Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Area Percent Report

= Z:\HPCHEM1\BNA_M\DATA\BMO53
: BMO10339.D

: 31 May 2017 19:32

: SJ/MA

: 13369-06

12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing
Sampling

: OFF
1

Start Thrs: 0.2

Stop Thrs

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

-0

Peak separation: 5

Method

Title

Signal

peak R.T.

# min

1 4.116
2 4.610
3 4_975
4 5.087
5 5.287
6 5.357
7 5.434
8 5.581
9 5.698
10 5.793
11 5.846
12 5.898
13 5.946
14 6.004
15 6.163
16 6.398
17 6.887
18 7.004
19 7.057
20 7.134
21 7.240
22 7.304
23 7.581
24 7.769
25 7.804
26 7.940
27 8.028
28 8.287
29 8.387
30 8.445
31 8.534
32 8.763
33 8.851
34 8.998

117\

Filtering: 5

Min Area: 1 % of largest Peak

Max Peaks: 100
Peak Location: TOP

= Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M

= SVOA CALIBRATION
> TIC

first max last PK peak
scan scan scan TY height

corr.
area

corr.

max.

163 175 193 rVB4 141833740 280072786 41.97%

253 259 266 rBV2 59102602
315 321 328 rBVv2 8595052
19672452
368 374 378 rvVV 56751751

378 386 391 rVvB3 76014083
391 399 414 rBV3 78581235

414 424 435 rVB6 182019179 531786710

14975320
449 460 465 rBV5 90513187

12562005
19736605

480 486 491 rVV4 141673832 260422982

8071387
513 523 528 rBV2 8094275

555 563 571 rvB2 9389357
23227621
655 666 670 rvv2 98677692
670 675 681 rvV 40128739
681 688 694 rvv3 70817136

694 706 710 rvVV 71658059
710 717 726 rVB2 58887592

753 764 769 rVB4 169814315 330798110

789 796 799 rBV 4188857
5166521

817 825 833 rBV2 9622698
45730734
876 884 890 rBV 7644841
895 901 906 rBV2 6643614
14423281

919 926 932 rBV 23836706
6580417
972 980 986 rBvV2 6308128
995 1005 1008 rBV 6512537

75026476
17824406

27330117

98636914

166015247
143540046

21557293
192085174

18585353
24604535

10382015
16424303

17212233
36634009

158283135
55404946

106395071

118761637
87238680

6867564
6735251

16343348
66993189

12276177

10123624
20712917

37156138
10744515
15277949
10417433
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11.24%
2.67%
4_.10%
14 .78%

24 _.88%
21.51%
79.70%
3.23%
28.79%

2.79%

3.69%

39.03%
1.56%
2.46%

2.58%
5.49%

23.72%
8.30%

15.95%

17.80%
13.07%
49 _.58%
1.03%
1.01%

2.45%
10.04%
1.84%
1.52%
3.10%

5.57%
1.61%
2.29%
1.56%

% of
total
6.561%
1.758%
0.418%
0.640%
2.311%

3.889%
3.363%
12.458%
0.505%
4 _500%

0.435%
0.576%
6.101%
0.243%
0.385%

0.403%
0.858%
3.708%
1.298%
2.492%

2.782%
2.044%
7.750%
0.161%
0.158%

0.383%
1.569%

0.288%

0.237%
0.485%

0.870%
0.252%
0.358%
0.244%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\

Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title

35

36
37
38
39
40

41
42
43
44
45

46
47
48
49
50

51
52
53
54
55

56
57

9.039

9.586
17.304
17.857
18.168
18.845

19.098
19.151
19.303
19.468
19.568

19.633
20.221
20.427
20.568
20.592

20.892
21.362
21.468
22.092
23.344

23.821
24.750

Peak Location: TOP

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

1008 1012

1099 1105
2408 2417
2505 2511
2558 2564
2675 2679

2716 2722
2728 2731
2750 2757
2782 2785
2797 2802

2809 2813
2908 2913
2944 2948
2967 2972
2973 2976

3020 3027
3095 3107
3120 3125
3219 3231
3434 3444

3519 3525
3676 3683

1016

1114
2427
2518
2571
2684

2728
2735
2759
2789
2809

2818
2917
2954
2973
2982

3032
3119
3129
3232
3455

3534
3701

Sum

rvv. 6719129 10430609

rvB
rvB2
rBv
rBv
rBv2

rBv2
rvB
rBv2
rvB
rvB

rvv2
rBv
rBv2
rBv
rvB

rvB
rvB2
rBv
rBv4
rvB2

rvB
rvB

29269837
4470934

16018985
14822756
15630337

21431710
15985114
6530508
8581291
9790417

5547908
9639603
4788651
10734653
18221124

21776999
17966373
6879801
255456616
105168249

3890196
3972449

of corrected areas:

1.56%
40404239 6.06%
8875979 1.33%
22372905 3.35%
23984058 3.59%
27533163 4._.13%
48883526 7.33%
17682163 2.65%
9875790 1.48%
9642715 1.45%
13701823 2.05%
6771167 1.01%
11665826 1.75%
8300523 1.24%
13315105 2.00%
22316848 3.34%
26144717 3.92%
47457698 7.11%
9116505 1.37%
667262369 100.00%
196139097 29.39%%
7820095 1.17%
10269413 1.54%
4268636616
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0.244%

0.947%
0.208%
0.524%
0.562%
0.645%

1.145%

0.414%
0.231%
0.226%
0.321%

0.159%

0.273%

0.194%
0.312%
0.523%

0.612%
1.112%
0.214%

15.632%
4 _595%

0.183%
0.241%
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

Abundance TIC: BM010339.D

2.5e+08

2e+08
5.58

7.58

1.5e+08 4.12 5.95

1e+08

5e+07

o\ " A o A PR " . . p NAUAN . o " "
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010339.D

2.5e+08
2e+08
1.5e+08
1e+08

5e+07

18.84Lp.
17.30 17.8618.17 19 B8APE3 20.2% 1:

A
LN L L L L L L L L L L L L L L B B B

(O B e L s B O O LN A e e

Time--> 12.00 1250 13.00 1350 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: BM010339.D
22]09

2.5e+08

2e+08

1.5e+08

23.34

1e+08

5e+07

20.89 21.36
1.47

23.82 24.75
i B A B T e e AR AARES maaas © s e e

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\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Acetic acid, butyl ester Concentration Rank 14

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

4.61 91.81 ng/ul 75026500 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid, butyl ester 116 C6H1202 000123-86-4 64
2 Acetic acid, butyl ester 116 C6H1202 000123-86-4 56
3 Acetic acid, butyl ester 116 C6H1202 000123-86-4 50
4 Isobutyl acetate 116 C6H1202 000110-19-0 40
5 Propane, 1,2-bis(difluoroamino)-... 160 C4H8F4N2 016063-24-4 33

Abundance Scan 259 (4.610 min): BM010339.D (-253) (-) m/z 56.10 100.00%
56
5000
SRS SR LR
87 420 4.40 4.60 4.80 5.00
o‘*rrLl,u. L1 112185163 207 230 282 356 401 489 | sz 43.10  99.96%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8120: Acetic acid, butyl ester
43
A A
5000 SRR SRR SRR
3 420 4.40 4.60 4.80 5.00
m/z 73.10 89.65%
L L U U WL UL UL L L BRI
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
420 4.40 460 480 500
5000 m/z 41.10 58.62%
73
o 5 101
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8119: Acetic acid, butyl ester
43 420 4.40 4.60 4.80 5.00
m/z 61.10 56.91%
5000
73
ol 15, L1 | 101
m'z--> 0 50 100 150 200 250 300 350 400 450 420 440 460 480 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 (DEL) Alkane: Cyclic4.98 Concentration Rank 33

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

4.98 21.81 ng/ul 17824400 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 97
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 91
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 91
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 81
5 6-Methyl-hept-2-yn-4-ol 126 C8H140 060018-69-1 72

Abundance Scan 322 (4.981 min): BM010339.D (-315) (-) m/z 69.10 100.00%
6o 111
5000
41
4.60 4.80 5.00 5.20 5.40
ol \L,'l.wn.'-g.l', | (141 165 189207 295 829 355 | ns7 111.20  93.19%
m/z--> 50 100 150 200 250 300 350
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69 111
5000
41 4.60 4.80 5.00 5.20 5.40
‘ m/z 55.10 38.42%
0.14...,...9.1,....,....,.... S——
m/z--> 50 100 150 200 250 300 350
Abundance
69 111
4.60 4.80 5.00 5.20 5.40
5000 41 m/z 41.10 28.19%
. 15 o1
m/z--> 50 100 150 200 250 300 350
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111 4.60 4.80 5.00 5.20 5.40
m/z 126.15 17.90%
5000 41
NECH ‘-‘.“‘-‘Jl“-"g-l‘. “ N
m/z--> 50 100 150 200 250 300 350 4.60 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 (DEL) Alkane: Cyclic5.09 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

5.00 33.44 ng/ul 27330100  1,4-Dichlorobenzene-d4 | 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cyclohexane, 3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclohexane, 3-trimethyl- 126 C9H18 003073-66-3 74
3 Cyclohexane, hyl-1,3-dimethy... 140 C10H20 062238-29-3 72
4 Cyclohexane, 5-trimethyl- 126 C9H18 001839-63-0 72

PREPE
NW®O R R
e

5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 53
Abundance Scan 341 (5.093 min): BM010339.D (-335) (-) m/z 111.15 100.00%
69 111
5000
41
4.80 5.00 5.20 5.40
91
ol M --.Jl. 4 129147 193 222 253 284 320342 m/z 69.10 89.86%
m/z--> 50 100 150 200 250 300 350
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 41
4.80 5.00 5.20 5.40
m/z 55.10 32.17%
om e
m/z--> 50 100 150 200 250 300 350
Abundance
111
69 ,,,,/
4.80 5.00 5.20 5.40
5000 41 m/z 41.10 28.95%
91
O e e T o
m/z--> 50 100 150 200 250 300 350
Abundance #18072: Cyclohexane, 1-ethyl-1,3-dimethyl-, trans-
69 4.80 5.00 5.20 5.40
m/z 83.10 20.04%
111
5000
41
o— A4 o4 4o
m/z--> 50 100 150 200 250 300 350 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method

Quant Title

TIC Library

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM052717 .M

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 Benzene, 1l-chloro-4-(triflu...

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
5.29 120.71 ng/ul 98636900 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzene,
2 Benzene,
3 Benzene,
4 Benzene,
5 Benzene,

1-chloro-4-(trifluorome...
1-chloro-4-(trifluorome...
1-chloro-4-(trifluorome. ..
1-chloro-4-(trifluorome. ..
1-chloro-3-(trifluorome. ..

180 C7H4CIF3
180 C7H4CIF3
180 C7H4CIF3
180 C7HACIF3
180 C7HA4ACIF3

000098-56-6 98
000098-56-6 98
000098-56-6 94
000098-56-6 94
000098-15-7 93

Abundance Scan 375 (5.293 min): BM010339.D (-368) (-) m/z 180.00 100.00%
180
145
5000
75
510 ]1 111]L ] 207 239 267 356 429 490 5.00 5.20 5.40 5.60
Ob ety 4L | 207 239267 356 429 490 | /7 161.00 54.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #46010: Benzene, 1-chloro-4-(trifluoromethyl)-
180
145
5000 LA L L L L L L LB LB
75 5.00 5.20 5.40 5.60
50 m/z 145.10 53.90%
111
26‘ “\ “M“m ‘\ | M dl \’
L0 L B o o o o o L e e e e o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
180
R e  E ERmmam e
145 5.00 5.20 5.40 5.60
5000 m/z 182.00 34.10%
75
50
26 111
L0 B L I o o o 0 L e e B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #46009: Benzene, 1-chloro-4-(trifluoromethyl)- A EE e S
180 5.00 5.20 5.40 5.60
m/z 75.10 33.22%
5000
75 145
50
111
R E el O
m/z--> 50 100 150 200 250 300 350 400 450 5.00 5.20 5.40 5.60

SOM-EPA-BM052717 .M Thu Jun 01 16:14:41 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 unknown-01 Concentration Rank 8

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

5.36 203.16 ng/ul 166015000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,3-dimethoxy- 104 C5H1202 017081-21-9 38
2 Butanoic acid, 3-hydroxy-, ethyl... 132 C6H1203 005405-41-4 32
3 2-Butanone, 4-methoxy- 102 C5H1002 006975-85-5 32
4 Pentane, l-methoxy- 102 C6H140 000628-80-8 22
5 Acetaldehyde, methylhydrazone 72 C3H8N2 017167-73-6 22

Abundance Scan 386 (5.357 min): BM010339.D (-378) (-) m/z 45.10 100.00%
72
5000
-
5.00 520 5.40 5.60
o L 227 167 207 253281 325355 401431461 nso 75 10 99.61%

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

Abundance #4781: Propane, 1,3-dimethoxy-
45
5000 72
I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
5000
88
117
O T T T T T T T T

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

Abundance #4259: 2-Butanone, 4-methoxy-

4

87
5000

15

J

5.00 5.20 5.40 5.60

m/z

43.10

94 .50%

5.00 5.20 5.40 5.60

m/z 87.05 60.80%

5.00 5.20 5.40 5.60

m/z 58.10 53.20%

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

5.00 5.20 5.40 5.60

SOM-EPA-BM052717 .M Thu Jun 01 16:14:42 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 3,5-Octadiyne Concentration Rank 10

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

5.43 175.66 ng/ul 143540000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Octadiyne 106 C8H10 016387-70-5 87
2 Ethylbenzene 106 C8H10 000100-41-4 59
3 Ethylbenzene 106 C8H10 000100-41-4 53
4 Ethylbenzene 106 C8H10 000100-41-4 42
5 Cycloheptatrienylium, iodide 218 C7H71 001316-80-9 38

Abundance Scan 398 (5.428 min): BM010339.D (-391) (-) m/z 106.10 100.00%
106
65
5000
39 |IIIIIIIIIIIIIIII|III
5.00 5.20 5.40 5.60 5.80
0 a,m 128151 193 221 267 32r3%5 4161 m/z 91.10 _ 99.91%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5093: 3,5-Octadiyne
106
5000 65 AU IS LR LS AR
500 5.20 540 5.60 5.80
39 m/z 65.05 55.40%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance
91

5.00 5.20 5.40 5.60 5.80

5000 m/z 77.10 53.04%
27 51
1
ot
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #5085: Ethylbenzene T . T .
91 500 520 540 560 580

m/z 78.10 48.27%

5000 j\
51
0 21 l J J I \’

III‘III‘II‘I‘IkllIIIIIIIIIIIIIIIIIIIIIIIIIII T IIIIIIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 5.00 5.20 540 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 1,5-Hexadien-3-yne, 2-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.58 650.77 ng/ul 531787000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Hexadien-3-yne, 2-methyl- 92 C7H8 000820-54-2 83
2 1,5-Hexadien-3-yne, 2-methyl- 92 C7H8 000820-54-2 70
3 Toluene 92 C7H8 000108-88-3 49
4 1,6-Heptadien-3-yne, 5-methyl- 106 C8H10 1000142-71-3 43
5 Toluene 92 C7H8 000108-88-3 43
Abundance Scan 424 (5.581 min): BM010339.D (-414) (-) m/z 92.15 100.00%
39 1)

5000 }\

520 5.40 5.60 5.80 6.00
ol 120158177 207 251 263 341 385 415 459 | /7  65.10  99.96%

m/z--> 50 100 150 200 250 300 350 400 450
91
51
5000

Abundance #2474: 1,5-Hexadien-3-yne, 2-methyl-
5.20 540 5.60 5.80 6.00

m/z 78.10 99.96%

27
. \‘I \H\

!,,,,,,,,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
91

5.20 540 5.60 5.80 6.00

o

51

5000 m/z 105.20 99.94%
27
oAy
m/z--> 50 100 150 200 250 300 350 400 450 A
Abundance #2449: Toluene R AR EREEE L
o 5.20 540 5.60 5.80 6.00
m/z 77.10 99.89%
5000
39 65 }\
0..L#ﬂ.. L S BB B e man e  RARREERmamEa SR
m/z--> 50 100 150 200 250 300 350 400 450 520 540 5.60 5.80 6.00

SOM-EPA-BM052717 .M Thu Jun 01 16:14:43 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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: Cyclic5.70 Concentration Rank 27

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

5.70 26.38 ng/ul 21557300 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 91
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 87
3 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 87
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 74
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 74

Abundance Scan 444 (5.698 min): BM010339.D (-435) (-) m/z 69.10 100.00%
60
111
5000 a1
5.40 5.60 5.80 6.00
ol ".J|9.1l, ] .LF*? Jel 191200 201 283 827 35 "n/z 111.20 77.85%
m/z--> 50 100 150 200 250 300 350
Abundance #11635: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,3...
69
a1 111
5000
5.40 5.60 5.80 6.00
m/z 55.10 50.40%
0.15...|..9.1|.... ———— ———
m/z--> 50 100 150 200 250 300 350
Abundance
69
111
5.40 5.60 5.80 6.00
5000 41 m/z 41.10 37.07%
ol15 91
m/z--> 50 100 150 200 250 300 350
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111 540 5.60 5.80 6.00
m/z 70.10 32 .54%
5000 41
ol14 | {Hyklﬁllllll N,
m/z--> 50 100 150 200 250 300 350 5.40 5.60 5.80 6.00

SOM-EPA-BM052717 .M Thu Jun 01 16:14:44 2017

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 2-Heptanone Concentration Rank 7

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

5.79 235.06 ng/ul 192085000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 58
2 2-Heptanone 114 C7H140 000110-43-0 43
3 Cyclohexylmethyl S-2-(dimethylam... 307 C14H30NO2PS 1000298-43-5 38
4 Methylamine, N,N-dimethyl- 59 C3HON 000075-50-3 35
5 Cyclohexanol, 1-methyl- 114 C7H140 000590-67-0 35

Abundance Scan 460 (5.793 min): BM010339.D (-449) (-) m/z 58.10 100.00%

5000

g5 114 e ey W S——
540 560 5.80 6.00 6.20
ol 140 177 207233 281 311 341 387415 489 n/z  71.10 99_97%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #7431: 2-Heptanone
43
5000

5.40 5.60 5.80 6.00 6.20
m/z 43.10 99.95%

71
0 I \‘ J L 1:!-4
L B B o e B B B L o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
540 5.60 5.80 6.00 6.20
5000 m/z 41.10 69.94%
71
15 114
ot Al e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #150208: Cyclohexylmethyl S-2-(dimethylamino)ethy! propylp...
71 540 5.60 5.80 6.00 6.20
m/z 39.10 60.32%
5000
41
ol ) 97 141167194 235
L B A B B B Ry
m/z--> 0 50 100 150 200 250 300 350 400 450 540 5.60 5.80 6.00 6.20

SOM-EPA-BM052717 .M Thu Jun 01 16:14:45 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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: Cyclic5.85 Concentration Rank 31

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

5.85 22.74 ng/ul 18585400 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 91
2 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 87
3 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 78
4 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 72
5 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 64

Abundance Scan 470 (5.851 min): BM010339.D (-465) (-) m/z 97.15 100.00%
o7
5000 55
126
5.60 5.80 6.00 6.20
7
oL 2t ,'l.'ll Lh | 147171198 221 251268 295 356 | 75 55 10 44.50%
m/z--> 50 100 150 200 250 300 350
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
5000
5.60 5.80 6.00 6.20
29‘ 126 m/z 69.10 20.13%
ol Nﬁhﬂﬂ¢7?.Hf.‘.. N
m/z--> 50 100 150 200 250 300 350
Abundance
55 97
5.60 5.80 6.00 6.20
5000 m/z 41.10 17.66%
126
29 79
N L (L L WL WL
m/z--> 50 100 150 200 250 300 350
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecyl ester
97 5.60 5.80 6.00 6.20
m/z 96.10 14 _.66%
5000 55
oL 22 | y79 | 127 154 183
m/z--> 50 100 150 200 250 300 350 5.60 5.80 6.00 6.20

SOM-EPA-BM052717 .M Thu Jun 01 16:14:46 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 25

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

5.90 30.11 ng/ul 24604500 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Octane 114 C8H18 000111-65-9 64
4 Octane 114 C8H18 000111-65-9 64
5 Nonane 128 C9H20 000111-84-2 64

Abundance Scan 478 (5.898 min): BM010339.D (-474) (-) m/z 57.10 100.00%
85
5000
128 5.60 5.80 6.00 6.20
ol L4057 165101 221 251 283 343 430 uso0 43 10 76.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #28445: Octane, 2,4,6-trimethyl-
57
5000
5.60 5.80 6.00 6.20
29 85 m/z 41.10 69 .83%
0 "‘tvlw'“'w'% '%%7'%5§" L AN UL SURLELEL SRR DU
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
5.60 5.80 6.00 6.20
5000 85 m/z 85.15 63.14%
15 113
L B U UL WU WL L U L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #7618: Octane
43 5.60 5.80 6.00 6.20
m/z 71.10 44 _74%
5000
85
sl ||| e
m/z--> 50 100 150 200 250 300 350 400 560 580 6.00 6.20

SOM-EPA-BM052717 .M Thu Jun 01 16:14:46 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 unknown-02 Concentration Rank 44

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

6.00 12.70 ng/ul 10382000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 46
2 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43
3 5-Hydroxy-2,2-dimethylhexan-3-one 144 C8H1602 173343-33-4 28
4 Propane, 1,1"-[methylenebis(oxy)... 160 C9H2002 002568-91-4 27
5 Bicyclo[1.1.1]pentane, 1,3-dipro... 180 C11H1602 1000287-90-9 27

Abundance Scan 495 (5.998 min): BM010339.D (-492) (-) m/z 57.10 100.00%
g7
5000 81
5.60 5.80 6.00 6.20 6.40
ol ?Mr Alildon124145 180 208 254281 342 415 nUgiin 42,110
m/z--> 50 100 150 200 250 300 350 400
Abundance #8822: Ethanol, 2-butoxy-
57
5000
29 5.60 5.80 6.00 6.20 6.40
‘ 87 m/z 41.10 38.18%
0....‘|....|:.L1.8..|....|....|....|....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
5.60 5.80 6.00 6.20 6.40
5000 m/z 87.10 37.86%
29 87
118
e S U L UL WAL UL WL UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #20944: 5-Hydroxy-2,2-dimethylhexan-3-one
57 5.60 5.80 6.00 6.20 6.40
m/z 45.10 31.29%
5000 87
29
0 ‘ { Ll ‘i\ ‘ I 1?2144
m/z--> 50 100 150 200 250 300 350 400 5.60 5.80 6.00 6.20 6.40

SOM-EPA-BM052717 .M Thu Jun 01 16:14:47 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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: Cyclic6.16 Concentration Rank 36

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

6.16 20.10 ng/ul 16424300 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 86
2 Cyclohexane, l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 78
3 Cyclohexane, l1l-ethyl-2-methyl- 126 C9H18 003728-54-9 74
4 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 64
5 Cyclohexane, l-ethyl-1-methyl- 126 C9H18 004926-90-3 64

Abundance Scan 522 (6.157 min): BM010339.D (-513) (-) m/z 97.10 100.00%
o7
55
5000
126
5.80 6.00 6.20 6.40
0 Ay laa7 103220 267 mrass 429 | i85 10 61.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
5000
5.80 6.00 6.20 6.40
29‘ 126 m/z 69.10 45_.14%
M ‘\H | \‘w “ ‘ , ‘
e S U UL L UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 97
5.80 6.00 6.20 6.40
5000 m/z 41.10 32.63%
76 126
S S U UL L UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
55 97 5.80 6.00 6.20 6.40
m/z 70.05 20.78%
5000
29‘ i 126
0'H'L‘lj""u"l'""l"''|""l""l""l""l""
m/z--> 50 100 150 200 250 300 350 400 5.80 6.00 6.20 6.40

SOM-EPA-BM052717 .M Thu Jun 01 16:14:48 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, (1-methylethyl)- Concentration Rank 35

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

6.40 21.06 ng/ul 17212200 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 58
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 52
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 50
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 47

Abundance Scan 563 (6.398 min): BM010339.D (-555) (-) m/z 105.10 100.00%
105
5000
67
39 % 6.00 620 640 6.60 6.80
ol 89, Il 121 142 165 191207 253 281 327 n/z 67.10  30.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9411: Benzene, (1-methylethyl)-
105
5000
6.00 6.20 6.40 6.60 6.80
51 7 m/z 81.10 25.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
105
6.00 6.20 6.40 6.60 6.80
5000 m/z 120.10 23 .54%
77
ol.15 39 59 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #9416: Benzene, (1-methylethyl)- P e
105 6.00 6.20 6.40 6.60 6.80
m/z 77.10 23.47%
5000
51
27
o 121 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 600 6.0 640 6.60 6.80

SOM-EPA-BM052717 .M Thu Jun 01 16:14:49 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, propyl- Concentration Rank 22

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

6.89 44 .83 ng/ul 36634000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 86
3 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
4 Benzene, propyl- 120 C9H12 000103-65-1 72
5 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 64

Abundance Scan 647 (6.893 min): BM010339.D (-636) (-) m/z 91.10 100.00%

o
5000
120
65

6.60 6.80 7.00 7.20

39
A T | (L4777 207 239 284 313 855 401 m/z 120.10 21.65%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #9407: Benzene, propyl-
91
5000

6.60 6.80 7.00 7.20

65 120 m/z 65.10 13.74%
39
T O P
m/z--> 50 100 150 200 250 300 350 400
Abundance
91
120
6.60 6.80 7.00 7.20
5000 m/z 92.10 10.39%
65
o 39 165 209
m/z--> 50 100 150 200 250 300 350 400
Abundance #70359: N-Benzyl-2-phenethylamine
91 6.60 6.80 7.00 7.20
120 m/z 78.10 7.33%
5000
65
oL 2l 158178 211
m/z--> 50 100 150 200 250 300 350 400 6.60 6.80 7.00 7.20

SOM-EPA-BM052717 .M Thu Jun 01 16:14:50 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, l-ethyl-4-methyl- Concentration Rank 9

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

7.00 193.70 ng/ul 158283000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 87
3 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 74
4 Benzeneacetaldehyde 120 C8H80 000122-78-1 55
5 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 50

Abundance Scan 665 (6.998 min): BM010339.D (-655) (-) m/z 105.20 100.00%
4, 105
5000
39

6.60 6.80 7.00 7.20 7.40
26 151 176 207 237 269 296 325 355 386 423 m/z 120.15 99_.99Y%

o P e ) R

m/z--> 50 100 150 200 250 300 350 400
Abundance #9429: Benzene, 1-ethyl-4-methyl-
105
5000

6.60 6.80 7.00 7.20 7.40
m/z 91.10 80.38%

77
27 “
0"""i"H"''|""'|""|"" U UL DAL WU
m/z--> 50 100 150 200 250 300 350 400
Abundance
105

6.60 6.80 7.00 7.20 7.40

5000 m/z 77.10 78.64%
i
18 39
O L o o e o e e I LA e e e B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105 6.60 6.80 7.00 7.20 7.40

m/z 79.10 62 .39%

5000 A/\
A M Ll

m/z--> 50 100 150 200 250 300 350 400 6. 60 6.80 7. 00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, l-ethyl-2-methyl- Concentration Rank 16

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

7.06 67.80 ng/ul 55404900 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
2 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 87
3 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 83
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 81
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 81

Abundance Scan 675 (7.057 min): BM010339.D (-670) (-) m/z 105.10 100.00%
105
5000
77
51 H 6.80 7.00 7.20 7.40
ol ‘ll . ,J. 142165193 221 251 281 327 357381 454 75 150.10 54 .14%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105
5000
6.80 7.00 7.20 7.40
77 m/z 77.10 29.19%
27J5\1 I ‘\
e R L L L L UL AL WL O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
105
6.80 7.00 7.20 7.40
5000 7 m/z 91.10 28.59%
39
e R L L L L UL L AL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105 6.80 7.00 7.20 7.40
m/z 79.10 22 .32%
5000
39 77
0"hL#wMH}I“”"I""I'"'I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzaldehyde, 4-methyl- Concentration Rank 4

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

7.58 404.81 ng/ul 330798000 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 60
2 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 60
3 Phthalan 120 C8H80 000496-14-0 60
4 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 60
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 53

Abundance Scan 764 (7.581 min): BM010339.D (-753) (-) m/z 79.10 100.00%
9| |l140
39
5000
7.20 7.40 7.60 7.80 8.00
0 141 167 207 232252 281 311 SML 401 m/z 120.20 99.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9387: Benzaldehyde, 4-methyl-
1 119
5000
65 7.20 7.40 7.60 7.80 8.00
39 m/z 106.15 99.97%
0|||||||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
N 120
7.20 7.40 7.60 7.80 8.00
5000 m/z 119.20 99.95%
65
39
15
L L L L WL WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #9360: Phthalan
91 7.20 7.40 7.60 7.80 8.00
m/z 77.10 99.94%
5000
39 65 120
O}Q'L;J"‘I""P"'I"" U PR DU
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00

SOM-EPA-BM052717 .M Thu Jun 01 16:14:52 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, (2-methylpropyl)- Concentration Rank 46

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

7.77 8.40 ng/ul 6867560 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 93
2 Benzene, butyl- 134 C10H14 000104-51-8 80
3 Benzene, butyl- 134 C10H14 000104-51-8 72
4 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 58
5 Benzene, (2-methylpropyl)- 134 C10H14 000538-93-2 58

Abundance Scan 796 (7.769 min): BM010339.D (-789) (-) m/z 91.10 100.00%
o
5000
65 134
39 7.40 7.60 7.80 8.00 8.20
b L, RE .\.1,5.6. 194 221 256281 315341 399 m/z 92.10 46.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14850: Benzene, (2-methylpropyl)-
91
5000
7.40 7.60 7.80 8.00 8.20
65 134 m/z 134.10 23.13%
39
015‘\\\‘\\“\ !
HELELL UL UL UL WURLELLY SRR SRR SUBLELE
m/z--> 50 100 150 200 250 300 350 400
Abundance
91
7.40 7.60 7.80 8.00 8.20
5000 m/z 65.05 16.33%
134
27 65
0""|""|1'11'3''|""|""|""l""l""l
m/z--> 50 100 150 200 250 300 350 400 }w A
Abundance #14828: Benzene, butyl- R e S B R
o 7.40 7.60 7.80 8.00 8.20
m/z 39.10 6.67%
5000
134
? I
o e e e RS A o
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzeneacetaldehyde, .alpha... Concentration Rank 47

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

7.80 8.24 ng/ul 6735250 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 90
2 2-Tolyloxirane 134 C9H100 002783-26-8 78
3 Oxirane, 2-methyl-2-phenyl- 134 C9H100 002085-88-3 78
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 72
5 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 72

Abundance Scan 801 (7.798 min): BM010339.D (-799) (-) m/z 105.10 100.00%
105
5000
[ 7.40 7.60 7.80 8.00 8.0
51 : : : : :
ol St A WL o7 as3oss s w13 %050 16,750
m/z--> 50 100 150 200 250 300 350 400
Abundance #15357: Benzeneacetaldehyde, .alpha.-methy!-
105
5000 USRI RIS S L
7.40 7.60 7.80 8.00 8.20
77 134 m/z 103.10 12 .95%
c....;..kl‘..j.,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance
105
7.40 7.60 7.80 8.00 8.20
5000 m/z 79.10 12 .84%
134
77
0 27 51
m/z--> 50 100 150 200 250 300 350 400 \
Abundance #15317: Oxirane, 2-methyl-2-phenyl- e
105 7.40 7.60 7.80 8.00 8.20
m/z 134.10 12 .79%
5000
»7 51 t | 134
O o et o S o o S o o A RS
m/z--> 50 100 150 200 250 300 350 400 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, 1,2,3-trimethyl- Concentration Rank 15

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

8.03 81.98 ng/ul 66993200 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Cyclohexene, 1-(1-propynyl)- 120 C9H12 001655-05-6 87
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87

Abundance Scan 840 (8.028 min): BM010339.D (-833) (-) m/z 105.10 100.00%
105
5000
77
39 7.60 7.80 8.00 8.20 8.40
o 34 177207235 279310 355 430 834 "ms7 120.10  73.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
5000 AR S I

7.60 7.80 8.00 8.20 8.40
m/z 77.10 31.21%

39 77
P O 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105
N | S '
7.60 7.80 8.00 8.20 8.40
5000 m/z 91.10 28.30%
39 77
O o B LA L o o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9412: Benzene, 1,2,3-trimethyl-
105 7.60 7.80 8.00 8.20 8.40
m/z 119.10 24 .64%
5000
39 77
T NN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Indane Concentration Rank 40

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

8.29 15.02 ng/ul 12276200 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 87
2 Indane 118 C9H10 000496-11-7 87
3 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-.-. 118 C9H10 1000191-13-7 64
5 Deltacyclene 118 C9H10 007785-10-6 58

Abundance Scan 885 (8.292 min): BM010339.D (-876) (-) m/z 117.10 100.00%
117
5000
6 91
39 8.00 8.20 8.40 8.60
o 133148 179 207 247 281296 m/z 118.10 52730
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8949: Indane
117
5000 APt A
8.00 8.20 8.40 8.60
39 cg 91 m/z 115.10 35.08%
ol 13 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
117
8.00 8.20 8.40 8.60
5000 m/z 91.05 21.24%
91
o5 39 63
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8966: Benzene, cyclopropyl-
117 8.00 8.20 8.40 8.60
m/z 63.10 11.34%
5000 91
51
0'”W?Kﬂ'ﬂﬁwim'hWt”ﬁ”'W”'W”'W””I”“I””P'“P'“P'“P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, 1,4-diethyl- Concentration Rank 45

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

8.39 12.39 ng/ul 10123600 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 96
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
5 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 94

Abundance Scan 902 (8.392 min): BM010339.D (-895) (-) m/z 105.05 100.00%
105
5000 134
77
41 8.00 8.20 8.40 8.60 8.80
ol .!",*J.llJ Al 207 255282 313 43t m/z 119.10 94_42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14840: Benzene, 1,4-diethyl-
105
5000
134 8.00 8.20 8.40 8.60 8.80
51 7 m/z 134.10 43.32%
27
0 .“.Uk‘“‘.““.““.‘.“l‘“.” |‘|||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.10 37.07%
91
41 65
0 LR L L UL UL L L L DL
m/z--> 50 100 150 200 250 300 350 400
Abundance #14842: Benzene, 1,2-diethyl-
119 8.00 8.20 8.40 8.60 8.80
m/z 77.10 23.77%
5000
91
39
ol I I
m/z--> 50 100 150 200 250 300 350 400 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, 1l-methyl-3-propyl- Concentration Rank 30

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

8.45 25.35 ng/ul 20712900 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 97
2 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 91
3 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 91
4 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 90
5 2-Tolyloxirane 134 C9H100 002783-26-8 86

Abundance d)Scan 912 (8.451 min): BM010339.D (-906) (-) m/z 105.10 100.00%
105
5000
134
7 \ 820 8.40 8.60 8.80
39 : : : :
Ot b L 198221 269 sa 9 m/z 134.20 24_43%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14856: Benzene, 1-methyl-3-propyl-
105
5000
8.20 8.40 8.60 8.80
77 | 134 m/z 77.10 16.05%
Ow"“”w“l'“'l“""""“ L I LI SRR S
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
105
8.20 8.40 8.60 8.80
5000 m/z 91.10 14 .23%
134
5 51 77
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14848: Benzene, (1-methylpropyl)-
105 8.20 8.40 8.60 8.80
m/z 106.10 13.27%
5000
134
15 51 77

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80

SOM-EPA-BM052717 .M Thu Jun 01 16:14:56 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 21

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

8.53 45.47 ng/ul 37156100 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
3 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
5 o0-Cymene 134 C10H14 000527-84-4 93

Abundance Scan 925 (8.528 min): BM010339.D (-919) (-) m/z 119.10 100.00%
119
5000
91
39 65 8.20 8.40 8.60 8.80
0 A 195 180 207 281 842366 | 7z 105.10  38.94%
m/z--> 0 50 100 150 200 250 300 350
Abundance #14883: Benzene, 1-ethyl-3,5-dimethyl-
119
5000
8.20 8.40 8.60 8.80
o1 m/z 134.20 34.41%
||1‘5|‘|3‘|‘9|Mﬁ?‘“uJl““:““ |H||||||||||| ———
m/z--> 0 50 100 150 200 250 300 350
Abundance
119
8.20 8.40 8.60 8.80
5000 m/z 91.05 33.20%
91
o 15 39 65
m/z--> CI) 5|0 1(I)O 15|O 2CI)O ZéO 3CI)O 35|O
Abundance #14874: Benzene, 1-ethyl-2,3-dimethyl-
119 8.20 8.40 8.60 8.80
m/z 77.10 18.16%
5000
91
Ill‘sl\l{l\lhﬁs‘ull‘ln‘xlﬂIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 8.20 840 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 38

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

8.85 18.70 ng/ul 15277900 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 o-Cymene 134 C10H14 000527-84-4 94

Abundance Scan 980 (8.851 min): BM010339.D (-972) (-) m/z 119.10 100.00%
119
5000
91
39 65 J L 8.60 8.80 9.00 9.20
ob Rprhd ) hara7s 207 253081 sm 485 1aa o0 29.47%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
8.60 8.80 9.00 9.20
9 ‘ m/z 91.05 26.95%
65
0 :!'5..3.9|....l....|....|....|....|....l....l....l....l
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
119
8.60 8.80 9.00 9.20
5000 m/z 105.10 15.77%
91
15 39 65
O L L U L L W UL B s
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119 8.60 8.80 9.00 9.20
m/z 77.10 13.46%
5000
91
NEL 39 65
mz-> 0 50 100 150 200 250 300 350 400 450 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 29 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 43

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

9.00 12.75 ng/ul 10417400 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 97
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 96
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 96
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 96
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96

Abundance Scan 1005 (8.998 min): BM010339.D (-995) (-) m/z 119.10 100.00%
119
5000
91
39 65 | 8.60 8.80 9.00 9.20 9.40
o! u148 199222 248 281 327355 40 "m/z 134.05 27.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14879: Benzene, 2-ethyl-1,3-dimethyl-
119
5000
8.60 8.80 9.00 9.20 9.40
o1 m/z 91.10 25.26%
39 65
O}?‘.‘.‘i“.“‘.‘“u‘.‘l‘M.H .“.luuuuluuuu T
m/z--> 50 100 150 200 250 300 350 400
Abundance
119
8.60 8.80 9.00 9.20 9.40
5000 m/z 77.05 13.26%
91
o 15 39 65
m/z--> 50 100 150 200 250 300 350 400
Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119 8.60 8.80 9.00 9.20 9.40
m/z 105.10 11.08%
5000
91
39 65 [ ‘
e b e b
m/z--> 50 100 150 200 250 300 350 400 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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

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 30 Benzenemethanol, .alpha.,.a... Concentration Rank 42

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

9.04 12.76 ng/ul 10430600 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 74
2 Benzaldehyde dimethyl acetal 152 C9H1202 001125-88-8 72
3 Benzenemethanol, .alpha.,.alpha.... 136 C9H120 000617-94-7 72
4 2,6-Xylidine 121 C8H11N 000087-62-7 64
5 Benzenamine, 2,5-dimethyl- 121 C8H11N 000095-78-3 64

Abundance Scan 1012 (9.039 min): BM010339.D (-1008) (-) m/z 121.10 100.00%
121
43
5000
77 I B G
8.80 9.00 9.20 9.40
o I[J ek 157 195221 269298 355 394 _ 447 530 n/7z 43.10 55 560

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

Abundance #16537: Benzenemethanol, .alpha.,.alpha.-dimethy!-
43
5000
121 8.80 9.00 9.20 9.40
77 m/z 77.10 25.46%
0 ol Lm h [
L B B e o W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
121
8.80 9.00 9.20 9.40
5000 m/z 78.10 13.39%
77
15 S1 151
Ol A A o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16536: Benzenemethanol, .alpha.,.alpha.-dimethy!l-
43 8.80 9.00 9.20 9.40
121 m/z 51.10 12.67%
5000
7 |
o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM053117\
Data File : BM010339.D

Acq On : 31 May 2017 19:32

Operator : SJ/MA

Sample - 13369-06

Misc :

ALS Vial : 12 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]
Acetic acid, buty... 4.61 91.8 ng/ul 75026500 1 7.93 16343300 20.0
(DEL) Alkane: Cyc... 4.98 21.8 ng/ul 17824400 1 7.93 16343300 20.0
(DEL) Alkane: Cyc... 5.09 33.4 ng/ul 27330100 1 7.93 16343300 20.0
Benzene, 1l-chloro... 5.29 120.7 ng/ul 98636900 1 7.93 16343300 20.0
unknown-01 5.36 203.2 ng/ul 166015000 1 7.93 16343300 20.0
3,5-Octadiyne 5.43 175.7 ng/ul 143540000 1 7.93 16343300 20.0
1,5-Hexadien-3-yn... 5.58 650.8 ng/ul 531787000 1 7.93 16343300 20.0
(DEL) Alkane: Cyc... 5.70 26.4 ng/ul 21557300 1 7.93 16343300 20.0
2-Heptanone 5.79 235.1 ng/ul 192085000 1 7.93 16343300 20.0
(DEL) Alkane: Cyc... 5.85 22.7 ng/ul 18585400 1 7.93 16343300 20.0
(DEL) Alkane: Str... 5.90 30.1 ng/ul 24604500 1 7.93 16343300 20.0
unknown-02 6.00 12.7 ng/ul 10382000 1 7.93 16343300 20.0
(DEL) Alkane: Cyc... 6.16 20.1 ng/ul 16424300 1 7.93 16343300 20.0
Benzene, (1-methy... 6.40 21.1 ng/ul 17212200 1 7.93 16343300 20.0
Benzene, propyl- 6.89 44._.8 ng/ul 36634000 1 7.93 16343300 20.0
Benzene, l-ethyl-_.. 7.00 193.7 ng/ul 158283000 1 7.93 16343300 20.0
Benzene, l-ethyl-_.. 7.06 67.8 ng/ul 55404900 1 7.93 16343300 20.0
Benzaldehyde, 4-m... 7.58 404.8 ng/ul 330798000 1 7.93 16343300 20.0
Benzene, (2-methy... 7.77 8.4 ng/ul 6867560 1 7.93 16343300 20.0
Benzeneacetaldehy. .. 7.80 8.2 ng/ul 6735250 1 7.93 16343300 20.0
Benzene, 1,2,3-tr... 8.03 82.0 ng/ul 66993200 1 7.93 16343300 20.0
Indane 8.29 15.0 ng/ul 12276200 1 7.93 16343300 20.0
Benzene, 1,4-diet... 8.39 12.4 ng/ul 10123600 1 7.93 16343300 20.0
Benzene, 1l-methyl... 8.45 25.4 ng/ul 20712900 1 7.93 16343300 20.0
Benzene, l-ethyl-_.. 8.53 45.5 ng/ul 37156100 1 7.93 16343300 20.0
Benzene, 4-ethyl-_._. 8.85 18.7 ng/ul 15277900 1 7.93 16343300 20.0
Benzene, 2-ethyl-_._. 9.00 12.8 ng/ul 10417400 1 7.93 16343300 20.0
Benzenemethanol, ... 9.04 12.8 ng/ul 10430600 1 7.93 16343300 20.0
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