LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acqg On : 18 Sep 2015 19:18 Instrument :
Operator : UM/IZ BNA_F

Sample - G3704-09 ClientSampleld :
Misc - MW-10-9-15-15
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.235 9 13 15 rBV 2678056 3458979 100.00% 17.512%
2 1.304 15 19 29 rvB3 19343 59927 1.73% 0.303%
3 1.441 29 31 37 rBv 69690 173443 5.01% 0.878%
4 1.533 37 39 55 rvv 822290 2802229 81.01% 14.187%
5 1.738 55 57 65 rvB 43630 92866 2.68% 0.470%
6 4.424 289 292 309 rBvY 89021 212598 6.15% 1.076%
7 5.316 367 370 387 rBv 238213 547791 15.84% 2.773%
8 7.579 566 568 573 rBV 128983 308871 8.93% 1.564%
9 7.682 573 577 587 rvVB 668225 1213042 35.07% 6.141%
10 8.162 616 619 626 rvB 162856 265507 7.68% 1.344%
11 8.493 644 648 651 rBY 728383 1209707 34.97% 6.124%
12 8.802 672 675 678 rBV 20361 35461 1.03% 0.180%
13 9.465 728 733 736 rBv2 531393 1235330 35.71% 6.254%
14 10.505 820 824 828 rBB 30242 56309 1.63% 0.285%
15 11.065 869 873 876 rBY 205983 347034 10.03% 1.757%
16 11.248 886 889 894 rvB 34642 57826 1.67% 0.293%
17 11.682 923 927 930 rVvv 24069 42696 1.23% 0.216%
18 12.654 1009 1012 1018 rBV2 55305 114908 3.32% 0.582%
19 13.077 1047 1049 1053 rVB2 21247 38315 1.11% 0.194%
20 13.705 1099 1104 1107 rBV 920150 1876233 54.24% 9.499%
21 14.562 1176 1179 1182 rVB2 23501 46205 1.34% 0.234%
22 14.757 1192 1196 1201 rVB2 32935 79644 2.30% 0.403%
23 14.882 1201 1207 1210 rBvV2 19173 37502 1.08% 0.190%
24 15.191 1230 1234 1238 rBV2 217816 368424 10.65% 1.865%
25 15.694 1274 1278 1286 rVB2 23979 63149 1.83% 0.320%
26 16.506 1344 1349 1354 rVB6 19359 49698 1.44% 0.252%
27 17.100 1396 1401 1411 rBV 592478 1115791 32.26% 5.649%
28 17.648 1446 1449 1454 rBvY 26571 53460 1.55% 0.271%

29 17.763 1454 1459 1464 rVvVv 88482 187185 5.41% 0.948%
30 17.854 1464 1467 1469 rVvVv 66460 119592 3.46% 0.605%

31 17.900 1469 1471 1473 rVV2 44212 77767 2.25% 0.394%
32 17.957 1473 1476 1480 rVVv2 53001 121554 3.51% 0.615%
33 18.071 1483 1486 1488 rVVv2 28159 57347 1.66% 0.290%

34 18.174 1492 1495 1500 rVB2 44305 130192 3.76% 0.659%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p

Integrator: RTE

Smoothing : ON Filtering: 5

Sampling 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Peak separation: 5

Method
Title

35 18.289

36 18.357
37 18.700
38 20.460
39 20.860
40 21.340

41 21.866
42 22.072
43 23.318
44 23.340
45 24.175

46 24.781
47 25.421

8270-BF090115.M Mon Sep 21 08:41:35 2015

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

ASP

1501 1505
1511
1541
1695
1730
1772

1508
1537
1692
1727
1767

1818
1836
1945
1947
2020

1814
1833
1942
1946
2018

2073
2129

2071
2126

1508

1514
1544
1703
1733
1775

1821
1839
1946
1950
2025

2076
2133

Sum

rBv

rBv
rBv

rvB3
rBv2
rBv2

rBv
rBv
rBv
rvB
rvB

rBv

rvB2

79386

39104
208669
51156
24244
18136

40689
1248390
35954
246240
17810

209266
19705

148867

72806
383709
128850

43520

37318

70322
1553201
61398
302290
35104

220496
37682

of corrected areas:

BNA STANDARDS FOR 5 POINT CALIBRATION

4_30%

2.10%
11.09%
3.73%
1.26%
1.08%

2.03%
44 _90%
1.78%
8.74%
1.01%

6.37%
1.09%

19752145

0.754%

0.369%
1.943%
0.652%
0.220%
0.189%

0.356%
7.863%
0.311%
1.530%
0.178%

1.116%
0.191%
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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\BF091815\

BF081704.D

18 Sep 2015 19:18

umsiz

G3704-09

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

MW-10-9-15-15

Abundance

1|24

2500000

2000000

1500000

1000000

500000

TIC: BF081704.D

1.53

5.32

1.74 4.42

8.49
9.46

7. 8.16

8.80

0
Time-->

1.

7.00

50 200 250 3.00 350 400 450 500 550 6.00 6.50

750 8.00 850 9.00 9.50

Abundance

2500000

2000000

1500000

1000000

500000

10.50

TIC: BF081704.D

13.71

15.19
14.3812%8 ||

11.06

/\1“1.25 11.68 15.69

12.65 13.08

17.10

16.51

0
Time-->

N
T T

10.50 11.00 11.50 12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF081704.D

22.07

23.34
23[32

24.78
24.17

20.46 20.86 21.34 218

25.42

0
Time-->

19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50

8270-BF090115.

M Mon Sep 21 08:41:35 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

1.24 260.56 ng 3458980 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 27
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 13 (1.235 min): BF081704.D (-9) (-) m/z 73.10 100.00%
73
5000 43.0
55.1 871
all] 65.0 | 1.20 1.30 1.40 1.50 1.60
0““mvmvmvmvmvmvmvmvmv“W“W”W“W“W“W'W"W“W“W"W“' m/z 43.05 44.68%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 q
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 1.20 1.30 1.40 1.50 1.60
= 550 87.0 m/z 55.10 33.97%
0 %g\ 0350 L, 67.0/ |, 80.0
miz--> 316 15 36 25 30 35 4o 4'5 50 55 60 65 70 75 80 85 90 95
Abundance
30.0
1.20 1.30 1.40 1.50 1.60
5000 43.0 87.0 m/z 87.10 28 .15%
15.0 72.0
0 36.0 52.059.0
AL L) L) ALY AR AR LA M) WA AL ML Skl ML) Nkl Nkl Nkl KAk ik Wk ko
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1967: Silane, tetramethyl-
73.0 1.20 1.30 1.40 1.50 1.60
m/z 41.05 14 .60%
5000
43.0
o 20 150 29035, || 53059.066.0 \‘810880
m/z--> 0 5 10 1'5 20 25 30 35 40 45 50 5'5 6|O 65 70 75 80 85 90 95 1.20 1.30 1.40 1.50 1.60

8270-BF090115.M Mon Sep 21 08:41:36 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl.74 Concentration Rank 9

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

1.74 7.00 ng 92866 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 37
2 3-t-Butyloxaziridine 101 C5H11NO 1000195-05-2 9
3 Propanoic acid, 2,2-dimethyl- 102 C5H1002 000075-98-9 9
4 Butane, 2-nitro- 103 C4H9NO2 000600-24-8 9
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 9

Abundance Scan 57 (1.738 min): BF081704.D (-55) (-) m/z 57.10 100.00%
57.1
41.0
5000
104.1
89.0 140 160 180 200
Ol e et o Tm/z 41.05  76.81%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4465: Propane, 2-methyl-2-nitro-
41.0 57.0
29.0
5000 AR LU L LR
1.40 1.60 1.80 2.00
m/z 104.10 32 .35%
0 15.0 ‘\ ‘ i \‘ |
HSUNELI LS SR ELLN SRR ILLL AL SURLLELS SURBUIL SUELILS SRS SIS SRR B
m/z--> 10 40 50 70 80 90 100 110
Abundance
57.0
40 T 160 180 20 "
5000 m/z 39.10 22 .23%
29.0 101.0
86.0
69.0
e e S U L S SULIUL S UL USSR IS LS
m/z--> 10 20 30 50 60 80 90 100 110
Abundance #4230: Propanoic acid, 2,2-dimethyl- R RE e ]
57.0 140 1.60 1.80 2.00
m/z 56.10 12 ._.46%
41.0
5000
29.0
15.0 ‘ \ N A 890 87.0 1020
e L S U UL S UL UL USSR IS LS R B LU N R
m/z--> 10 30 40 50 70 80 90 100 110 140 1.60 1.80 2.00

8270-BF090115.M Mon Sep 21 08:41:38 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.42 16.01 ng 212598 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 292 (4.424 min): BF081704.D (-289) (-) 43.10 100.00%

43.1
59.1
5000
101.1

83.0 4.00 4.20 4.40 4.60 4.80

Ol ettt 880 | Tm/z 59.10  54.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IS BNLIL L L L LB L LB
59.0 4.00 4.20 440 4.60 4.80
m/z 101.10 13.51%
0 N | 830 9307%1
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
L e
400 4.20 4.40 4.60 4.80
5000 m/z 58.10 13.35%
41.0
50.0 73.0 86.0
L B £ S -
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e R RS
59.0 400 420 440 460 480

m/z 41.10 9.42%

5000 41.0
31.0
‘ 69.0 87.0
ol 150 M sl | | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 400 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.68 Concentration Rank 3

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

7.68 91.38 ng 1213040 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 577 (7.682 min): BF081704.D (-573) (-) m/z 132.10 100.00%
13%.1
5000 68.1 /\
00 sy || TR 7k 7ho 5o
Obrrrrrrr el bl e 890 Ll Tm/z 68.10  45.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LI I L RN I
7.40 7.60 7.80 8.00
310 510 m/z 134.10 33.09%
0"P'“P'”J”J“J'WL“'P”'P'”I”“I”'W'”'P”'P'”I'” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.05 32.91%
ol 150 27.0 390 520 0 770 9201040 415,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0 7.40 7.60 7.80 8.00
m/z 69.10 18.75%
5000
33.0 44.0 0.0 105.0
0"I”"P"W'L“I'”“Iﬁqph'“l:“llﬁqﬂ"il'ihl”"P"W T HEULE R L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00

8270-BF090115.M Mon Sep 21 08:41:40 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.65 6.62 ng 114908 Naphthalene-d8 11.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 98
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 74
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 70
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 62
Abundance Scan 1012 (12.654 min): BF081704.D (-1009) (-) m/z 131.10 100.00%
131.1
118.1
146.1
5000
12.40 12.60 12.80 13.00
o} m/z 118.10 70.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20756: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
131.0
118.0
146.0
5000 RIS SN SO IR B
39.0 91.0 105.0 12.40 12.60 12.80 13.00
15.0 21.0 ‘ 51.0 g30 77.0 m/z 146.10 53.22%
Onl||‘|||||“‘||||li‘||| “H |||l‘l‘|||‘l”‘l‘ ||||‘|=||| \‘”I ||l|‘||||‘|‘|l||||‘|||‘|||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118.0 131.0
146.0
12.40 12.60 12.80 13.00
5000 105.0 m/z 117.10 42 .57%

91.0
39.0 51.0 g30 /70

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146.0 12.40 12.60 12.80 13.00
m/z 105.10 31.12%
118.0
5000 131.0
91.0
270 90 510 650 0 | 1090 L | |
0”,””“.”“”.“”wm.w”m“.m“”w.”wm..””M”NHHW...”. L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl5.69 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.43 ng 63149 Acenaphthene-d10 15.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Indanone, 5,6-dimethyl- 160 C11H120 016440-97-4 38
2 Coumarin, 8-methyl- 160 C10H802 001807-36-9 35
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C10H12 002039-90-9 30
4 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 006939-35-1 30
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 27
Abundance Scan 1278 (15.694 min): BF081704.D (-1274) (-) m/z 117.10 100.00%
117.1132.1 160.1
5000 o11
51.0 771 74.1
I I T g
Ob e w!...,...., ..,”..,.... AL ['m/z 160.10 93.32%
m/z--> 20 40 100 120 140 160 180
Abundance #29336. 1- Indanone, 5,6-dimethyl-
117.0 160.0
132.0
5000 R A
270 15.40 15.60 15.80 16.00
' 51.0 770 91.0 ‘ m/z 132.10 92 .45%
o R D T m\ \m WM ,4L,|mp,,lh,‘ﬂjlgﬂqq,\\,,,,I,
m/z--> 20 4 80 100 120 140 160 180
Abundance f
160.0
132.0 A”,.”.,.”.,”.A“A.
15.40 15.60 15.80 16.00
5000 51.0 m/z 168.10 86.12%
77.0 104.0
27.0
118.0
e L S N L L WL B L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13604: Benzene, 2-ethenyl-1,3-dimethyl- e
117.0 132.0 15.40 15.60 15.80 16.00
m/z 115.10 69.50%
5000
91.0
7o 000 L L
0""|"'"|""'"|l'"‘l'"'l"‘"'|'l‘"|""|""|'
m/z--> 20 40 60 80 100 120 140 160 180 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

17.76 9.76 ng 187185 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 83
2 Benzoic acid, 4-methoxy-, diethy... 220 C12H17B0O3 146681-61-0 64
3 2-n-butyladamantane 192 C14H24 014449-43-5 64
4 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64
5 2-Methyl-2-(4"-hydroxyphenyl)pen... 192 C12H1602 070205-18-4 64
Abundance Scan 1459 (17.763 min): BF081704.D (-1454) (-) m/z 135.10 100.00%

135.1
5000

41”1 71.1 10|7'1 220.2 17.40 17.60 17.80 18.00

S | Y SOV A AR ) DU m/z 107.05 15.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethylbutyl)- /\]\/
135.0

5000 —— . RS T RR
17.40 17.60 17.80 18.00

m/z 41.10 14 _.59%

107.0
0 mo“\sm)ﬁo O 163.0 2%0
R e e I AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
B A B
17.40 17.60 17.80 18.00
5000 m/z 43.10 13.74%
191.0
77.0
. 40.0 57.0 107.0 163.0 220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50558: 2-n-butyladamantane A R B aaE B T
135.0 17.40 17.60 17.80 18.00
m/z 136.10 11.39%
5000
67.0 93.0 192.0
0..w..”,..NHJMJVLJMPF?ﬂ.”.,”........”,.”.,”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 17.40 17.60 17.80 18.00

8270-BF090115.M Mon Sep 21 08:41:44 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl7.85 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.85 6.23 ng 119592 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _.alpha. Isomethyl ionone 206 C14H220 000127-51-5 47
2 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 46
3 Ethanone, 2-(1-methylethoxy)-1,2... 254 C17H1802 006652-28-4 38
4 Benzestrol 298 C20H2602 000085-95-0 35
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 35

Abundance Scan 1467 (17.854 min): BF081704.D (-1464) (-) m/z 135.10 100.00%

107.1 136.1

5000

17.60 17.80 18.00 18.20
o’ m/z 107.05  90.26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60192: .alpha. Isomethyl ionone
107.0 135.0

5000 |||||||||||||||||||
17. 60 17. 80 1800 18 20
43.0 m/z 149.10 75.37%
20.0 206.0
o MS SSRNONRf PN Y WD N . N E—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135.0 j
107.0 REm L e
17.60 17.80 18.00 18.20
5000 m/z 121.10 59.67%
41.0 77.0
15.0
Y[ PR POV NN A Y NS UM U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90964: Ethanone, 2-(1-methylethoxy)-1,2-diphenyl- Y Yo
107.0 17.60 17.80 18.00 18.20
m/z 55.10 26.37%
149.0
5000
79.0
o150, 439 | | 1280 | 1680 195.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17. 60 17. 80 18. OO 18 20

8270-BF090115.M Mon Sep 21 08:41:45 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknownl1l7.90 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.90 4_.05 ng 77767 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricyclo[3.3.1.1(3,7)]decanone, ... 276 C10H1310 056781-85-2 36
2 Phenol, 2-(1,1-dimethylethyl)-4-___. 164 C11H160 002409-55-4 36
3 4-Ethoxybenzoyl chloride 184 C9H9CI02 016331-46-7 36
4 Phenol, 4-(1-methylpropyl)- 150 C10H140 000099-71-8 30
5 2-Methyl-4-propylphenol 150 C10H140 018441-56-0 27
Abundance Scan 1471 (17.900 min): BF081704.D (-1469) (-) m/z 149.10 100.00%
121.1 1481
5000
Sﬁl-l 771 191.2 17.60 17.80 18.00 18.20
bttt e e ek e e .| M/ 121.10 0 91. 70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #103635: Tricyclo[3.3.1.1(3,7)]decanone, 4-iodo-, (1.alpha...
149.0
121.0
5000 9.0 LRI B SN SN SUNRE
17.60 17.80 18.00 18.20
410 m/z 107.10 60.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
121.0 149.0

17.60 17. 80 18. 00 18.20

5000 m/z 55.10 16.52%
91.0
o 150 390 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46015: 4-Ethoxybenzoy! chloride R MR T
121.0 149.0 17.60 17.80 18.00 18.20
m/z 150.10 14 .86%
5000 65.0
: 93.0
39.0
‘ ‘ ‘ 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20

8270-BF090115.M Mon Sep 21 08:41:46 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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

8270-BF090115.M Mon Sep 21 08:41:48 2015

Peak Number 14 Phenol, 4-(1,1-dimethylprop... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.96 6.34 ng 121554 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 59
2 2,3-2H-Benzofuran-5-ol-2-one, 3,... 178 C10H1003 026172-13-4 50
3 Benzene, 1-methoxy-4-(l1-methylet... 150 C10H140 004132-48-3 43
4 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 42
5 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 42
Abundance Scan 1476 (17.957 min): BF081704.D (-1473) (-) m/z 135.10 100.00%
136.1
5000 107.1
41.1
77.0 1012 2202 17.60 17.80 18.00 18.20
o s AL B m/z 121.10 44 _34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31859: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 N AR UL B S B
17.60 17.80 18.00 18.20
o 164.0 m/z 107 .05 44 _10%
0 '¥5'? T ?%.9"§gfq' 'J} "h"l' T 'll' N SRR RN RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
. 17, e'o' 17.80 18.00 1820
' m/z 149.10 31.11%
5000 107.0 z 0
77.0
41.0
e I S U I B B B S BN SR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22739: Benzene, 1-methoxy-4-(1-methylethyl)- R EARER R L
135.0 17.60 17.80 18.00 18.20
m/z 41.10 18.12%
5000
105.0
150 390 570 70 | | | 1520
m/z--> 20 45 éo 80 160 150 140 160 180 200 220 17,60 17.80 18.00 1820

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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, [1-(1-methylethoxy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.17 6.79 ng 130192 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, [1-(1-methylethoxy)-3-b... 190 C13H180 098088-47-2 59
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 59
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 59
4 5H-PYRROLO(3,2-D)PYRIMIDINE-2,4-__._ 149 C6H7N5 1000244-21-4 43
5 Acetamide, N-(4-methylphenyl)- 149 C9H11NO 000103-89-9 43
Abundance Scan 1495 (18.174 min): BF081704.D (-1492 ( ) m/z 149.10 100.00%
107.1 149.
121.1
5000
177.2
55.1 U LSRR RN RaR
41.0 Ml 911 134.1 1651 17.80 18.00 18.20 18.40

o

.,....,....','.'...,'.'.:.,..'.-.',...|.',.-...,'.:'..,.'.'..',..'..',.'..:,-. ' m/z 107.10 95.43%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #49243: Benzene, [1-(1-methylethoxy)-3-butenyl]- M
107.0

5000 e
79.0 17. 80 18 00 18 20 18.40

149.0 m/z 121.10  61.12%

43.0
131.0
27\0 \\‘ ! 65.0 “ 920 | |

O P T P PP oo T T e e e e
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180
Abundance

149.0
107.0 17.80 18.00 18.20 18.40
5000 m/z 177.20 24 .98%
39.0 52.0 79.0
65.0 94.0 120.0 4359

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #22583: Acetamide, N-(3-methylphenyl)- L A RmAEE .A, e
107.0 17.80 18.00 18.20 18.40

m/z 55.10 19.21%

5000 149.0

43.0 0
63.0 . 91.0

Ol rrrrprrr et e e e SR

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 17. 80 18 00 18 20 18.40

8270-BF090115.M Mon Sep 21 08:41:49 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\
Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Phenol, p-tert-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.29 7.76 ng 148867 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 56
2 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 53
3 Hexestrol 270 C18H2202 005635-50-7 53
4 Benzeneacetonitrile, 3-fluoro- 135 C8H6FN 000501-00-8 50
5 Benzene, 1-(1,3-dimethyl-3-buten... 190 C13H180 074672-05-2 50
Abundance Scan 1505 (18.289 min): BF081704.D (-1501) (-) m/z 135.05 100.00%
135.1
5000
107.1
411 471 18.00 18.20 18.40 18.60

o

ettt e e e .| M/ 107.10 0 22.83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #22637: Phenol, p-tert-butyl-
135.0

5000 -------------------
107.0 18. OO 18 20 18 40 18. 60

m/z 136.10 11.27%
41.0 0
150 | |
L T O Y O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
18.00 18.20 18.40 18.60
5000 m/z 41.10 10.92%
107.0
‘ 41.0 77.0 175.0 206.0231.0256.0281.0 315.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100743: Hexestrol R B LA M e B
135.0 18.00 18.20 18.40 18.60
m/z 77.10 5.95%
5000 107.0
o 4.0 770 ‘ | 1650 2120 241.0 2700
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60

8270-BF090115.M Mon Sep 21 08:41:50 2015

MW-10-9-15-15
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 18

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

18.36 3.79 ng 72806 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 64
2 6-Methylthieno[2,3-b]pyridine 149 C8H7NS 001759-30-4 47
3 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 45
4 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 42
5 Methyl 2,3,4-tri-0-acetyl-1-(3-(... 483 C20H25N309S 1000242-58-9 38
Abundance Scan 1511 (18.357 min): BF081704.D (-1508) (-) m/z 149.10 100.00%

149.1
107.1
5000 M J\
55.1 121.1

41.1 77.1 91.0 191.2 18. 00 18. 20 18. 40 18 60

0.,....ﬂh.ﬂw.h.J,..h.pH..h..ﬁ.,.l.,....,.H.w m/z 107.10 69.72%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22487: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0

5000 |||||||||||||||||||
18.00 18.20 18.40 18.60
52.0 29 m/z 121.05 27.25%
38.
oL, ...hq ﬂ..,... A 230 2rowsso )
m/z--> 20 80 100 120 140 160 180
Abundance
149.0
R R R E e o
18.00 18.20 18.40 18.60
5000 m/z 55.10 22.45%
122.0
440 63.0 77.0 104.0
oA PSR R | A | N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32012: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethyl- R e B o
149.0 18.00 18.20 18.40 18.60
m/z 150.10 11.19%
5000
41.0 1.0 107.0
970 570 770 ° ‘ 121.0 164.0
T O P WY | 11 1
m/z--> 20 40 60 80 100 120 140 160 180 18.00 18.20 18.40 18.60

8270-BF090115.M Mon Sep 21 08:41:51 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Undecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.46 6.72 ng 128850 Phenanthrene-d10 18.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 64
2 n-Decanoic acid 172 C10H2002 000334-48-5 53
3 Nonanoic acid 158 C9H1802 000112-05-0 35
4 17-Pentatriacontene 491 C35H70 006971-40-0 14
5 4-Pentadecanol 228 C15H320 109212-91-1 14
Abundance Scan 1695 (20.460 min): BF081704.D (-1692) (-) m/z 43.10 100.00%
43.1 60.0
5000
831 129.1 i
1112 171.2 ' 2020 2040 20.60 20.80
0 m/z 60.00 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46617: Undecanoic acid
60.0
43.0
5000 BB BARSUARUARE
7l 20. 20 20. 40 20 60 20. 80
85.0 129.0 m/z 73.00 88.37%
OO O 2
0...|.l‘..‘i‘l“.‘.”l“‘.“ﬂ .‘l...“l‘..‘..ll“...lu...‘;....lu‘...luuuul
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
60.0
4Lo 2020 20.40 20.60 20.80
5000 ‘ 129.0 m/z 41.10 83.80%
87.0
oL15.0 112,0 155.0172.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #28742: Nonanoic acid R B A M e
60.0 20.20 20.40 20.60 20.80
m/z 57.10 83.05%
5000
41.0
‘ 98.0 115.0
ol-tsoll W Jf lievg |, | JiewotB0
m/z--> 20 40 60 80 100 120 140 160 180 200 20. 20 20. 40 20 60 20. 80

8270-BF090115.M Mon Sep 21 08:41:52 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/I1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tetradecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.87 4.65 ng 70322 Chrysene-di12 23.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 Dodecanoic acid 200 C12H2402 000143-07-7 53
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 47
Abundance Scan 1818 (21.866 min): BF081704.D (-1814) (-) m/z 43.10 100.00%
431
73.1
5000
129.1
97.1 LN SURILA SUNISN U
185.2 241.3 21.60 21.80 22.00 22.20
0! m/z 57.10 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75072: Tetradecanoic acid
73.0
43.0
5000 1290 TTT TTTT TTTT TTTT TTTT
185.0 21 60 21. 80 22. oo 22. 20
970 228.0 m/z 60.00 73.37%
o ,1,5,.9,\,\,,\i\;\””lﬂl\,m,\,IHH\,,;\ul“mI,,‘,,I\, 290
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73.0
3.0 21,60 21.80 22.00 22.20
5000 m/z 73.10 68.69%
1290 171.0
98.0 : 214.0
o 18.0 152.0 195.0
m/z--> ﬁo Jo éo 85 160 150 150 1éo 180 200 250 250 A
Abundance #56046: Dodecanoic acid e ma m e
60.0 21.60 21.80 22.00 22.20
410 m/z 55.10 65.30%
5000 129.0
85.0 157.0
200.0
0150\‘ 1 HMH M‘\ MO S ¥
m/z--> 20 4 60 80 100 120 140 160 180 200 220 240 2160 2180 2200 2220

8270-BF090115.M Mon Sep 21 08:41:54 2015 Page: 18



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091815\

Data File : BF081704.D

Acq On : 18 Sep 2015 19:18

Operator : UM/1Z

Sample : G3704-09 e
Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.24 260.6 ng 3458980 1 8.16 265507 20.0
unknownl .74 1.74 7.0 ng 92866 1 8.16 265507 20.0
2-Pentanone, 4-hy... 4.42 16.0 ng 212598 1 8.16 265507 20.0
unknown7 .68 7.68 91.4 ng 1213040 1 8.16 265507 20.0
Naphthalene, 1,2,... 12.65 6.6 ng 114908 2 11.07 347034 20.0
unknownl15.69 15.69 3.4 ng 63149 3 15.19 368424 20.0
Phenol, 4-(1,1,3,... 17.76 9.8 ng 187185 4 18.70 383709 20.0
unknownl17 .85 17.85 6.2 ng 119592 4 18.70 383709 20.0
unknownl17.90 17.90 4.0 ng 77767 4 18.70 383709 20.0
Phenol, 4-(1,1-di... 17.96 6.3 ng 121554 4 18.70 383709 20.0
Benzene, [1-(1-me... 18.17 6.8 ng 130192 4 18.70 383709 20.0
Phenol, p-tert-bu... 18.29 7.8 ng 148867 4 18.70 383709 20.0
2-Methyl-4-hydrox... 18.36 3.8 ng 72806 4 18.70 383709 20.0
Undecanoic acid 20.46 6.7 ng 128850 4 18.70 383709 20.0
Tetradecanoic acid 21.87 4.7 ng 70322 5 23.34 302290 20.0
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