘ ‘“..ﬂ..”..”..”.M”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 109.0
s o LA e
69.0 14.00 14.20 14.40 14.60
5000 m/z 95.10 56.77%
o 18.0 138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67979: Naphthalene, decahydro-1,4a-dimethyl-7-(1-methylet... I EAmEmEEE RS
. 14.00 14.20 14.40 14.60
0
550 810 m/z 81.10 52.18%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 5 1-(2-Hydroxyethyl)-1,2,5,5-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.32 5.32 ng/ul 1106520 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1-(2-Hvdroxvethvl)-1.2.5.5-tetra... 238 C16H300 1000298-97-4 50
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43

3 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
4 4H-1.3.2-Dioxaborin, 4-ethenvl-2_... 208 C12H21B02 074630-04-9 38
5 3-Phenylindole 193 C14H11N 001504-16-1 30
Abundance Scan 1910 (14.322 min): BM012598.D (-1907) (-) m/z 193.15 100.00%
198.2
69.1
5000 41.1 97.1
123.1
152.2 14.00 14.20 14.40 14.60
16.2
o | 762 2670 “n/7 69.10 52.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92538: 1-(2-Hydroxyethyl)-1,2,5,5-tetramethyl-cis-decalin...
193.0
41.0 69.0
5000 LA L L L L L L LB L |
14.00 14.20 14.40 14.60
0
238.0 m/z 97.10 50.44%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
193.0
s e Ry
123.0 14.00 14.20 14.40 14.60
5000 69.0 950 m/z 41.10 49 _.54%
151.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone T
193.0 14.00 14.20 14.40 14.60
m/z 55.10 46.53%
123.0
5000
150.0
95.0
A s E R AR EmEs RE sy R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. OO 14. 20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 6 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .39 4.74 ng/ul 986301 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Pentadecane 212 C15H32 000629-62-9 83
3 Undecane. l1l-bromo- 234 C11H23Br 000693-67-4 68
4 10-Methvlnonadecane 282 C20H42 056862-62-5 62
5 Nonadecane 268 C19H40 000629-92-5 62
Abundance Scan 1922 (14.392 min): BM012598.D (-1918) (-) m/z 57.10 100.00%
57.1
5000

14.00 14.20 14.40 14.60 14.80

Ol el m/z 43.10 70.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
5000 LA B L L L L L L L LB
85.0 14100 14,20 14.40 14.60 14.80
29.0 m/z 71.10 64.16%
0 | (1130 1410 1690 2120
”w”.w””,””“.”“.”“”.“”..”.”..”” AR RRARERRRRREEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R R RAR RS Bamam s i
14.00 14.20 14.40 14.60 14.80
5000 m/z 41.10 47.48%
85.0
29.0

113.0 141.0 168.0 212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88709: Undecane, 1-bromo- B B o
43.0 14.00 14.20 14.40 14.60 14.80
m/z 85.10 40.64%

135.0
5000 71.0
0150\‘ I [‘ 99.0 163.0 234.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 00 14. 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 7 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.28 3.36 ng/ul 699742 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 43
2 photocitral A 152 C10H160 055253-28-6 43
3 Methvl tetrahvdroionol 212 C14H280 060241-53-4 41
4 Benzamide. 4-fluoro-N-methallvl- 193 C11H12FNO 1000340-31-9 38
5 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-16-4 38
Abundance Scan 2073 (15.280 min): BM012598.D (-2070) (-) m/z 123.10 100.00%
128.1
69.1
5000 95.1
411 207.2
151.1177.2 15.00 15.20 15.40 15.60
o 2302 2808 3271 77 69.10 55.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #17474: 1-Trimethylsilylpent-1-en-4-yne
123.0
5000 LRI BB BURELN UL B
mmmmmmmm
43.0 95.0 m/z 109.10 47 .08%
R | P
m/z--> mmmmmmmmmmmmmmmm
Abundance
123.0
81.0 L DA SUNLE B B
15.00 15.20 15.40 15.60
5000 m/z 95.10 44 .97%

41.0

o 152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71323: Methy! tetrahydroionol AR EREEE RS
.0 15.00 15.20 15.40 15.60

109.0 m/z 55.10 42.63%

5000

138.0 179.0

212.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.34 3.07 ng/ul 639072 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 72
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
3 Dodecane. 4-methvl- 184 C13H28 006117-97-1 72
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2083 (15.339 min): BM012598.D (-2081) (-) m/z 57.10 100.00%
57.1
5000
113.1 209.1 15.00 15.20 15.40 15.60
0 | M RS 2020 300 Tnzz7 4310 70.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #202264: Octadecane, 1-iodo-
57.0
5000 85.0 LR B B B B
0.0 1500 1520 15.40 15.60
' m/z 71.10 70.13%
0 L B0 155015050 2530
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
57.0
15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 50.26%
29.0 113.0 169.0
o 140.0 248.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48850: Dodecane, 4-methyl- L BN BN LA AL
43.0 15.00 15.20 15.40 15.60
71.0 m/z 41.10 43.67%
5000
140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. oo 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417_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 Benzophenone Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.85 19.35 ng/ul 4027150 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 95
4 Benzophenone 182 C13H100 000119-61-9 91
5 Benzophenone 182 C13H100 000119-61-9 91

Abundance Scan 2170 (15.851 min): BM012598.D (-2165) (-) m/z 105.00 100.00%
105.0
i 182.1
5000
51.0 N | SR ——
152.1 15.60 15.80 16.00 16.20
o/ {| el L p 2lr2z 29302850 0 $S120 Thnyz o 77.10 70.12%
m/z--> 50 100 150 200 250 300 350
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 NN AU B
0 15.60 15.80 16.00 16.20
oL m/z 182.10 64.82%
152.0
ot — T ——
m/z--> 50 100 150 200 250 300 350
Abundance
105.0
77.0 1560 15.80 16.00 16.20
5000 1820 m/z 51.00 25.71%
51.0
0 18.0 152.0
m/z--> 50 100 150 200 250 300 350
Abundance #47246: Benzophenone T T PR
105.0 15.60 15.80 16.00 16.20
m/z 181.10 9.79%
77.0 182.0
5000
51.0
o | ] 152.0
m/z--> " s0 100 150 200 250 300 350 15.60 15.80 16.00 16.20

SOM-EPA-BM102417 .M Tue Oct 31 18:24:24 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.23 17.98 ng/ul 4376990 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
3 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 74
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
5 Dodecane, 2-methyl-8-propyl- 226 Cl16H34 055045-07-3 72

Abundance Scan 2234 (16.227 min): BM012598.D (-2227) (-) m/z 57.10 100.00%
57.1
5000 /\‘/V\NHL—/VU
85.1
Y31 e1 1gsn 2442 " 16.00 16.20 16.40 16.60
0 I [ 0 O Lk dog ol m 252 | 2790  32603%1  nzo7 71 10 92.38%
m/z--> 50 100 150 200 250 300 350
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 85.0 " 16.00 16.20 16.40 16.60
9.0 150 m/z 43.10 60.81%
obd b L PP aa0t006r0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
" 16.00 16.20 16.40 16,60
5000 m/z 85.10 35.43%
85.0
29.0
113.0
o 1410 1830 555 02530 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #117655: Heptadecane, 2,6-dimethyl- I REEEEES L
57.0 16.00 16.20 16.40 16.60
m/z 41.10 33.76%
85.0
0 | M J J ‘}1301410 182.0  225.0253.0
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.99 4.49 ng/ul 1093010 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 52
2 Heptacosane 380 C27H56 000593-49-7 49
3 Hexadecane 226 C16H34 000544-76-3 46
4 Hexadecane 226 C16H34 000544-76-3 46
5 Eicosane 282 C20H42 000112-95-8 46
Abundance Scan 2364 (16.992 min): BM012598.D (-2362) (-) m/z 57.10 100.00%
57.1
5000 NJJ\\JM
232.2
091 1660 16.80 17.00 17.20 17.40
155.1191.2 : : . . .
o...w..l 2754  342.0 386.3 444.1482.4 n/z 71.10 75 550
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #38349: Decane, 3,8-dimethyl-
57.0
5000 AR U BRI BRI B
16.60 16.80 17.00 17.20 17.40
m/z 43.10 69.48%
9.0 141.0
0"”I'V”wﬂ"JP"'I”"I"”I"'W""P"'I'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
1660 16.80 17.00 17.20 17.40
5000 m/z 85.10 52.33%
0 990 1410 183.0 2250 267.0 3230 380.0 Mj\dw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane B B E e
57.0 16.60 16.80 17.00 17.20 17.40
m/z 41.10 45.18%
5000 WMM
o | J990 141.0 183.0 226.0
m/z--> % 100 150 200 250 300 350 400 450 16,60 16,80 17.00 17.20 17.40

SOM-EPA-BM102417 .M Tue Oct 31 18:24:26 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.05 13.26 ng/ul 3227400 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 97
2 Hexadecane 226 C16H34 000544-76-3 89
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 76
4 Heneicosane 296 C21H44 000629-94-7 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62
Abundance Scan 2374 (17.051 min): BM012598.D (-2370) (-) m/z 57.10 100.00%
57.1
5000 vAwuva,w,NAj\\ﬁv~ﬂ1“\~ff*A
232.2 ' 16.80 17.00 17.20 17.40
O il h 267.4300.2332.0 415.1 n/z 71.10 92 _83%
m/z-> 0 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 R PN BN SURE B
16.80 17.00 17.20 17.40
m/z 43.10 53.06%
113.0
[o) .“. 1 Ih' H\ .“.““l .“.“. ‘.:!-8.‘3..0‘| — |?5|3'|0| T
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
57.0
" 16.80 17.00 17.20 17.40
5000 m/z 85.10 51.16%
99.0
o 15.0 141.0 1830 226.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #83030: Tridecane, 6—propy|— LI L B L B L B
43.0 16.80 17.00 17.20 17.40
m/z 184.00 41 .00%
5000 85.0
} 126.0  183.0
0 ...‘,J..J,ﬂﬂ..ﬁ..ﬁ.,??QQ,....,....,....,..
m/z-> 0 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103017\
Data File : BM012598.D

Aca On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.14 18.40 ng/ul 4476890 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2559 (18.139 min): BM012598.D (-2556) (-) m/z 73.10 100.00%

1

5000

17.80 18.00 18.20 18.40
m/z 55.10 86.30%

ol 298.1 344.0 400.2

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

5000 129.0 Dl
17.80 18.00 18.20 18.40

m/z 43.10 82 .49%

171.0 21:‘3.0 256.0
L \ ‘ ‘ \ ! L

0! \\H‘ uh” \m L

II‘IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 50 200 250 300 350 400 450
Abundance
43.0
R A REER R
17.80 18.00 18.20 18.40
5000 256.0 m/z 60.00 73.58%
129.0
p2-0 213.0
171.0
(O AT N
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #72648: Tridecanoic acid R AARRAREN
73.0 17.80 18.00 18.20 18.40
m/z 41.10 72.39%
5000
129.0
29. 171.0 5140
m/z--> 0 50 100 150 200 250 300 350 400 450 17. 80 18. OO 18 20 18. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM103017\
Data File : BM012598.D

Acq On : 31 Oct 2017 05:58

Operator : SJ/JU

Sample : 15786-07

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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]
2-Hydroxy-iso-but... 11.96 9.3 ng/ul 1403390 2 10.65 3029640 20.0
(DEL) Alkane: Str... 13.03 2.6 ng/ul 548325 3 14.49 4162120 20.0
Decahydro-4,4,8,9... 13.27 6.9 ng/ul 1438350 3 14.49 4162120 20.0
Decahydro-8a-ethy... 14.29 4.8 ng/ul 993535 3 14.49 4162120 20.0
1-(2-Hydroxyethyl ... 14.32 5.3 ng/ul 1106520 3 14.49 4162120 20.0
(DEL) Alkane: Str... 14.39 4.7 ng/ul 986301 3 14.49 4162120 20.0
unknown-01 15.28 3.4 ng/ul 699742 3 14.49 4162120 20.0
(DEL) Alkane: Str... 15.34 3.1 ng/ul 639072 3 14.49 4162120 20.0
Benzophenone 15.85 19.4 ng/ul 4027150 3 14.49 4162120 20.0
(DEL) Alkane: Str... 16.23 18.0 ng/ul 4376990 4 17.23 4867500 20.0
(DEL) Alkane: Str... 16.99 4.5 ng/ul 1093010 4 17.23 4867500 20.0
(DEL) Alkane: Str... 17.05 13.3 ng/ul 3227400 4 17.23 4867500 20.0
n-Hexadecanoic acid 18.14 18.4 ng/ul 4476890 4 17.23 4867500 20.0

SOM-EPA-BM102417 .M Tue Oct 31 18:24:27 2017 Page: 17



