LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.

Integrator: RTE
Smoothing : ON
Sampling 1
Start Thrs: 0.2
Stop Thrs - O

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

Peak separation: 5

p

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
Peak Location: TOP

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC

peak R.T. first max last PK
# min scan scan scan TY

1 4.017 141 147 149 rBV2
2 4._.280 166 170 173 rBV
3 4.611 196 199 205 rVB2
4 5.034 232 236 239 rBV
5 5.137 239 245 247 rBV3
6 5.183 247 249 252 rBV2
7 5.251 252 255 257 rVB3
8 5.320 257 261 265 rvB2
9 5.389 265 267 269 rBV
10 5.457 272 273 276 rBvV2

8270-BF100516.M Mon Oct 10 04:44:

peak
height
239700
216721
541913
680771
1068258

1737270
275510
337428

1459750

2222274

1577134
6668771

658498
1507780
1526663

6067855
2647606
2484316
1660355
3885599

1383732
7276203
2437440
1718330
4952995

9687384
6927963
5801531
5178199
9644858

3736988
4412654
5887769
5948021

14 2016

corr.
area
566956
349021
1004077
829775
2484271

2686640
577492
581215

2192132

3480357

1775593
17389161
779133
2670950
1567700

7659283
4086225
4282819
3131615
6582048

2513674
11902088
2220924
4909680
12746103

27871951
16253030

8032718
13442600
24921629

9951700
8475809
8424163
10469046

corr.
% max.
1.68%
1.03%
2.97%
2.46%
7.36%

7.96%
1.71%
1.72%
6.49%
10.31%

5.26%
51.51%
2.31%
7.91%
4.64%

22.69%
12.10%
12.69%

9.28%
19.50%

7.45%
35.25%
6.58%
14 .54%
37.75%

82 .56%
48 .14%
23.79%
39.82%
73.82%

29.48%
25.10%
24 .95%
31.01%

0.219%
0.181%
0.543%

0.587%
0.126%
0.127%
0.479%
0.760%

0.388%
3.799%
0.170%
0.583%
0.342%

1.673%
0.893%
0.936%
0.684%
1.438%

0.549%
2.600%
0.485%
1.072%
2.784%

6.088%
3.550%
1.755%
2.936%
5.444%

2.174%
1.851%
1.840%
2.287%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE

Smoothing : ON Filtering: 5

Sampling 1 Min Area: 3 % of largest Peak

Start Thrs:
Stop Thrs - O

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

0.2

Peak separation: 5

Method

Title

35 7.286
36 7.343
37 7.412
38 7.515
39 7.560
40 7.663
41 7.732
42 7.823
43 7.972
44 8.040
45 8.280
46 9.183
47 9.858
48 10.761
49 11.081
50 12.544
51 12.624
52 13.012
53 13.058
54 13.138
55 13.207
56 13.355
57 13.698
58 14.178
59 14.338
60 15.675

Max Peaks: 100
Peak Location: TOP

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

428 433

435 438
441 444
448 453
454 457
464 466

468 472
474 480
485 493
496 499
516 520

597 599
655 658
736 737
760 765
891 893

897 900
931 934
936 938
943 945
950 951

962 964
992 994
1034 1036
1048 1050
1164 1167

435

441
448
454
458
468

474
485
496
504
522

604
660
738
766
896

906
936
940
946
952

966
998
1042
1058
1169

Sum

rBv3

rvB3
rvB2
rBv2
rBv2
rBv2

rvB3
rvB3
rBv7
rvvs
rBv4

rBv5
rBv3
rBv

rBv3
rvB3

rvB3
rvv3
rvv
rvv
rBv

rBv
rvB2
rvB
rvB3
rBv

8556956

7016807
6776780
4413814
5784828
4140960

2984167
5757948
5847671
2754655
3700095

1839933
2660309
2444612
2912879
3011880

3385432
1990311
2661914
4276014

693646

1123456
642845
1432906
233114
951899

24141475

17715576
12439242
13211581
11462215

7216725

6737829
22080447
33761533
11011183
11969567

7542058
7452654
3297759
9682749
5876811

8556745
4030581
2617718
4376747

620353

938382
853009
1666641
510593
1205654

of corrected areas:

8270-BF100516.M Mon Oct 10 04:44:14 2016

71.51%

52.47%
36 .84%
39.13%
33.95%
21.38%

19.96%
65.40%
100.00%
32.61%
35.45%

22 .34%
22.07%
9.77%
28.68%
17.41%

25.34%
11.94%
7.75%
12.96%
1.84%

2.78%
2.53%
4.94%
1.51%
3.57%

457787405

5.274%

3.870%
2.717%
2.886%
2.504%
1.576%

1.472%
4.823%
7.375%
2.405%
2.615%

1.648%
1.628%
0.720%
2.115%
1.284%

1.869%
0.880%
0.572%
0.956%
0.136%

0.205%
0.186%
0.364%
0.112%
0.263%
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF100716\

BF090455.D

7 Oct 2016 20:35

UM/SsJ

H5140-02

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF090455.D

Ol

Time--> 2.50

Abundance
1.2e+07

le+07 ‘
8000000
6000000
4000000

2000000

0

8.28

TIC: BF090455.D
9.36 0 764 11.08

13.70

Time-->

10.00 10.50 11.00

11.50

12.00

12.50

13.00

13.50

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

14.34

TIC: BF090455.D

14.18
15.68

A

0
Time-->

™1
14.00

14.50 15.00

15.50 16.00 16.50

17.00

17.50

18.00

18.50

19.00

8270-BF100516.

M Mon Oct 10 04:44:15 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Octane, 2,6-dimethyl- Concentration Rank 12

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

6.25 23.92 ng 11902100 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 55
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 55
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 43
4 3-Bromooctane 192 C8H17Br 000999-64-4 38
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 35

Abundance Scan 342 (6.246 min): BF090455.D (-340) (-) m/z 57.10 100.00%
57
71
43 83
5000
| ‘ | 9|7 113 26, 6.00 6.20 6.40 6.60
Obrrprrrr ettt el e e e b e | M7z 71.10 69 .86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000
6.00 6.20 6.40 6.60
m/z 55.10 61.00%
29 P 113
15 L, ul 97 | 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57
7 600 6.20 640 6.60
5000 43 m/z 83.10 55.02%
29
112
15 85 g3 127 142
mﬁmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19185: Octane, 3,6-dimethyl-
57 6.00 6.20 6.40 6.60
m/z 43.10 52.66%
71
5000 43
29
113
\‘ “‘ Lo & g9 | 17 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, propyl- Concentration Rank 10

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

6.45 25.62 ng 12746100 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 81
2 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 59
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 59
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
5 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 59

Abundance Scan 360 (6.452 min): BF090455.D (-356) (-) m/z 91.10 100.00%
g1
5000
43 57 120
65
78 105 6.20 6.40 6.60 6.80
..,....,....,....l,'.'...,'..'.'|.,.-.|..';'...-.',.:-..~,.|..:,..-..,....!'....,...1.‘,‘9...,...., m/z 120.10 23.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #9408: Benzene, propyl-
91
5000
6.20 6.40 6.60 6.80
120 m/z 57.10 23.19%
27 39 51 © 78 | 105
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
91
620 640 6.60 6.80
5000 m/z 43.10 13.83%
120
65
30 39 51 77 106 135
Wwwmwmmmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #25002: Ethanol, 2-[(phenylmethyl)amino]- I S AREREEEEEE e
o1 6.20 6.40 6.60 6.80
m/z 65.10 11.78%
5000 120
65
18 30 39 51 | 77 | 106 . 132 151
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, l-ethyl-3-methyl- Concentration Rank 2

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

6.53 56.01 ng 27872000 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
2 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
3 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 87
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 81
5 Mesitylene 120 C9H12 000108-67-8 81

Abundance Scan 367 (6.532 min): BF090455.D (-362) (-) m/z 105.10 100.00%
105
5000
120
57
41 L& 6.20 6.40 6.60 6.80
92 : : : :
0 ...,....','-'..'.".'|,-.'.|". Mo Pl 240207 Tn/z 120.10  34.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 6.20 6.40 6.60 6.80
oL m/z 57.10 17.65%
1527 3 81 65 1T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
6.20 640 6.60 6.80
5000 m/z 77.10 13.29%
120
15 27 39 51 65 7 91
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105 6.20 6.40 6.60 6.80
m/z 79.10 11.72%
5000
120
15 27 39 51 65 77 S|
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, l-ethyl-2-methyl- Concentration Rank 19

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

6.69 16.14 ng 8032720 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 381 (6.692 min): BF090455.D (-379) (-) m/z 105.10 100.00%
105
5000 120
77 91
51 6.40 6.60 6.80 7.00
S e b 220 2L Th/7z 120.10  36.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 6.40 6.60 6.80 7.00
m/z 77.10 13.53%
LA,
T il
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 240 260 280
Abundance
105
6.40 6.60 6.80 7.00
5000 120 m/z 91.10 13.37%
5 2 e 77 91
Wﬁwﬁwﬁwﬁmﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9402: Mesitylene
105 6.40 6.60 6.80 7.00

m/z 79.10 11.95%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 unknown6.77 Concentration Rank 8

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

6.77 27.02 ng 13442600 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 12
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 388 (6.772 min): BF090455.D (-384) (-) m/z 132.00 100.00%
5000 68
83
55 96 LSRR SR UL SRR
6.40 6.60 6.80 7.00 7.20

ﬁl | || | 104112 124 || 140 152
L e L m/z 68.10 40.30%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00 7.20
31 78 m/z 134.00 33.76%
..,....,....,....?.:..,H...,...:,....,....,....,....,.... S|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 83.10 27 .46%
33 44 o g7 105
52 60 8 86 115
mmmmﬁwﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14491: 5-Aminoindole ST e
132 6.40 6.60 6.80 7.00 7.20
m/z 66.10 24 .57%
5000
104
66
14 27 39 51 P 7T g9 | 115 ||
T 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 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1,2,3-trimethyl- Concentration Rank 3

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

6.84 50.09 ng 24921600 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
3 Mesitylene 120 C9H12 000108-67-8 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 90

Abundance Scan 394 (6.840 min): BF090455.D d)(-391) ) m/z 105.10 100.00%
105
5000 120
43 5|7 - 7|7 91 | 2 6.60 6.80 7.00 7.20
e prrerrprrereddee e e e e el et 2 | m/z 120.10 50 00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000
6.60 6.80 7.00 7.20
27 m/z 57.10 14_.70%
15 27 3\9 5\1 95 i 9\1 LAl L ‘ !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105
120 ~6.60 680 7.00 7.20
5000 m/z 119.10 13.36%

27 41 Sl 65 77 91

wwmmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #9402: Mesitylene
105 6.60 6.80 7.00 7.20
m/z 77.10 13.08%
120
5000
27 3 51 g 701 |
1 L | TR 1l 1 ]
T P T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Cyclohexane, butyl- Concentration Rank 13

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

7.16 21.04 ng 10469000 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 50
2 1,2-Dichlorobenzene-D4 150 C6D4CI2 002199-69-1 42
3 Cyclohexane, propyl- 126 C9H18 001678-92-8 38
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
5 1,4-Dichlorobenzene-D4 150 C6D4CI2 003855-82-1 38

Abundance Scan 422 (7.160 min): BF090455.D (-420) (-) m/z 83.10 100.00%
83
5000
41
680 7.00 7.20 7.40
N m/z 55.10 68.98%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17971: Cyclohexane, butyl-
55 83
5000 AN RN LR IR
4l 6.80 7.00 7.0 7.40
29 67 140 m/z 150.00 66 .35%
LY AL h”.. N PO - S R
m/z--> 20 40 60 80 100 120 140 160
Abundance
150
115 680 7.00 7.20 7.40
5000 52 78 m/z 82.10 57.83%
38 87
12 28 63 99 124
miz--> 20 40 60 80 100 120 140 160
Abundance #11539: Cyclohexane, propyl- T
83 6.80 7.00 7.20 7.40
m/z 152.00 42 _55%
55
5000
41
27 67 126
"}?l""l""|""|"'?z""|' L UL AL SRR LR R IR
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1l-methyl-3-propyl- Concentration Rank 4

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

7.29 48_.52 ng 24141500 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 93
2 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 81
3 2-Tolyloxirane 134 C9H100 002783-26-8 81
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 74
5 Benzene, l-methyl-2-propyl- 134 C10H14 001074-17-5 60

Abundance Scan 433 (7.286 min): BF090455.D (-428) (-) m/z 105.10 100.00%
105
5000
134
43 O 7 91
| | 69 | | 1o 142 154 7.00 7.20 7.40 7.60
”“.”“”w””%”.ﬁﬂwmmm“ﬂwhwhuphq.wﬁ”““m.““w””“” m/z 134.10 31.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14858: Benzene, 1-methyl-3-propyl-
105
5000
7.00 7.20 7.40 7.60
134 m/z 57.10 19.24%
271 3 51 65 7 9 119

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

105

7.00 7.20 7.40 7.60
5000 m/z 106.10 14 .92%

134

7 91

15 27 39 51 65 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15278: 2-Tolyloxirane

7.00 7.20 7.40 7.60
m/z 43.15 13.32%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 6

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

7.34 35.60 ng 17715600 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 95
2 Benzene, 1l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 93
4 p-Cymene 134 C10H14 000099-87-6 93
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91

Abundance Scan 438 (7.343 min): BF090455.D (-435) (-) m/z 119.10 100.00%
119
5000 o 134
105
39 51 65 77 | | 153 7.00 7.20 7.40 7.60
"'I""I'"'I""I""'I'"'II""I"'I"I"'llll""I""'I'I'I:'I"I'l'!""I"'I"I'"'I""I' m/z 91.10 50.77%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14889: Benzene, 2-ethyl-1,4-dimethyl-
119
5000
134 7.00 7.20 7.40 7.60
m/z 134.10 44 _23%
| | M 1l m n Ll AN
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.00 7.20 7.40 7.60
5000 134 m/z 105.10 17.65%

, 15 27 ¥ s 65 77 9% 105

TWWWWWWWWTWWWWW
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-

119 7.00 7.20 7.40 7.60

m/z 92.10 17.47%
5000
134
91
27 39 51 65 77 105
...,2....,.1.?.,...‘.,....‘,‘....,‘.‘...,.‘.‘..,...‘a‘,....,‘....,.‘a‘..,..‘a‘al....,.‘.‘..,....,....,.

m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1l-methyl-2-propyl- Concentration Rank 11

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

7.41 25.00 ng 12439200 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 50
2 2-Tolyloxirane 134 C9H100 002783-26-8 50
3 Benzene, 1-methyl-4-propyl- 134 C10H14 001074-55-1 45
4 Benzene, (1-methylpropyl)- 134 C10H14 000135-98-8 43
5 Benzene, l-methyl-3-propyl- 134 C10H14 001074-43-7 43

Abundance Scan 444 (7.412 min): BF09€)455.D(—441) ) m/z 105.10 100.00%
105
5000
a e e 13|4 7.00 7.20 7.40 7.60 7.80
115 : : : : :
0..,....,....,....',l.'...-.-:.'|. ol |..7.4?|,'!.|..'..'!. AL 512g || aasiseres | s aa 0 05 5o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14855: Benzene, 1-methyl-2-propyl-
105
5000
7.00 7.20 7.40 7.60 7.80
134 m/z 57.15 22 .09%
15 27 39 51 65 (7 9l 119
miz> 15 20 3 40 5 8 70 8 30 100 110 130 150 140 150 160 170
Abundance
105
7.00 7.20 7.40 7.60 7.80
5000 m/z 67.10 18.04%
134
79 119

27 39 51 65

Wmmmmmmwﬁm

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14854: Benzene, 1-methyl-4-propyl- A EREEEEEES A
5 7.00 7.20 7.40 7.60 7.80

m/z 138.10 16.39%

5000

15 27 39 51 e /7 91

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 7.00 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 p-Cymene Concentration Rank 9

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

7.51 26 .55 ng 13211600 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cymene 134 C10H14 000099-87-6 95
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 93
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93

Abundance Scan 453 (7.515 min): BF090455.D (-448) (-) m/z 119.10 100.00%
119
5000
134
77 % 105 7.20 7.40 7.60 7.80
51 65 : - : :
Ol 2P gy gl L 188 168 L azo7134 10 32.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14807: p-Cymene
119
5000
7.20 7.40 7.60 7.80
o1 134 m/z 91.10 15.52%
15 27 A4l 85 65 77 03
mz> 20 40 60 8 100 120 140 160
Abundance
119
7.20 7.40 7.60 7.80
5000 m/z 120.10 10.61%
134
91
15 27 41 51 65 77 103
mz> 20 40 60 8 100 120 140 160
Abundance #14812: o-Cymene
119 7.20 7.40 7.60 7.80
m/z 117.10 8.75%
5000
134
91
15 27 Gts1 8 77 | 108 ) ]
m/z--> 20 40 60 80 100 120 140 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1,2,3,5-tetramethyl- Concentration Rank 5

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

7.82 36.89 ng 22080400 Naphthalene-d8 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 90
2 o-Cymene 134 C10H14 000527-84-4 90
3 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
4 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 90

Abundance Scan 480 (7.823 min): BF090455.D (-474) (-) m/z 119.10 100.00%
119
134
5000
7 152 7.40 7.60 7.80 8.00 820
39 51 65 103 : : : : :
bl 01487 167 m/z 134.10 53.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119
5000 134

7.40 7.60 7.80 8.00 8.20
m/z 91.10  21.54%

91
27 % 51 65 T a5
| Ay Ll n L Ll |
L e L L B o e B LA BB o S S
m/z--> 20 40 60 80 100 120 140 160
Abundance
119
R REE e B
740 7.60 7.80 8.00 8.20
5000 m/z 120.10 11.07%
134
91
27 4 51 65 77 103
T T e e T e
m/z--> 20 40 60 80 100 120 140 160
Abundance #14864: Benzene, 1,2,3,4-tetramethyl- e
119 740 7.60 7.80 8.00 8.20
m/z 92.10 10.78%
5000 134
91
15 27 3? 51 65 77 o105 |
A Ly Ll u 1l Ll |
e
m/z--> 20 40 60 80 100 120 140 160 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 1

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

7.97 56.41 ng 33761500 Naphthalene-d8 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 55
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 55
3 Benzene, 2-butenyl- 132 C10H12 001560-06-1 55
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000767-99-7 55
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 55

Abundance Scan 493 (7.972 min): BF090455.D (-485) (-) m/z 117.10 100.00%
117

5000 132
148
163 177 7.60 7.80 8.00 8.20 8.40
e m/z 119.10 82.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14091: Benzene, 1-methyl-2-(2-propenyl)-
117
132
5000 LA L L L L L LB L L B
7.60 7.80 8.00 8.20 8.40
o m/z 132.10 39.05%
g e s S
) | 1l |y L uill
,....,....,....,.... ....,....,....,....,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
132 7.60 7.80 8.00 8.20 8.40
5000 m/z 115.10 32.72%
91
o7 39 51 65 77 103
L e e e e R L B o LI B o o LA e o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14048: Benzene, 2-butenyl- R B
117 7.60 7.80 8.00 8.20 8.40
m/z 91.10 32.56%
132
5000 91
7 TR T E L]
L L 1l Il Il 1 |
L e B e e L B o e o o e L T T
m/z--> 20 40 60 80 100 120 140 160 180 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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, 2-ethenyl-1,4-dime... Concentration Rank 16

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

8.04 18.40 ng 11011200 Naphthalene-d8 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 2,4-Dimethylstyrene 132 C10H12 002234-20-0 90
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 76
4 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 76
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 76

Abundance Scan 499 (8.040 min): BF090455.D (-496) (-) m/z 117.10 100.00%
117
5000 132
91 105
g9 51 65 77 148 7.80 8.00 8.20 8.40
S, S N 80 180 m/z 132.10 38.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 7.80 8.00 8.20 8.40
m/z 115.10 32.96%
,7 39 51 65 77 ‘ 105 ‘
||1|5| |‘| : "l : |“l‘|‘|“l‘| Inl‘hl i Iw\;\l : "l I\l‘l‘l e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
117
132 780 8.00 8.20 8.40
5000 m/z 91.10 24._78%
39 91
27 51 63 77
15 105
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)- R B AN ma s
117 7.80 8.00 8.20 8.40
m/z 105.10 24 _.52%
5000
g1 132
77
39 51 65 105
..1.5| |2\|7| "I : .“l‘. I\MI 'H;‘“I - I\H‘I : "I .‘l“.‘. e R e
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 14

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

9.86 20.00 ng 7452650 Acenaphthene-d10 10.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 030316-36-0 90
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 70
3 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 70
4 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 70
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 47

Abundance Scan 658 (9.858 min): BF090455.D (-655) (-) m/z 159.10 100.00%
159
141
5000 174
9 " 9.60 9.80 10,00 1020
201 218 m/z 141.10 75.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41180: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!-
159
5000 P NREAE SRR AR RN
9.60 9.80 10.00 10.20
174 m/z 156.10 72 .80%
30 51 65 77 91103115128 1%
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
141 156
9.60 9.80 10.00 10.20
5000 m/z 174.10 39.39%
115
128
15 27 39 51 63 70 gg 10
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28479: Naphthalene, 1,3-dimethyl- R B B e
141 156 9.60 9.80 10.00 10.20
m/z 115.10 38.61%
5000
115
128
e Rewe | T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 1,4,5,8-Tetramethylnaphthalene Concentration Rank 15

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

11.08 20.00 ng 9682750 Phenanthrene-d10 11.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,4,5,8-Tetramethylnaphthalene 184 C14H16 002717-39-7 78

2 1-Acenaphthylenol, 1,2-dihydro-1... 184 C13H120 041002-74-8 70

3 Naphthalene, 1,2,3,4-tetramethyl- 184 C14H16 003031-15-0 70

4 Chamazulene 184 C14H16 000529-05-5 60

5 Cyclopentene, 1,2-dimethyl-4-met... 184 C14H16 1000152-22-4 60

Abundance Scan 765 (11.081 min): BF090455.D (-760) (-) m/z 169.10 100.00%
9

5000

198
10.80 11.00 11.20 11.40
214 232
245 264 m/z 184.10 71.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184

169

5000 e e e
10.80 11.00 11.20 11.40

m/z 97.10 38.68%

153

27 51477 92 115128 7 )

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

169

10.80 11.00 11.20 11.40
5000 184 m/z 153.10 21.65%

141

115
28 43 63 82 gg 128 | 154
IR B o e B e e s R R E e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #48934: Naphthalene, 1,2,3,4-tetramethyl- R B A R a L e
169 184 10.80 11.00 11.20 11.40
m/z 81.10 21.57%
5000
141154
2% 637 o2 MWL
IIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIII TTT TTTT TTr T IIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10. 80 11. OO 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Phenanthrene, 2,5-dimethyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.62 17.67 ng 8556750 Phenanthrene-d10 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 C16H14 000781-43-1 93
3 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 91
4 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 90
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 90

Abundance Scan 900 (12.624 min): BF090455.D (-897) (-) m/z 206.10 100.00%

6

5000

12.40 12.60 12.80 13.00
m/z 191.10 51.67%

o 119 139 300 330

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66257: Phenanthrene, 2,5-dimethyl-

12.I40 12!60 12!80 13.IOO
m/z 189.10  27.39%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
206
L B o
12.40 12.60 12.80 13.00
5000 m/z 205.10 24 .45%
189
15 39 63 89 177127 149165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66256: Phenanthrene, 2,3-dimethyl- A R
12.40 12.60 12.80 13.00
m/z 207.10 19.43%
5000

115 139 165
I I I I
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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 Phenanthrene, 2,3,5-trimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.06 31.41 ng 2617720 Chrysene-d12 14.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2,3,5-trimethyl- 220 C17H16 003674-73-5 93
2 1-(4-Methylphenyl)-4-phenylbuta-... 220 C17H16 037985-11-8 83
3 Tricyclo[9.2.2.2(4,7)]heptadeca-... 220 C17H16 049576-90-1 59
4 Cyclopropanecarboxylic acid, 1-(... 360 C23H3603 108546-71-0 53
5 Benzo[b]dihydropyran, 6-hydroxy-... 220 C14H2002 050442-70-1 53
Abundance Scan 938 (13.058 min): BF090455.D (-936) (-) m/z 220.10 100.00%
5000

101 240 12.80 13.00 13.20 13.40
119 165
01 = 220272288 308 333 m/z 205.10  48.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #77700: Phenanthrene, 2,3,5-trimethyl-
220
5000 TT T T[T T T T[T T T Trrrrri
12.80 13.00 13.20 13.40
101 189 m/z 221.10 20.58%
122139 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
220
e e N I e
12.80 13.00 13.20 13.40
5000 m/z 189.10 19.35%
105 128 204
39 7 152 178
TWWWFTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77708: Tricyclo[9.2.2.2(4,7)|heptadeca-1(14),2,4(17),5,7(... e e AR
220 12.80 13.00 13.20 13.40
m/z 219.10 17.23%
5000
115
39 91 165 191
63 139
'l'l'""rl'"""rl’l’"l'rl’l’""r"ﬂ'l‘r"ﬂ"‘r ||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF100516.M Mon Oct 10 04:44:-29 2016 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100716\
Data File : BF090455.D

Acq On : 7 Oct 2016 20:35

Operator : UM/SJ

Sample - H5140-02

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT 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]
Octane, 2,6-dimet... 6.25 23.9 ng 11902100 1 7.00 9951700 20.0
Benzene, propyl- 6.45 25.6 ng 12746100 1 7.00 9951700 20.0
Benzene, l-ethyl-_.. 6.53 56.0 ng 27872000 1 7.00 9951700 20.0
Benzene, l-ethyl-_.. 6.69 16.1 ng 8032720 1 7.00 9951700 20.0
unknown6 .77 6.77 27.0 ng 13442600 1 7.00 9951700 20.0
Benzene, 1,2,3-tr... 6.84 50.1 ng 24921600 1 7.00 9951700 20.0
Cyclohexane, butyl- 7.16 21.0 ng 10469000 1 7.00 9951700 20.0
Benzene, 1l-methyl... 7.29 48.5 ng 24141500 1 7.00 9951700 20.0
Benzene, 2-ethyl-_._. 7.34 35.6 ng 17715600 1 7.00 9951700 20.0
Benzene, 1l-methyl... 7.41 25.0 ng 12439200 1 7.00 9951700 20.0
p-Cymene 7.51 26.6 ng 13211600 1 7.00 9951700 20.0
Benzene, 1,2,3,5-... 7.82 36.9 ng 22080400 2 8.31 11969600 20.0
Benzene, 1l-methyl... 7.97 56.4 ng 33761500 2 8.31 11969600 20.0
Benzene, 2-etheny... 8.04 18.4 ng 11011200 2 8.31 11969600 20.0
Naphthalene, 1,2,... 9.86 20.0 ng 7452650 3 10.10 7452650 20.0
1,4,5,8-Tetrameth... 11.08 20.0 ng 9682750 4 11.63 9682750 20.0
Phenanthrene, 2,5... 12.62 17.7 ng 8556750 4 11.63 9682750 20.0
Phenanthrene, 2,3... 13.06 31.4 ng 2617720 5 14.18 1666640 20.0
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