LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF042815.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 heiaht area % max. total

1.678 40 43 46 rVB 554802 865147 15.22% 2.853%
1.781 51 52 57 rvw 310035 469061 8.25% 1.547%
rvv 667228 893748 15.72% 2.947%
1.918 62 64 96 rvVB 3111433 5684890 100.00% 18.745%
5.187 349 350 357 rvB 67292 101468 1.78% 0.335%
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6 5.678 389 393 400 rvB 47447 69426 1.22% 0.229%
7 6.364 449 453 456 rBV2 54568 111124 1.95% 0.366%
8 6.924 498 502 504 rBvV 54689 62145 1.09% 0.205%
9 7.084 514 516 519 rBV 202414 231820 4.08% 0.764%
10 7.336 533 538 540 rBvV2 39676 88173 1.55% 0.291%

11 7.382 540 542 547 rVB 542787 525585 9.25% 1.733%
12 7.576 556 559 561 rvB 1137370 1591971 28.00% 5.249%
13 7.804 577 579 583 rvB2 58979 59825 1.05% 0.197%
14 8.067 600 602 605 rvB 1080549 1221036 21.48% 4.026%
15 8.342 622 626 627 rBv2 110250 180319 3.17% 0.595%

16 8.364 627 628 631 rvv 58037 76408 1.34% 0.252%
17 8.467 635 637 640 rBvV 264919 261270 4.60% 0.862%
18 8.547 642 644 646 rvV 58797 63640 1.12% 0.210%

19 8.616 648 650 652 rBvY 372194 333367 5.86% 1.099%
20 8.959 678 680 682 rBvV 803678 708607 12.46% 2.337%

21 8.993 682 683 685 rvB 58843 57597 1.01% 0.190%
22 9.473 724 725 727 rBV 128539 136138 2.39% 0.449%
23 9.667 740 742 745 rVB 52869 60377 1.06% 0.199%

24 9.930 763 765 767 rBV 451651 462892 8.14% 1.526%
25 9.965 767 768 770 rvV 233800 227285 4._00% 0.749%

26 10.010 770 772 778 rVB 633362 618892 10.89% 2.041%
27 10.228 787 791 795 rBV5 25750 69201 1.22% 0.228%
28 10.308 795 798 800 rBV 3013399 2597272 45.69% 8.564%
29 10.753 831 837 839 rBv2 797422 1007345 17.72% 3.322%
30 10.879 844 848 854 rVB6 56230 201513 3.54% 0.664%

31 11.142 868 871 873 rBvV 774189 802411 14.11% 2.646%
32 11.268 880 882 885 rBV 204316 289746 5.10% 0.955%
33 11.496 899 902 904 rBV 1232018 2077352 36.54% 6.850%
34 11.542 904 906 910 rVB 199412 584619 10.28% 1.928%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF042815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.953 940 942 947 rVB3 59154 102863 1.81% 0.339%

36 12.045 947 950 953 rBV3 36098 83311 1.47% 0.275%
37 12.102 953 955 961 rvv 270431 400786 7.05% 1.322%
38 12.193 961 963 965 rVB 63463 59433 1.05% 0.196%
39 12.811 1015 1017 1019 rBV 47051 59599 1.05% 0.197%
40 12.868 1020 1022 1024 rBV 51967 57556 1.01% 0.190%

41 12.948 1027 1029 1031 rBV 416778 450050 7.92% 1.484%
42 12.982 1031 1032 1035 rVV 649485 794322 13.97% 2.619%
43 13.234 1050 1054 1060 rVB 201351 543742 9.56% 1.793%
44 13.691 1092 1094 1097 rBV 125527 181184 3.19% 0.597%
45 14.674 1179 1180 1183 rBV3 41958 69615 1.22% 0.230%

46 14.982 1205 1207 1210 rBV 2257064 2761425 48.57% 9.105%
47 16.160 1308 1310 1319 rVB2 62673 117483 2.07% 0.387%

48 16.297 1319 1322 1324 rBV 829926 912867 16.06% 3.010%
49 18.103 1477 1480 1486 rVB 605312 941158 16.56% 3.103%

Sum of corrected areas: 30327064
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042915\

BF078844.D

30 Apr 2015 8:02

TP/1Z

G2034-03

38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BFO78844.D
92

7.58

1.68L:

7.38

7.08

5.19 5.68 6.36 6.92)  7.34 7.80

0

Time--> 1.

M

5.50

50 2.00 2.50

4.00 4.50 5. 00

6.00 6.50 7. OO 7.50
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3000000

2500000

2000000

1500000

8.07

1000000

500000

04 -
Time--> 8.00

TIC: BFO78844.D

11.50

10.75 11.14

[k

11.00 11.50

12.98

1295
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A\

10.01
9.98

4.96
‘9,67 W 10.:
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12.10

1499219 13.69
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3000000

2500000

2000000

1500000

1000000

500000 67

TIC: BFO78844.D

14.98

16.30
18.10

16.1

Time-->

15.00

19.00 19.50

20.00 20.50

17.00 17.50 18.00 18.50

15.50 16.00 16.50

21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.86 34.01 ng 893748 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 17

Abundance Scan 59 (1.861 min): BF078844.D (-57) (-) m/z 73.10 100.00%
7B
5000 43
5f 87 I | U
1.60 1.80 2.00 2.20
Ol S8 SO LT L e | sz 43.10  39.18%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 29.47%
0 ‘ﬁg 35 ‘M‘\ 50 ‘ 67 ||, 80
UL AL S UL UL UL SRR SUL LI SRR SURLLIL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
160 180 200 220
5000 43 m/z 87.10 23.93%
58
e S S S UL I SIS SU L IS SUL I WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8145: 3-Pentanol, 2,4-dimethyl- LN Ramms el
73 1.60 1.80 2.00 2.20
m/z 41.05 13.57%
5000 55
43
s T ssliso e | 8 o
m/z--> 0 20 30 40 5 60 70 8 9 100 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Benzene, (1-methylethyl)- Concentration Rank 20

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

6.36 4.23 ng 111124 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 90
3 Benzene. 1-ethvIl-3-methvl- 120 C9H12 000620-14-4 80
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 78
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 72

Abundance Scan 453 (6.364 mird1)): BF078844.D (-449) (-) m/z 105.10 100.00%
105
5000
120 N
77 RS AR RS SRS
39 9l 43 | o 207 6.00 620 6.40 6.60
O el M e e 290 m/z 120.10  25.83%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9118: Benzene, (1-methylethyl)-
105
5000 SRR "|"A'|'
0 6.00 6.20 6.40 6.60
! m/z 77.10 17.76%
577 % e [ o
m/z--> 20 40 60 80 100 150 140 160 180 200
Abundance
105
6.00 620 640 660
5000 120 m/z 79.10 14.08%
27 ¥ 51 63 0 o1
e L S S SIS B UL L B L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9128: Benzene, 1-ethyl-3-methyl- L L A -
105 6.00 6.20 6.40 6.60
m/z 51.05 11.77%
5000
120
ol 15 27 3 81 65 o
mz> 20 4 60 8 100 130 1o 160 1o 20 6.00 620 640 660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.08 Concentration Rank 13

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

7.08 8.82 ng 231820 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 10
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 516 (7.084 min): BF078844.D (-514) (-) m/z 132.00 100.00%
5000 68
40 54 % . 680 7.00 7.20 7.40
0 = m/z 68.10 47.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R U L IR I
6.80 7.00 7.20 7.40
70 m/z 66.10 31.45%
31 51
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 31.27%
104
oL 27 51 6 go
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine SMMASSES K1V SN N MM
132 6.80 7.00 7.20 7.40
m/z 69.10 19.31%
5000
33 105
s e |
0'”I“'W'h'ﬁj““”'W”“'P'“"”I”"'”"”"'” BARAS SRR O R U A IR I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40

8270-BF042815.M Thu Apr 30 13:49:23 2015 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Fluoro-6-nitrophenol Concentration Rank 12

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

8.62 9.41 ng 333367 Naphthalene-d8 8.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 96
2 4-Fluoro-2-nitrophenol 157 C6H4FNO3 000394-33-2 81
3 5-Fluoro-2-nitrophenol 157 C6H4FNO3 000446-36-6 81
4 Phenol. 3-fluoro-4-nitro- 157 C6H4FNO3 000394-41-2 53
5 Phenol, 2-fluoro-4-nitro-, aceta... 199 C8H6FNO4 1000125-98-6 53

Abundance Scan 650 (8.616 min): BF078844.D (-648) (-) m/z 157.00 100.00%
157
57 83
5000

8.20 8.40 8.60 8.80 9.00

0 m/z 83.00 59.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27950: 2-Fluoro-6-nitrophenol
157
5000 | LILANL N LU L N L L LB L LB
57 83 8.20 8.40 8.60 8.80 9.00
09 ., 127 m/z 57.00 53.66%
‘H M‘ 70 \‘\ 91 ‘ 140
0q””Puq””P”q””P”q”uP”quupuquupuquupuqnnpn.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
157
8.20 8.40 8.60 8.80 9.00
0
5000 - 63 m/z 82.00 41.02%
99
127
18 30 39 70 11 140
0 49
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27949: 5-Fluoro-2-nitrophenol
157 8.20 8.40 8.60 8.80 9.00
m/z 127.00 31.50%
5000
57 83 127
o Bgu, | 0 |9 m | o
qunpuquupuquupuq”upn.””.”quupuquupuquupu. R e o R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Fluoro-4-nitrophenol Concentration Rank 11

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

9.93 13.06 ng 462892 Naphthalene-d8 8.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Fluoro-4-nitrophenol 157 C6H4FNO3 000403-19-0 93
2 Phenol. 2-fluoro-4-nitro-. aceta... 199 C8H6FNO4 1000125-98-6 58
3 Phenol. 3-fluoro-4-nitro- 157 C6H4FNO3 000394-41-2 58
4 2-Fluoro-6-nitrophenol 157 C6H4FNO3 001526-17-6 27
5 Cyclohexane carboxylic acid hydr... 142 C7H14N20 038941-47-8 18

Abundance Scan 765 (9.930 min): BF078844.D (-763) (-) m/z 83.10 100.00%
5000
176 9.60 9.80 10.00 10.20
0 D L S m/z 57.00 85.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27951: 2-Fluoro-4-nitrophenol
157
5000 83
57 9.60 9.80 10.00 10.20
1 & m/z 157.00 84._80%
b mng e w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
157
83 B U A
57 9.60 9.80 10.00 10.20
5000 m/z 127.00 52.18%
127
111
0 46 71 98 141 167 181 198
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #27954: Phenol, 3-fluoro-4-nitro- e RaaaL
57 a3 127 9.60 9.80 10.00 10.20
157 m/z 63.10 30.83%
5000 30 9
111
| |7 11
o S T B0 O O M R S SR £ (VWSS
m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl10.01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.01 17.47 ng 618892 Naphthalene-d8 8.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11hept-5-en-2-ol 110 C7H100 013080-90-5 43
2 Bicvclol2.2.1Thept-5-ene-2-carbo... 119 C8HO9N 000095-11-4 43
3 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 43
4 5-exo-norbornenol 110 C7H100 002890-98-4 43
5 Bicyclo[2.2.1]hept-2-ene, 5-ethe... 120 C9H12 003048-64-4 43
Abundance Scan 772 (10.010 min): BF078844.D (-770) (-) m/z 66.05 100.00%
66 176
5000
9.60 9.80 10.00 10.20 10.40
0 m/z 176.00 86.43%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #5697: Bicyclo[2.2.1]hept-5-en-2-0l
66
5000 IR AR A
960 980 10.00 10.20 10.40
110 m/z 102.00 50.64%
39 53 79 g1
0"“|"“w"“|'L“W"“l"”l"”l"”l"”l"“l"“
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
66
9.60 9.80 10.00 10.20 10.40
5000 m/z 146.00 39.19%
39
ol 15 27 51 77 91 104 119
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13635: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66 9.60 9.80 10.00 10.20 10.40
m/z 54.05 34.91%
5000
o 27 h 51 | 77 91 103 117 132
mz> 20 4 8 80 100 130 140 180 180 200 | | 950 950 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 14 unknownl10.75 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.75 25.11 ng 1007350 Acenaphthene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.7-Methano-1H-indene. 3a.4.7.7a... 132 C10H12 000077-73-6 25
2 5-Norbornene-2-carbonvl chloride 156 C8HOCIO 027063-48-5 22
3 cis-1.2-Dihvdrocatechol 112 C6H802 017793-95-2 16
4 3-Penten-1-vne. (2)- 66 C5H6 001574-40-9 12
5 4-Quinazolinol, 2-methyl-, 3-oxide 176 C9H8N202 054518-07-9 11
Abundance Scan 837 (10.753 min): BF078844.D (-831) (-) m/z 176.00 100.00%
176
146
102
5000
10.40 10.60 10.80 11.00
(o} m/z 146.00 71.88%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #13634: 4,7-Methano-1H-indene, 3a,4,7,7a-tetrahydro-
66
5000
10.40 10.60 10.80 11.00
39 152 m/z 102.00 62 .25%
L2 152 | St | 77 9 105117
mz-> 0 20 40 60 8 100 120 140 160 180
Abundance
66
10.40 10.60 10.80 11.00
5000 m/z 66.10 51.38%
27 39 55 o1
0= '}?I" R S '|"'77 ""19%"'1?+"'| "}éﬁ' T
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #6208: cis-1,2-Dihydrocatechol R e e R
66 10.40 10.60 10.80 11.00
39 94 m/z 54.10 36.71%
5000 55
29 83
‘ ‘ ‘ 112
0 r ”]:7| .“ﬁ‘. .“lh‘.‘.”l“ﬁ‘Nl‘l : "‘IM : .‘. LA ma e oo
m/z--> 0 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Naphthalene, 1,7-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.88 5.02 ng 201513 Acenaphthene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 93
2 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 92
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 89
4 Naphthalene. 1.8-dimethvl- 156 C12H12 000569-41-5 89
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 89
Abundance Scan 848 (10.879 min): BF078844.D (-844) (-) m/z 156.10 100.00%
141 1%6
5000
10.60 10.80 11.00 11.20
o m/z 141.10 87 .43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27169: Naphthalene, 1,7-dimethyl-
141 156
5000
10.60 10.80 11.00 11.20
115 m/z 95.10 35.75%
77 128
s PN U e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
10,60 10.80 11.00 11.20
5000 m/z 155.10 35.18%
115
oL 15 27 39 51 63 "® g9 100 128
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141 156 10.60 10.80 11.00 11.20
m/z 110.10 32.60%
5000
115
76 128
52 950 T g | |
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownll.27 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.27 7.22 ng 289746 Acenaphthene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N"-Methvlenebismethacrvlamide 182 C9H14N202 002359-15-1 12
2 2-Propenoic acid. 2-methvl-. 1.2... 286 C14H2206 000109-16-0 12
3 1.2-Benzenedicarbonitrile. 4-amino- 143 C8H5N3 056765-79-8 10
4 Cvclopentanecarboxyvlic acid. eth... 140 C8H1202 016523-06-1 10
5 2-Naphthalenamine 143 C10HOSN 000091-59-8 10
Abundance Scan 882 (11.268 min): BF078844.D (-880) (-) m/z 69.10 100.00%
69
143
5000
'11.00 11.20 11.40 11.60
0! m/z 143.10 74 _.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44634: N,N'-Methylenebismethacrylamide
69
113
5000 41 LB SO B I S
nmnmnmnm
g6 97 m/z 113.10 59.98%
ol 15 30 155 | | | | 125137 154165 182
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1éo 260
Abundance
69 113
" 111.00 11.20 11.40 11.60
5000 m/z 41.10 49 .34%
86
ol 15 28 58 100 131143 156 172 200
m/z--> ﬁo Jo eb éo 160 150 150 160 1éo 260
Abundance #19545: 1,2-Benzenedicarbonitrile, 4-amino- R B LR m e S
143 11.00 11.20 11.40 11.60
m/z 42.10 32.17%
5000
116
41 52 63 89
o....lﬁ‘.l T T T N S A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11. 20 11. 40 11.60

8270-BF042815.M Thu Apr 30 13:49:28 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Sulfur Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.50 51.78 ng 2077350 Acenaphthene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfur 192 S6 013798-23-7 91
2 2-Chloro-7-methoxvnaphthalene 192 C11H9CIO 067061-67-0 9
3 Di(tert-butvl) trisulfide. perfl... 534 C8F18S3 016005-64-4 9
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethyl Chloride 64 C2H5CI 000075-00-3 4

Abundance Scan 902 (11.496 min): BF078844.D (-899) (-) m/z 64.00 100.00%

67
192
5000
128

11. 20 11. 40 11. 60 11. 80

160

o??,”..H.i.,.”.,???w....“...,”..,.”.,..”,...w m/z 191.90 60.28%

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

Abundance #50964: Sulfur

192
64
5000
128 11.20 11.40 11.60 11.80

m/z 127.90 20.32%

96
0 | ‘ \160 1
LA o o e o L LA e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
192

149 1120 11.40 11.60 11.80
5000 m/z 193.80 16.09%
77 114
o) RS AR N R U
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #170444: Di(tert-butyl) trisulfide, perfluoro- B B R e s E
64 11. 20 11. 40 11. 60 11. 80

m/z 66.00 10.46%

5000
113
oL 1] e 283 315 24 ___/L__A

m/z--> 50 100 150 200 250 300 350 400 450 500 11. 20 11. 40 11. 60 11. 80

8270-BF042815.M Thu Apr 30 13:49:29 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Naphthalene,

2,3,6-trimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.54 14.57 ng 584619 Acenaphthene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 59
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 56
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 56
4 Sulfur 192 S6 013798-23-7 47
5 2-Norbornanone, 1-(epithioethyl)... 228 C11H1603S 001782-93-0 32

Abundance Scan 906 (11.542 min): BF078844.D (-904) (-) m/z 64.00 100.00%
64 128
192
5000
115
96 R
36 52 | 84 143 224 11.20 11.40 11.60 11.80
Ol m/z 127.90 93.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155 170
5000 LA B SR LS B
11,20 11.40 11.60 11.80
]28 m/z 170.10 77 .54%
14 27 39 51 63 76 gg 10p 11° 71141 h‘ A

%

11.20 11.40 11.60 11.80

m/z 155.10

72 .48%

%

11.20 11.40 11.60 11.80

m/z 191.85

53.37%

m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
155
170
5000
115128
R B o e I o e o L o o S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #36213: Naphthalene, 1,6,7-trimethyl-
155 170
5000
115128
o s 76 a0 a0 | 0|
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220

%

11.20 11.40 11.60 11.80

8270-BF042815.M Thu Apr 30 13:49:30 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078844.D

Aca On : 30 Apr 2015 8:02

Operator : TP/1Z

Sample : 62034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 20 n-Hexadecanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
13.69 4.56 ng 181184 Phenanthrene-d10 12.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Lactose 342 C12H22011 000063-42-3 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1094 (13.691 min): BF078844.D (-1092) (-) m/z 43.05 100.00%

B 5B
5000
129
97 SR AN SN SUNURE B
U5 | 143157171 10019913207 g 13.40 13.60 13.80 14.00
0 m/z 73.05 99.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29

13.40 13.60 13.80 14.00

129 . m/z 60.00 81.79%
97 115 213
. li . ‘M I 143157171185 199213 907
.”,”.w.”.“..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 R T s
13.40 13.60 13.80 14.00
5000 129 m/z 41.05 76.27%
29 87 185
115 143 __171 228
oL15 101 157 199,15
e e L RAe RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid e e ERRES BE s
60 7 13.40 13.60 13.80 14.00
m/z 57.10 69.90%
5000 43
29 129
101115 186
s Ll b y | J \...1.57.17.1. [ SRS [ A vt ivth s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13,80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042915\
Data File : BF078844.D

Acq On = 30 Apr 2015 8:02

Operator : TP/1Z

Sample : G2034-03

Misc :

ALS Vial : 38 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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... 1.86 34.0 ng 893748 1 7.38 525585 20.0
Benzene, (1-methy... 6.36 4.2 ng 111124 1 7.38 525585 20.0
unknown? .08 7.08 8.8 ng 231820 1 7.38 525585 20.0
2-Fluoro-6-nitrop. .. 8.62 9.4 ng 333367 2 8.96 708607 20.0
2-Fluoro-4-nitrop. .. 9.93 13.1 ng 462892 2 8.96 708607 20.0
unknown10.01 10.01 17.5 ng 618892 2 8.96 708607 20.0
unknown10.75 10.75 25.1 ng 1007350 3 11.14 802411 20.0
Naphthalene, 1,7-... 10.88 5.0 ng 201513 3 11.14 802411 20.0
unknownll.27 11.27 7.2 ng 289746 3 11.14 802411 20.0
Sulfur 11.50 51.8 ng 2077350 3 11.14 802411 20.0
Naphthalene, 2,3,... 11.54 14.6 ng 584619 3 11.14 802411 20.0
n-Hexadecanoic acid 13.69 4.6 ng 181184 4 12.98 794322 20.0
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