LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1\BNA_M\METHODS\SOMO2.2-EPA-BM012317 .M

Title : SVOA CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 7.351 804 810 817 rVvB 813715 1199390 1.76% 1.053%
2 7.992 913 919 925 rVB 1598871 2439028 3.59% 2.141%
3 9.263 1119 1135 1139 rBV2 417560 1223117 1.80% 1.074%
4 10.739 1377 1386 1390 rBV2 553385 1211360 1.78% 1.063%
5 10.798 1390 1396 1401 rVB 3850394 6304563 9.27% 5.534%

11.010 1423 1432 1440 rBV3 366688 979097 1.44% 0.859%
11.098 1440 1447 1457 rVB 530814 1008801 1.48% 0.886%
12.398 1661 1668 1679 rBVY 973181 1600202 2.35% 1.405%
12.616 1700 1705 1711 rVB 595698 920324 1.35% 0.808%
13.069 1770 1782 1788 rBV 1396411 2176909 3.20% 1.911%

=
QO ~NO®

11 13.574 1859 1868 1873 rBV 1863990 3011401 4.43% 2.643%
12 14.463 2009 2019 2025 rVB 427238 838169 1.23% 0.736%
13 14.574 2029 2038 2043 rBvV 868087 1303273 1.92% 1.144%
14 14.974 2101 2106 2114 rVB4 679346 1550962 2.28% 1.361%
15 15.151 2130 2136 2140 rBV3 874631 1460922 2.15% 1.282%

16 15.698 2220 2229 2235 rBV 43268734 68026076 100.00% 59.714%
17 16.292 2325 2330 2338 rVB 648181 969186 1.42% 0.851%
18 16.968 2436 2445 2455 rBV2 7669527 11716085 17.22% 10.285%
19 17.321 2499 2505 2509 rBV 1154269 1674854 2.46% 1.470%
20 17.721 2568 2573 2578 rVB 844421 1183830 1.74% 1.039%

21 21.486 3208 3213 3219 rBV 1433965 1816984 2.67% 1.595%
22 23.850 3609 3615 3624 rVB 668057 1305272 1.92% 1.146%

Sum of corrected areas: 113919805
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

Abundance TIC: BM008833.D

4e+07
3e+07
2e+07

le+07

10.80
7.35 399 9.26 1qﬁ41n1o

N R o T o=yt

T
Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance TIC: BM008833.D
15,70

4e+07

3e+07

2e+07

1e+07 16.97

13.07 13.57 17.32
12.4% 62 W 144/\@7 15{1‘5.\15 16.29 17.72

0 op N A
I e e B e R LI S e e e e e e e e e e e

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM008833.D

4e+07

3e+07

2e+07

le+07

21.49 23.85
Ot ——

Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 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\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butanoic acid, 3-oxo-, 2-pr... Concentration Rank 10

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

7.35 9.83 ng/ul 1199390 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, 3-o0xo-, 2-propeny... 142 C7H1003 001118-84-9 72
2 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 64
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 50
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 45
5 2-Hexanone, 4-hydroxy-5-methyl-3... 172 C10H2002 061141-74-0 42

Abundance Scan 810 (7.351 min): BM008833.D (-804) (-) m/z 43.00 100.00%
43
5000 58
‘ uL 69 g5
7.00 7.20 7.40 7.60
109
0....,....|-,:..- ,.-.|'..,'!|..9.6,..'..,1.2.7..,....,....,....,?97.. m/z 58.00 40.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19505: Butanoic acid, 3-oxo-, 2-propeny!| ester
43
5000 T /}"I""I" AR
7.00 7.20 7.40 7.60
58 85 m/z 41.10 29.01%
o B Al ‘\“ 60 | 100 114 127 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
7.00 7.20 7.40 7.60
5000 58 m/z 69.05 22.19%
69 85
15 27 109 107
e S L I I B W B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7509: 2-Hexanone, 4-methyl-
43 7.00 7.20 7.40 7.60
m/z 85.10 18.96%
58
5000
27 71
0 }?l'h"'uh '“Mh AR ??"{1ﬁ|"' R S B B AL L SR L
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 3

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

7.99 20.00 ng/ul 2439030 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 50
5 Acetic acid, cyano-, 2-ethylhexy... 197 C11H19NO2 013361-34-7 50

Abundance Scan 919 (7.992 min): BM008833.D (-913) (-) m/z 57.10 100.00%
g7
5000
3 83 S SRR AN R L
I | 12 007 21 7.60 7.80 8.00 8.20 8.40
o= m/z 41.05 56 .95%
m/z--> 50 100 150 200 250 300
Abundance #13670: 1-Hexanol, 2-ethyl-
57
5000
7.60 7.80 8.00 8.20 8.40
29 83 m/z 55.05 35.99%
\\ ‘ H e
Ot |'b'“‘|“" L L L UL S
m/z--> 50 100 150 200 250 300
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 m/z 43.05 35.44%
29 83
112
N WL L WL L WL WL SR
m/z--> 50 100 150 200 250 300
Abundance #13661: 1-Hexanol, Z-Ethyl- |||||||||ll|llll|llljlj|\ll
57 7.60 7.80 8.00 8.20 8.40
m/z 56.10 22 .79%
5000
29
83
T
N A e W s S
m/z--> 50 100 150 200 250 300 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

9.26 10.03 ng/ul 1223120 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 53
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 45
3 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 38
4 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 38
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 37

Abundance Scan 1134 (9.257 min): BM008833.D (-1119) (-) m/z 73.00 100.00%
7B
41
5000
101
9.00 9.20 9.40 9.60
oMb MLd | 220 27 m/z 87.95 63.62%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
%0001 gy 900 920 9.40 9.60
101 m/z 41.10 57.05%
oLaol Wl A a0
m/z--> 50 100 150 200 250 300 350
Abundance
73
41
9.00 9.20 9.40 9.60
5000 m/z 57.05 36.12%
101
0 127145
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
4 88 9.00 9.20 9.40 9.60

m/z 55.00 34 .48%

5000

0 ‘H w\ 100 135155173 214 242 272 294313 355
_— e
5

0 100 150 200 250 300 350 9.00 9.20 9.40 9.60

6
L

m/z-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.01 16.17 ng/ul 979097 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3-methyl-, (R)- 112 C7H120 013368-65-5 46
2 2-Pyrrolidinone, 1-(1-oxo-2-prop... 139 C7HINO2 002043-26-7 35
3 Propanal, 2-methyl-, 2-propenylh._.. 126 C7H14N2 066075-08-9 35
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 30
5 1,3-Cyclopentanedione, 4-butyl- 154 C9H1402 054244-72-3 30
Abundance Scan 1432 (11.010 min): BM008833.D (-1423) (-) m/z 55.00 100.00%
n P
69
5000 1
10,60 10.80 11.00 11.20 11.40
o} m/z 41.10 79.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6590: Cyclohexanone, 3-methyl-, (R)-
69
41
5000 5 LRI SRR ML B
27 10.60 10.80 11.00 11.20 11.40
12 m/z 69.05 63.35%
97
0 1 83
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
10.60 10.80 11.00 11.20 11.40
5000 m/z 111.00 49_26%
27 111
41 | o9 83 139

o 97

mwwﬁmwmwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11254: Propanal, 2-methyl-, 2-propenylhydrazone

10.60 10.80 11.00 11.20 11.40
m/z 56.05 39.22%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 (DEL) Alkane: Cyclicll1.10 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.10 16.66 ng/ul 1008800 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 47
2 2H-Pyran-2-one, tetrahydro-5,6-d... 128 C7H1202 024405-16-1 46
3 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
4 2,4-Dipropyl-5-ethyl-1,3-dioxane 200 C12H2402 006413-83-8 38
5 1-Heptene, 2,6-dimethyl- 126 C9H18 003074-78-0 38
Abundance Scan 1447 (11.098 min): BM008833.D (-1440) (-) m/z 56.10 100.00%
5000 a1
69
\| e 10.80 11.00 11.20 11.40
85 145 157 : : : :
ol ol 85 o9 | 128 WBIOT 19 s 55.05  42.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3333: 1-Hexene, 5-methyl-
41 98
5000 27 RN AN BRI U
10.80 11.00 11.20 11.40
70 m/z 41.10 38.60%
15 ‘ ‘ 83
0'”MI”L'N'NMI“L'I“”??'”'I'”'I'”'I'”'I'”'I”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56
10.80 11.00 11.20 11.40
5000 42 m/z 69.05 30.23%
84
o 69 99 113 128
LI JULL L FULEL LS SURLELEL SURLELEL BLELEL UL SURLALEL UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6727: 1-Hexene, 2,5-dimethyl-
56 10.80 11.00 11.20 11.40
m/z 57.05 29.99%
41
5000
29
69 112
0 15 \‘ ‘\\‘ ! ‘\ 83 97
m/z--> 20 40 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.62 15.19 ng/ul 920324 Naphthalene-d8 10.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1l-methyl- 142 C11H10 000090-12-0 95
2 Naphthalene, 2-methyl- 142 C11H10 000091-57-6 94
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 1706 (12.622 min): BM008833.D (-1700) (-) m/z 141.95 100.00%
142
115
5000
63 R BN B SRR B
39 89 12.40 12.60 12.80 13.00
Ob ey b el et 1281 060 207 281 m/z 141.05 92.93%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19232: Naphthalene, 1-methyl-
142
5000 LI UL BN SULBUSN SR
115 12,40 12.60 12,80 13.00
m/z 114.95 67.23%
ol 2 0. 8 s
mz-> 20 45 60 85 100 150 140 160 180 200 220 240 260 280
Abundance
142
" 12.40 12,60 12.80 13.00
5000 m/z 62.95 17.25%
115
ol % 63 89 128
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141 12.40 12.60 12.80 13.00
m/z 143.00 13.07%
5000 115
39 63 g9
01 e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Phenol, 3,4-dichloro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.57 46.21 ng/ul 3011400 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4-dichloro- 162 C6H4CI20 000095-77-2 95
2 Phenol, 3,5-dichloro- 162 C6H4CI20 000591-35-5 90
3 Phenol, 3,5-dichloro- 162 C6H4CI20 000591-35-5 90
4 Phenol, 3,4-dichloro- 162 C6H4CI20 000095-77-2 90
5 Phenol, 2,6-dichloro- 162 C6H4CI20 000087-65-0 70

Abundance Scan 1867 (13.569 min): BM008833.D (-1859) (-) m/z 161.90 100.00%
5000
13.20 13.40 13.60 13.80
o b 248 L 198 208 1 Thsz 62.95  82.20%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #32510: Phenol, 3,4-dichloro-
162
5000 \'IA"I""I""I""I'
99 13.20 13.40 13.60 13.80
6373 m/z 99.00 79.71%
26 37 49 M‘ L 87 J| 126937 |
m/z--> 25 45 éo éo 160 150 140 1éo 1éo 260
Abundance
162
13.20 13.40 13.60 13.80
5000 m/z 163.90 66.08%
63 99
0 38 49 3 g 110 126137
m/z--> 25 45 éo 50 160 120 140 1éo 1é0 260
Abundance #32514: Phenol, 3,5-dichloro- S
162 13.20 13.40 13.60 13.80
m/z 62.00 38.75%
99
5000 63
73
14 26 3\? 4\\9\ \“\ ‘H \87 \M 111 \\1%?144 \‘
m/z--> 2'0 4'0 6|0 8IO 1(')0 12'0 140 1('30 1&'30 2(')0 13.20 13.40 13.60 13.80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 2-Hexenal, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.46 12.86 ng/ul 838169 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexenal, 2-ethyl- 126 C8H140 000645-62-5 58
2 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 58
3 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 58
4 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 58
5 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 53
Abundance Scan 2019 (14.463 min): BM008833.D (-2009) (-) m/z 97.10 100.00%
55 g7
126
5000 4
93 14.20 14.40 14.60 14.80
o e gl m/z 55.00 92.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11343: 2-Hexenal, 2-ethyl-
55
41 97
126
5000 L S B SULRN IR
111 14.20 14.40 14.60 14.80
2 69 g3 m/z 126.10 55.33%
0 ||||||T||||||| I\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 97
14.20 14.40 14.60 14.80
5000 m/z 43.05 54 _40%
41
69 126
27
0 83 | 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11575: 1-Ethyl-4-methylcyclohexane T AL e
55 o7 14.20 14.40 14.60 14.80
m/z 41.05 48.27%
5000
41 | 69 126
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Phenol, 3,4,5-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.70 1043.93 ng/ul 68026100 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4,5-trichloro- 196 C6H3CI30 000609-19-8 96
2 Phenol, 3,4,5-trichloro- 196 C6H3CI30 000609-19-8 95
3 Phenol, 2,3,5-trichloro- 196 C6H3CI30 000933-78-8 93
4 Phenol, 2,3,5-trichloro- 196 C6H3CI30 000933-78-8 91
5 Phenol, 2,3,6-trichloro- 196 C6H3CI30 000933-75-5 81

Abundance Scan 2229 (15.698 min): BM008833.D (-2220) (-) m/z 195.90 100.00%

196
5000 97 133

15.40 15.60 15.80 16.00

255

0! m/z 197.85 97 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58416: Phenol, 3,4,5-trichloro-
196
5000 LA L L L L L LB LB LB
133 15.40 15.60 15.80 16.00
o 97 m/z 132.90 44.53%
ol 14 29 48 80 11 14619173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
196
e IS e e
15.40 15.60 15.80 16.00
5000 m/z 97.00 42 .76%
133
62 97
o 49 84 111 160
AR s o S B e N B R s o S RARRRRER S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58423: Phenol, 2,3,5-trichloro- R i
1 15.40 15.60 15.80 16.00

m/z 199.90 31.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M
SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1-Acenaphthenol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.29 11.57 ng/ul 969186 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Acenaphthenol 170 C12H100 006306-07-6 98
2 1-Acenaphthenol 170 C12H100 006306-07-6 95
3 1-Acenaphthenol 170 C12H100 006306-07-6 93
4 o-Hydroxybiphenyl 170 C12H100 000090-43-7 86
5 o-Hydroxybiphenyl 170 C12H100 000090-43-7 53

Abundance Scan 2330 (16.292 min): BM008833.D (-2325) (-) m/z 169.10 100.00%

169
5000 s 182

AN
LI I N N B

16.00 16.20 16.40 16.60

191206 222

0 m/z 170.00 86.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38287: 1-Acenaphthenol
169
5000 141 LN I I [ I

16.00 16.20 16.40 16.60
m/z 115.05 51.39%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
170
16.00 16.20 16.40 16.60
5000 m/z 151.95 50.04%
141
. 76 115
98 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38289: 1-Acenaphthenol L ARRE
170 16.00 16.20 16.40 16.60
m/z 141.05 47 .23%
5000 152
115
0..1.?...?,9...5.7,..”.4,1‘..9.?...‘. P 28 NN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM0O08833.D

Acq On : 24 Jan 2017 10:11

Operator : UM/SJ

Sample : 11323-12DL 10X

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .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]
Butanoic acid, 3-... 7.35 9.8 ng/ul 1199390 1 7.94 2439030 20.0
1-Hexanol, 2-ethyl- 7.99 20.0 ng/ul 2439030 1 7.94 2439030 20.0
Hexanoic acid, 2-... 9.26 10.0 ng/ul 1223120 1 7.94 2439030 20.0
unknown-01 11.01 16.2 ng/ul 979097 2 10.75 1211360 20.0
(DEL) Alkane: Cyc... 11.10 16.7 ng/ul 1008800 2 10.75 1211360 20.0
Naphthalene, 1-me... 12.62 15.2 ng/ul 920324 2 10.75 1211360 20.0
Phenol, 3,4-dichl... 13.57 46.2 ng/ul 3011400 3 14.57 1303270 20.0
2-Hexenal, 2-ethyl- 14 .46 12.9 ng/ul 838169 3 14.57 1303270 20.0
Phenol, 3,4,5-tri... 15.70 1043.9 ng/ul 68026100 3 14.57 1303270 20.0
1-Acenaphthenol 16.29 11.6 ng/ul 969186 4 17.32 1674850 20.0
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