LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On 24 Jan 2017 09:32

Operator : UM/SJ

Sample = 11323-22DL2 100X

Misc :

ALS Vial : 32 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 6.422 647 652 658 rvB2 48224 72655 1.25% 0.368%
2 7.075 758 763 770 rvVB3 40375 68903 1.19% 0.349%
3 7.286 791 799 805 rBvV 47077 84675 1.46% 0.428%
4 7.351 805 810 818 rvB2 99990 150720 2.60% 0.762%
5 7.933 903 909 913 rBV 385409 618432 10.67% 3.128%
6 7.986 913 918 925 rVB 844841 1261830 21.76% 6.383%
7 8.363 976 982 994 rVB 178459 292732 5.05% 1.481%
8 8.469 996 1000 1006 rBV3 37213 63175 1.09% 0.320%
9 9.210 1114 1126 1132 rBV2 134526 272021 4_.69% 1.376%
10 9.816 1225 1229 1233 rVB3 39078 60615 1.05% 0.307%
11 10.498 1337 1345 1350 rBV5 33811 65173 1.12% 0.330%

12 10.739 1378 1386 1390 rBV 461855 801793 13.83% 4_.056%
13 10.792 1390 1395 1401 rVB 417224 707473 12.20% 3.579%
14 12.398 1658 1668 1674 rVB2 94951 152632 2.63% 0.772%

15 12.498 1680 1685 1691 rVB2 54183 90500 1.56% 0.458%
16 12.616 1699 1705 1711 rVB2 50671 85554 1.48% 0.433%
17 13.063 1776 1781 1789 rVB 297841 416305 7.18% 2.106%
18 13.257 1809 1814 1819 rBV3 61674 93060 1.61% 0.471%

19 13.568 1862 1867 1872 rBV2 108640 169125 2.92% 0.856%
20 14.445 2009 2016 2027 rBV 518664 868353 14.98% 4._.393%

21 14.574 2029 2038 2043 rBvV 711474 1064336 18.36% 5.384%

22 14.627 2043 2047 2052 rVB5 61720 97490 1.68% 0.493%
23 14.874 2079 2089 2096 rBV3 134391 317507 5.48% 1.606%
24 14.939 2096 2100 2101 rVVv3 51304 66343 1.14% 0.336%

25 14.962 2101 2104 2110 rVB4 58679 101468 1.75% 0.513%

26 15.045 2110 2118 2126 rVBS8 53338 117224 2.02% 0.593%
27 15.192 2138 2143 2150 rVB3 83731 139078 2.40% 0.704%
28 15.592 2203 2211 2219 rBV9 71246 171365 2.96% 0.867%
29 15.680 2219 2226 2237 rBV 4255027 5798073 100.00% 29.329%
30 16.956 2436 2443 2450 rVB 469277 677034 11.68% 3.425%

31 17.239 2484 2491 2496 rBV2 193545 258799 4._.46% 1.309%
32 17.315 2498 2504 2509 rBV 939493 1370101 23.63% 6.931%
33 17.392 2514 2517 2522 rVV4 87647 149091 2.57% 0.754%
34 17.439 2522 2525 2531 rVV3 63550 90232 1.56% 0.456%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On 24 Jan 2017 09:32

Operator : UM/SJ

Sample = 11323-22DL2 100X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA_M\METHODS\SOMO02.2-EPA-BM012317 .M

Title = SVOA CALIBRATION

35 17.503 2531 2536 2544 rVB3 56039 83424 1.44% 0.422%
36 17.574 2544 2548 2555 rBV3 44692 62555 1.08% 0.316%

37 17.721 2568 2573 2580 rVB 94047 132797 2.29% 0.672%
38 21.485 3208 3213 3218 rBV 1166884 1517697 26.18% 7.677%
39 23.844 3608 3614 3622 rVB 586817 1158527 19.98% 5.860%

Sum of corrected areas: 19768867
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM008832.D
4000000

3000000
2000000

1000000 7.99

7.3 bt
8.36
7 9.21
6.42 7.0772% ,§.47 0 982 1050

e e e o SRR S e b L

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00
Abundance TIC: BM008832.D

4000000 1568

3000000
2000000

1000000 17.32
14.57

14. 16.96

13.06
1 17
3.57
124862 [13.26 .%m 15.59 72

Ot AP A T e R A TR T T T T T R e e e e P e T T T e T e T T T T T

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: BM008832.D

4000000

3000000

2000000

21.49

1000000 23.84

e

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 : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 Dichloroacetic acid, hexyl ... Concentration Rank 12

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

6.42 2.35 ng/ul 72655 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, hexyl ester 212 C8H14Cl1202 037079-04-2 72
2 1-Pentanol, 2,3-dimethyl- 116 C7H160 010143-23-4 56
3 1-Decene, 9-methyl- 154 C11H22 061142-78-7 50
4 Octane 114 C8H18 000111-65-9 50
5 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 50

Abundance Scan 652 (6.422 min): BM008832.D (-647) (-) m/z 43.05 100.00%
5000 7
85
6.00 6.20 6.40 6.60 6.80
281
o 221 m/z 41.10 64.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71578: Dichloroacetic acid, hexyl ester
43
5000

6.00 6.20 6.40 6.60 6.80
m/z 56.10 54 .57%

29 7 85

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
e
57 6.00 6.20 6.40 6.60 6.80
5000 85 m/z 57.00 42.97%
29
15 71 | 99

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27043: 1-Decene, 9-methyl-

6.00 6.20 6.40 6.60 6.80
m/z 39.10 36.81%

5000

4
8112126 154
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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-lodoundecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.07 2.23 ng/ul 68903 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H23lI 004282-44-4 50
2 BH-Tetrazol-5-amine 85 CH3N5 1000273-02-0 43
3 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 40
4 2H-Pyran, 2-(1,1-dimethylethoxy)... 158 C9H1802 001927-69-1 38
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 33
Abundance Scan 762 (7.069 min): BM008832.D (-758) (-) m/z 56.95 100.00%

N il

680 700 720 740

o m/z 85.10 52.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128607: 1-lodoundecane
43 57
5000
7185 6.80 7.00 7.20 7.40
29 m/z 40.95 43 .25%
155
oL15 \\ 1 ‘M \ 1131271417 7169183197211225 282
T T I T T T T T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
6.80 7.00 7.20 7.40
5000 85 m/z 39.10 29.12%
42
0 71
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #163874: Tetradecane, 1-iodo-
43 57 6.80 7.00 7.20 7.40
m/z 43.10 29.00%
5000 &
29
85
ols || “M A ‘ 90 1131271411%160 197
AR R B L o e AR RAARRERARS EEEEE SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 1-Pentanol, 2-ethyl-4-methyl- Concentration Rank 11

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

7.29 2.74 ng/ul 84675 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 78
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 72
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 47
4 Acetamide, N-2-propenyl- 99 C5H9NO 000692-33-1 43
5 (2)-2-Heptene 98 C7H14 006443-92-1 43

Abundance Scan 800 (7.292 min): BM008832.D (-791) (-) m/z 57.10 100.00%
57
5000 43 A /\/\
69 B RARN AR RN AR
83 207 700 7.0 7.40 7.60
0! Mﬂﬂﬂ—hﬂﬂﬂ—h—vﬂﬂj—vﬂﬂﬂj—vﬂﬂﬂj—vﬂ—vﬂj—vﬁ—v—v m/z 43_.10 48 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57
5000
43 7.00 7.20 7.40 7.60
29 6o 83 m/z 41.00 47 .78%
0"'}?""|" w'l""Ih"?ﬁ'}%gl""l"' SRR SR SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
7.00 7.20 7.40 7.60
5000 43 m/z 56.10 35.24%
29 69 83
o 15 97 112 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13758: 1-Pentanol, 2-ethyl-4-methyl-
57 7.00 7.20 7.40 7.60
a1 m/z 55.05 26 .24%
5000
69 83
0 15 \“ \HH\ Il Il ‘\ ‘\ 9\7 112
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 : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 2-Heptanone, 4,6-dimethyl- Concentration Rank 7

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

7.35 4.87 ng/ul 150720 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone, 4,6-dimethyl- 142 C9H180 019549-80-5 64
2 Butanoic acid, 3-oxo-, 2-propeny... 142 C7H1003 001118-84-9 64
3 2-Nonanone 142 C9H180 000821-55-6 59
4 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 50
5 3-Oxetanol, 2,2,3-trimethyl- 116 C6H1202 025910-96-7 36

Abundance Scan 810 (7.351 min): BM008832.D (-805) (-) m/z 42.95 100.00%
a3
5000 58
69 85
| | ” 99 109 7.00 7.20 7.40 7.60
o} NN | KSR | S m/z 41.10 40.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #20004: 2-Heptanone, 4,6-dimethyl-
43
58
5000
69 85 7.00 7.20 7.40 7.60
- ‘ ‘ m/z 58.10 39.26%
0"W'%?W"'W"”I"”I"”I'”'I'“'I”"I“'?%'}ﬂg"ﬁ'}%Z'”'I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
T
7.00 7.20 7.40 7.60
5000 m/z 69.00 25.81%
58
85
o 1B 27 69 100 114 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19930: 2-Nonanone
43 7.00 7.20 7.40 7.60
m/z 39.10 23.90%
5000
58
71
0"'I'”'I"”I"'”M*"P'MJI”'“I”"Iﬁﬁ'l"”l"}ﬂq"ﬁ"'W""P"'P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 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 : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 1-Hexanol, 2-ethyl- Concentration Rank 2

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

7.99 40.81 ng/ul 1261830 1,4-Dichlorobenzene-d4 7.93
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 72
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 64
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 919 (7.992 min): BM008832.D (-913) (-) m/z 57.05 100.00%
g7
41
5000
8 7.60 7.80 8.00 820 8.40
98 : : - - -
0 207 299 m/z 41.10 56.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41
7.60 7.80 8.00 8.20 8.40
m/z 55.05 35.61%
0 '}ﬁ""l"'ﬁ""l"”l'%}?""I'”'I"'W""I”"I'”'I"'W""I'”'I'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
7.60 7.80 8.00 8.20 8.40
5000 m/z 43.10 34.91%
41
83
ol 18 98 113
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13669: 1-Hexanol, 2-ethyl- R e A Ramaa
57 7.60 7.80 8.00 8.20 8.40
m/z 56.10 21.53%
5000 41
83
98
0'*5”'%”'I””P'”P”'P”W'”W”'W””I”“'”"”W'”W“'W' S RN RN LR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 Cyclohexanone, 3,3,5-trimet... Concentration Rank 4

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

8.36 9.47 ng/ul 292732 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
2 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
3 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 91
4 Cyclohexanone, 3,3,5-trimethyl- 140 C9H160 000873-94-9 62
5 1H-1,2,4-Triazole, 3-methyl- 83 C3H5N3 007170-01-6 53

Abundance Scan 982 (8.363 min): BM008832.D (-976) (-) m/z 83.00 100.00%
83
41
5000
140 T

800 8.20 8.40 8.60

ol dlleg, v2 | o ar 8% o 69.00  57.33%
m/z--> 50 100 150 200 250 300 350
Abundance #18747: Cyclohexanone, 3,3,5-trimethyl-
83
5000 A AN LN LR
55 800 8.20 8.40 8.60

‘ 140 m/z 41.00 55.21%

29‘
3 N —
m/z--> 50 100 150 200 250 300 350
Abundance

83

8.00 8.20 8.40 8.60

5000 55 m/z 55.05 52.99%
21 140
112
O LA e o e e e e ISLA A e e o s s e o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #18748: Cyclohexanone, 3,3,5-trimethyl-
83 8.00 8.20 8.40 8.60

m/z 56.10 51.56%

5000 J\
OII\L A “‘ 107\140

T
m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 [Indene Concentration Rank 18

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

8.47 2.04 ng/ul 63175 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indene 116 C9HS8 000095-13-6 87
2 Indene 116 C9HS8 000095-13-6 87
3 Benzene, 1l-ethynyl-4-methyl- 116 C9HS8 000766-97-2 87
4 3-Methylphenylacetylene 116 C9HS8 000766-82-5 87
5 Benzene, l-propynyl- 116 C9HS8 000673-32-5 86

Abundance Scan 1000 (8.469 min): BM008832.D (-996) (-) m/z 116.10 100.00%
116
5000
63
39 89 R RN RN AR
50 73 105 207 8.20 8.40 860 8.80
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8408: Indene
116
5000
8.20 8.40 860 8.80
63 m/z 63.10 32.49%
oL 21 st T7a P
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
116
8.20 8.40 860 8.80
5000 m/z 39.10 16.54%
63
ol & % 50 72 % g
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8417: Benzene, 1-ethynyl-4-methyl- P P P
115 8.20 8.40 860 8.80
m/z 57.25 15.45%
5000
51 63 74 89
T S S S L B L SIS B S I RSN AR RS RN
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 840 860 8.80

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:29 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 Hexanoic acid, 2-ethyl- Concentration Rank 5

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

9.21 8.80 ng/ul 272021 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
3 Cyclohexaneacetic acid, .alpha.-... 170 C10H1802 006051-00-9 47
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 47
5 3-Aza-2-oxabicyclo[2.2.2]oct-5-e... 267 C1O0H12F3NO4 102698-35-1 42

Abundance Scan 1126 (9.210 min): BM008832.D (-1114) (-) m/z 73.00 100.00%
B g
41
5000 55
| 1 1c|)1 11|6 07 8.80 9.00 9.20 9.40 9.60
ol el bl 4 v m/z 88.00 81.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20867: Hexanoic acid, 2-ethyl-
73 88
5000 57 SSEBEAAERE R SRE
41 8.80 9.00 9.20 9.40 9.60
29 101 146 m/z 41.10 68.36%
0,,}ﬁ*,\,\,,\I‘\J,,\l‘lllhl_l‘,_,I\m\l|,1,29,14}4HI,ml.ml.m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73 88
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.00 44 .14%
41 57
29 101 116
0 "}?""I""I"' 'I'"'I""I}??'%%q"l"" [rrrrprroe
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38064: Cyclohexaneacetic acid, .alpha.-ethyl-
88 8.80 9.00 9.20 9.40 9.60
m/z 57.00 40.72%
5000 4l 55
73
oLl bl 99 112 126 41158 170
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:29 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 1,4-Methanonaphthalene, 1,4... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.62 2.13 ng/ul 85554 Naphthalene-d8 10.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
2 Naphthalene, 1-methyl- 142 C11H10 000090-12-0 93
3 Benzocycloheptatriene 142 C11H10 000264-09-5 93
4 Benzocycloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
Abundance Scan 1706 (12.621 min): BM008832.D (-1699) (-) m/z 142.10 100.00%
115 42
5000
63 Y N & W,
39 87 355 12.40 12.60 12.80 13.00
o e S o B e Bt m/z 141.00 95.31%
m/z--> 50 100 150 200 250 300 350
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141
5000 LRI IS BUULIN UL B
115 12.40 12.60 12.80 13.00
m/z 115.00 81.14%
39 ﬁ3 89 ‘
O 'wl" LS UL DAL UL
m/z--> 50 100 150 200 250 300 350
Abundance
142
1240 1260 12.80 13.00
5000 m/z 63.00 24 _.89%
115
o 9 e
m/z--> " s0 100 150 200 250 300 350
Abundance #19231: Benzocycloheptatriene
141 12.40 12.60 12.80 13.00
115 m/z 86.90 14.68%
5000
63 gg
0:::||J“‘|IH|"\|‘|‘|\‘||“ ———r —— ———r — |A||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:30 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 11 Phenol, 3,4-dichloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.57 3.18 ng/ul 169125 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4-dichloro- 162 C6H4CI120 000095-77-2 95
2 Phenol, 3,5-dichloro- 162 C6H4CI120 000591-35-5 93
3 Phenol, 3,4-dichloro- 162 C6H4CI120 000095-77-2 90
4 Phenol, 3,5-dichloro- 162 C6H4CI20 000591-35-5 90
5 Phenol, 3,5-dichloro- 162 C6H4CI20 000591-35-5 90

Abundance Scan 1867 (13.568 min): BM008832.D (-1862) (-) m/z 63.00 100.00%

5000

13.20 13.40 13.60 13.80

0 m/z 161.90 98.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32510: Phenol, 3,4-dichloro-
162
\ N
5000 LA L L L L L LB L
99 13.20 13.40 13.60 13.80
63 3 m/z 98.90 71.32%
18 2837 49 | | 82 | 109 126135 |
AR AARA AAARS EALaE S L L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
162
13.20 13.40 13.60 13.80
5000 63 99 m/z 163.90 59.35%
73
oL 14 29 38 49 87 109 123133 144
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #32497: Phenol, 3,4-dichloro- R AR REREE EEEEE S
162 13.20 13.40 13.60 13.80
m/z 72.95 39.43%
5000 99
63
73
oL 14 26 37 43 | | 82 |10 123138444 |
e e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 13.20 13.40 13.60 13.80

SOMO2.2-EPA-BM012317.M Tue Jan 24 19:02:31 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 12 (DEL) Alkane: Cyclicl4.44 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14._.44 16.32 ng/ul 868353 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 59
2 Cyclohexane, l1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
3 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 59
4 Cyclohexane, l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 58
5 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 53

Abundance Scan 2015 (14.439 min): BM008832.D (-2009) (-) m/z 55.05 100.00%

7

5000

14.20 14.40 14.60 14.80

O m/z 97.10 95.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11546: 3,5-Dimethyl-3-heptene
55
97
5000 69 LIRS
M 14.20 14.40 14.60 14.80
7 126 m/z 41.05 58.74%
B - —
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 a1 m/z 126.10 57.62%
69
27 126
o 83 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane T
55 o 14.20 14.40 14.60 14.80
m/z 43.10 56.80%
5000
4| 6o 126
AR
0 A = G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80

SOMO2.2-EPA-BM012317.M Tue Jan 24 19:02:32 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 13 (DEL) Alkane: Cyclicl4.87 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 5.97 ng/ul 317507 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Undecene, 9-methyl-, (2)- 168 C12H24 074630-56-1 59
2 1-(2-Hydroxyethyl)-1,2,4-triazole 113 C4H7N30 003273-14-1 47
3 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 38
4 1-Heptene, 5-methyl- 112 C8H16 013151-04-7 38
5 2-Pentene, 3-ethyl- 98 C7H14 000816-79-5 35

Abundance Scan 2088 (14.868 min): BM008832.D (-2079) (-) m/z 55.05 100.00%

5000

14.60 14.80 15.00 15.20

0 m/z 70.10 87 .95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #36831: 4-Undecene, 9-methyl-, (2)-
5! 70
41 83
5000
14.60 14.80 15.00 15.20
o7 m/z 41.00 62.38%
upuqnupuqunpu.u”.”.“”p”q””p”qnupnquupuq”u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
70
55 83 14.60 14.80 15.00 15.20
5000 m/z 57.05 48.58%
31
43
95 114
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #6680: 2-Heptene, 3-methyl-
41 55 70 14.60 14.80 15.00 15.20
m/z 56.10 41.29%
5000
112
83
OHPHMHHWHWL”“JM””.”.“”“”w””“”.””“”q””“”q””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 14.60 14.80 15.00 15.20

SOMO2.2-EPA-BM012317.M Tue Jan 24 19:02:32 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 14 (DEL) Alkane: Cyclicl5.04 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
15.04 2.20 ng/ul 117224 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethyl-1-nonene 154 C11H22 019780-74-6 50
2 1-Heptene 98 C7H14 000592-76-7 43
3 2-Cyclohexen-1-ol 98 C6H100 000822-67-3 43
4 Cyclopentane, 1,1,3,3-tetramethyl- 126 C9H18 050876-33-0 35
5 2-Butenal 70 C4H60 004170-30-3 30

Abundance Scan 2117 (15.039 min): BM008832.D (-2110) (-) m/z 70.05 100.00%
5000
170
207 221 14.80 15.00 15.20 15.40
o} m/z 54.95 88.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27030: 5-Ethyl-1-nonene
55 70
41
5000
83 14.80 15.00 15.20 15.40
29 97 112 m/z 41.10 51.23%
I T -~
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance
41 56
29 1480 15.00 15.20 15.40
5000 70 m/z 57.00 47.43%
98
oL 15 83
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #3185: 2-Cyclohexen-1-ol
70 14.80 15.00 15.20 15.40
m/z 43.00 44 _31%
5000 39
27 55 83 98
0 e "|""|""|""|""""""|""|" A R A
m/z--> 20 40 60 100 120 140 160 180 200 220 14.80 15.00 15.20 15.40

SOM02.2-EPA-BM012317 .M Tue Jan 24 19:02:33 2017

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 15 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.59 3.22 ng/ul 171365 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1-chloro-2-methoxy- 142 C7H7CIO 000766-51-8 43
2 Cyclohexanecarboxylic acid, 4-me... 142 C8H1402 004331-54-8 35
3 3-Heptyne, 2,2-dimethyl- 124 C9H16 029022-29-5 30
4 2-Cyclopenten-1-one, 2,3,4-trime... 124 C8H120 028790-86-5 30
5 Ethanone, 1-(2-methyl-1-cyclopen... 124 C8H120 003168-90-9 30
Abundance Scan 2211 (15.592 min): BM008832.D (-2203) (-) m/z 142.00 100.00%
" 109 142
5000
1s3165 199, | 1530 1540 1560 1560 1600
o m/z 55.10 94 _85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19608: Benzene, 1-chloro-2-methoxy-
142
99
5000 127
15.20 15.40 15.60 15.80 16.00
63 77 m/z 109.10 80.17%
39 50
...1‘.5,.2.7..“‘,..”..,“l..W‘,....i..l%z.,.:‘..,‘....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55
70 NI AR SR BRSO B
15.20 15.40 15.60 15.80 16.00
5000 41 - 142 m/z 41.10 76 .42%
9 124
113
N L L L S W S S S WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10661: 3-Heptyne, 2,2-dimethyl-
67 109 15.20 15.40 15.60 15.80 16.00
m/z 43.00 74 .28%
5000 A 55 o1 124
95
0....|....‘i..‘k‘l‘l‘.‘l‘..ui‘...“Hl..‘..lu‘...luuuul....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 15.20 15.40 15.60 15.80 16.00

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:34 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 16 Phenol, 3,4,5-trichloro- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.68 108.95 ng/ul 5798070 Acenaphthene-d10 14 .57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3,4,5-trichloro- 196 C6H3CI30 000609-19-8 94
2 Phenol, 2,3,5-trichloro- 196 C6H3CI30 000933-78-8 91
3 Phenol, 3,4,5-trichloro- 196 C6H3CI30 000609-19-8 90
4 Phenol, 2,3,5-trichloro- 196 C6H3CI30 000933-78-8 78
5 Phenol, 2,4,6-trichloro- 196 C6H3CI30 000088-06-2 78

Abundance Scan 2226 (15.680 min): BM008832.D (-229}69) ) m/z 195.90 100.00%

1
5000

15.40 15.60 15.80 16.00

0! m/z 197.90 99.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58427: Phenol, 3,4,5-trichloro-
196
5000 LA L L L L L L B L L LB BB
133 15.40 15.60 15.80 16.00
62 97 ‘ m/z 97.00 52.79%
o....,....,.u..}H‘..i‘.,8.4...“,.1.1.1.,..l‘.,...1.§(.)...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
196
T
97 15.40 15.60 15.80 16.00
5000 160 m/z 132.90 47.60%
62
48 132
29 83 111
O B L o e o e R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58416: Phenol, 3,4,5-trichloro- R
1 15.40 15.60 15.80 16.00

m/z 62.00 44 _37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.40 15.60 15.80 16.00

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:35 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 17 unknown-02 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.24 3.78 ng/ul 258799 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperidin-3-one, 2,2,5-methyl- 141 C8H15NO 103634-57-7 25
2 S-(2-Methyl-3-furyl)-2-methylpro... 184 C9H1202S 1000360-32-7 22
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 22
4 Sulfurous acid, 2-ethylhexyl hex... 418 C24H5003S 1000309-19-9 22
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 14
Abundance Scan 2491 (17.239 min): BM008832.D (-2484) (-) m/z 57.10 100.00%

5000

17.00 17.20 17.40 17.60

0 m/z 55.05 82.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19058: Piperidin-3-one, 2,2,5-methyl-
71
5000
98 113 17.00 17.20 17.40 17.60
42 sg m/z 42.95 63.19%
L2 e 126 141
(O L o A e o o S ML i e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
71 17.00 17.20 17.40 17.60
5000 m/z 71.10 61.68%
114 184
86
28 59
O T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl-
57 17.00 17.20 17.40 17.60
m/z 41.05 57.88%
43 i
5000
29 85 112
0 15 \‘ 1l Ll S 98 || 127 142
T o o o o o L i o o o e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 17.00 17.20 17.40 17.60

SOM02.2-EPA-BM012317.M Tue Jan 24 19:02:35 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On : 24 Jan 2017 09:32

Operator : UM/SJ

Sample : 11323-22DL2 100X

Misc :

ALS Vial : 32 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 18 unknown-03 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.39 2.18 ng/ul 149091 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methoxyphenol, tert-butyldimet... 238 C13H2202Si 1000352-89-6 43
2 3-Methoxyphenol, tert-butyldimet... 238 C13H2202Si 1000352-91-8 43
3 9H-Fluoren-9-ol, 9-butyl- 238 C17H180 005806-10-0 38
4 Orcinol, tert-butyldimethylsilyl... 238 C13H2202Si 1000352-83-2 35
5 3-Methylbenzenethiol, S-(tert-bu... 238 C13H22SSi 1000353-00-5 32
Abundance Scan 2517 (17.392 min): BM008832.D (-2514) (-) m/z 181.05 100.00%
57 181

5000

17.00 17.20 17.40 17.60 17.80

0! m/z 57.10 84.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92128: 4-Methoxyphenol, tert-butyldimethylsilyl ether
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5000
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5000 m/z 55.05 51.16%
238
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92544: 9H-Fluoren-9-ol, 9-butyl-
181 17.00 17.20 17.40 17.60 17.80
m/z 126.00 50.66%
5000
152 238
o 51 76 127 | 166 | 195 221 |
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM012317\
Data File : BM008832.D

Acq On 24 Jan 2017 09:32

Operator : UM/SJ

Sample = 11323-22DL2 100X

Misc :

ALS Vial : 32 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]
Dichloroacetic ac... 6.42 2.4 ng/ul 72655 1 7.93 618432 20.0
1-lodoundecane 7.07 2.2 ng/ul 68903 1 7.93 618432 20.0
1-Pentanol, 2-eth... 7.29 2.7 ng/ul 84675 1 7.93 618432 20.0
2-Heptanone, 4,6-... 7.35 4.9 ng/ul 150720 1 7.93 618432 20.0
1-Hexanol, 2-ethyl- 7.99 40.8 ng/ul 1261830 1 7.93 618432 20.0
Cyclohexanone, 3,... 8.36 9.5 ng/ul 292732 1 7.93 618432 20.0
Indene 8.47 2.0 ng/ul 63175 1 7.93 618432 20.0
Hexanoic acid, 2-... 9.21 8.8 ng/ul 272021 1 7.93 618432 20.0
1,4-Methanonaphth... 12.62 2.1 ng/ul 85554 2 10.74 801793 20.0
Phenol, 3,4-dichl... 13.57 3.2 ng/ul 169125 3 14.57 1064340 20.0
(DEL) Alkane: Cyc... 14.44 16.3 ng/ul 868353 3 14.57 1064340 20.0
(DEL) Alkane: Cyc... 14.87 6.0 ng/ul 317507 3 14.57 1064340 20.0
(DEL) Alkane: Cyc... 15.04 2.2 ng/ul 117224 3 14.57 1064340 20.0
unknown-01 15.59 3.2 ng/ul 171365 3 14.57 1064340 20.0
Phenol, 3,4,5-tri... 15.68 109.0 ng/ul 5798070 3 14.57 1064340 20.0
unknown-02 17.24 3.8 ng/ul 258799 4 17.32 1370100 20.0
unknown-03 17.39 2.2 ng/ul 149091 4 17.32 1370100 20.0
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