LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080650.D

Acq On - 25 Jul 2015 5:03 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-06 ClientSampleld :
Misc : MW-10-7-22-15
ALS Vial : 21 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-BF072415_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 4.441 204 206 211 rBvV 13878 21731 1.52% 0.186%
2 5.081 261 262 268 rBvY 146605 196762 13.75% 1.680%
3 5.504 297 299 302 rBV 652427 578689 40.44%  4.940%
4 5.927 334 336 338 rBV 40682 42353 2.96% 0.362%
5 6.533 387 389 392 rBY 278349 325968 22.78% 2.783%
6 6.693 400 403 405 rBV 1107802 1057033 73.86% 9.023%
7 6.933 422 424 426 rBvY 313984 293221 20.49% 2.503%
8 7.082 435 437 439 rVB 812902 923088 64.50% 7.880%
9 7.184 444 446 447 rBY 39708 30262 2.11% 0.258%
10 7.344 455 460 463 rBV3 23026 42140 2.94% 0.360%
11 7.447 467 469 471 rBV 72035 68604  4.79% 0.586%
12 7.493 471 473 475 rVB 813712 810527 56.64% 6.919%
13 7.870 504 506 508 rBV3 14208 17826 1.25% 0.152%
14 7.950 510 513 515 rvB2 35866 45416 3.17% 0.388%
15 8.213 534 536 539 rBY 395013 408050 28.51% 3.483%
16 8.270 539 541 544 rvVB2 34560 44271 3.09% 0.378%
17 8.419 551 554 556 rvB2 26961 25969 1.81% 0.222%
18 8.465 556 558 559 rBv 35181 25806 1.80% 0.220%
19 8.499 559 561 564 rvB2 24730 25457 1.78% 0.217%
20 8.602 568 570 572 rvB 23703 18211 1.27% 0.155%
21 8.682 576 577 579 rvv2 20522 17759 1.24% 0.152%
22 8.876 593 594 596 rvVB 75054 61492 4_30% 0.525%
23 9.047 607 609 613 rvB3 16846 31875 2.23% 0.272%
24 9.162 616 619 624 rVB4 13078 32150 2.25% 0.274%
25 9.287 628 630 633 rvB 1181908 1366280 95.47% 11.663%
26 9.413 638 641 642 rBvV2 15588 17788 1.24% 0.152%
27 9.447 642 644 645 rvVB 21416 21472 1.50% 0.183%
28 9.642 659 661 663 rvB2 36170 50739 3.55% 0.433%
29 9.688 663 665 667 rBV 54291 54649 3.82% 0.467%
30 9.756 669 671 673 rBV3 13890 24943 1.74% 0.213%
31 9.928 683 686 687 rvB2 15615 16143 1.13% 0.138%
32 9.973 687 690 692 rBY 507924 444573 31.06% 3.795%
33 10.145 702 705 706 rBv2 33496 48252 3.37% 0.412%
34 10.293 714 718 720 rBv4 13411 24849 1.74% 0.212%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080650.D

Acq On - 25 Jul 2015 5:03 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-06 ClientSampleld :
Misc : MW-10-7-22-15
ALS Vial : 21 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-BF072415_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.350 720 723 725 rVV 19015 22710 1.59% 0.194%
36 10.396 725 727 729 rVvvV3 13409 25509 1.78% 0.218%
37 10.465 729 733 736 rvv2 25193 39396 2.75% 0.336%
38 10.522 736 738 741 rVB 17238 27338 1.91% 0.233%
39 10.590 741 744 749 rBV3 17163 42990 3.00% 0.367%
40 10.750 756 758 761 rBV2 695714 862594 60.27% 7.364%
41 10.888 768 770 773 rBvV2 36455 51363 3.59% 0.438%
42 10.945 773 775 776 rVvV 96033 86980 6.08% 0.743%
43 10.979 776 778 779 rVvV 76231 87908 6.14% 0.750%
44 11.013 779 781 784 rvv2 68744 127696 8.92% 1.090%
45 11.093 784 788 789 rvv2 39907 79669 5.57% 0.680%
46 11.116 789 790 792 rvV 61675 87883 6.14% 0.750%
47 11.162 792 794 795 rvV 102111 105031 7.34% 0.897%
48 11.196 795 797 803 rVB 43810 71781 5.02% 0.613%
49 11.333 806 809 813 rvB4 12521 28025 1.96% 0.239%
50 11.459 818 820 822 rBV 457159 397296 27.76% 3.392%
51 11.813 849 851 855 rvB 23345 23905 1.67% 0.204%
52 11.985 864 866 868 rBvV 47200 51717 3.61% 0.441%
53 12.019 868 869 871 rvB 18023 20366 1.42% 0.174%
54 12.339 895 897 899 rvB 17403 19108 1.34% 0.163%
55 12.785 933 936 938 rBV3 22126 39468 2.76% 0.337%
56 13.059 958 960 963 rBV 1652375 1431114 100.00% 12.217%
57 13.642 1007 1011 1014 rBVG6 8365 23060 1.61% 0.197%
58 14.042 1044 1046 1049 rBVZ2 13163 20118 1.41% 0.172%
59 14.191 1056 1059 1062 rBV 383856 360577 25.20% 3.078%
60 15.357 1155 1161 1168 rBV6 13962 70772 4_95% 0.604%

61 15.791 1196 1199 1203 rBV 204810 295672 20.66% 2.524%

Sum of corrected areas: 11714394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080650.D
1500000
6.69
1000000
7.08 7.49
5.50
500000 821
6.53 6.93
5.08
. 444 5.93 Pf'ng 7805 B.28uAs
e I e A A A e o L o S LY S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080650.D
13.06
1500000
9.29
1000000
10.75
9.97
11.46
500000 14.19
8.88 8
L1888} 0,516 95989 031014 ormp6 59 (L0 93 11.88% 1234 1278 1364 140
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080650.D
1500000
1000000
500000
15.79
15.36
O e e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
8270-BF072415.M Mon Jul 27 14:34:28 2015 S Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 13.42 ng 196762 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 262 (5.081 min): BF080650.D (-261) (-) m/z 42.95 100.00%
43
5000 59
—v—r‘v—rv—v—v—v—rv-
101 4.80 5.00 5.20 5.40
e sl 8 L Tm/z 59.00 45.47%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL IR UL
59 480 5.00 520 5.40
m/z 58.00 13.02%
25 31 37 | 83 gz 01
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 57 m/z 101.00 12.36%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43 480 5.00 5.20 5.40
m/z 41.00 9.25%
5000
101
15 53137, 51 % 69 86 X
miz--> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 13

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

5.93 2.89 ng 42353 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 N-Ethylformamide 73 C3H7NO 000627-45-2 12
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
4 Butanal, 2-ethyl- 100 C6H120 000097-96-1 9
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 336 (5.927 min): BF080650.D (-334) (-) m/z 43.00 100.00%
43
73
5000
NN RS SR S
55 115 5.60 5.80 6.00 6.20
el b 88 A0 T Tm/z 73.00 74.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 AR AR RS S SRR
5.60 5.80 6.00 6.20
m/z 41.00 12.47%
29 371/ 55 5 | 83gg 100 458115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
560 580 600 620
5000 m/z 39.10 8.93%
58
44
15 38 51
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #724: Acetamide, N-methyl- b
30 43 7 5.60 5.80 6.00 6.20
m/z 42.00 8.37%
5000 58
15
'“l”'W'H“M'“lh“ﬁ%“'w'“l”'w'“'w'“l“'w'“'w" AR RN RS S AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 3 unknown6.69 Concentration Rank 1

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

6.69 72.10 ng 1057030 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 403 (6.693 min): BF080650.D (-400) (-) m/z 132.00 100.00%
32
5000 68
a5 ||| e s 640 6.60 680 7.00
.,“.W.H:M.”,n.w.u.“.“,”.w.”.“w”,”.w.”.,h”,” m/z 68.00 36.17%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R RN L S
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 32.70%
79
.,....,%4.,....,...?9...,....,...??....,FR?,....,%??.,... ,
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 680 7.00
5000 m/z 66.00 25.14%
63 81
31 38 50 74 88 101 112
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R R ARBEREETEE SR
132 6.40 6.60 6.80 7.00
m/z 69.10 15.34%
117
5000
39 91
51
27 S 77 105
.,..Jw...jp“..HJ.ﬁ%.m..“..blgﬂ.qk.pﬁ....“.ll 2SN | N— et et
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA_F\DATA\BF072415\

BF080650.D

25 Jul 2015 5:03

TP/UM

63079-06 MW-10-7-22-15
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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, 1,4-diethyl- Concentration Rank 20

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

7.18 2.06 ng 30262 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 91
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 78
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 72
4 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 72
5 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 52

Abundance Scan 446 (7.184 min): BF080650.D (-444) (-) m/z 119.00 100.00%
105 119
5000 134
77 91
39 51 g3 | 6.80 7.00 7.20 7.40 7.60
S N N | M RS [ N m/z 105.00 91.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14328: Benzene, 1,4-diethyl-
5000

6.80 7.00 7.20 7.40 7.60
m/z 134.10 42.29%

77

27 41 51 g4 65

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
T T
6.80 7.00 7.20 7.40 7.60
5000 134 m/z 91.00 23.54%
91
i
27 39 =51
58 65 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-
119 6.80 7.00 7.20 7.40 7.60
m/z 77.00 16.22%
5000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Morpholine, 4-nitroso- Concentration Rank 14

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

7.34 2.87 ng 42140 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine, 4-nitroso- 116 C4H8N202 000059-89-2 86
2 Furan, tetrahydro-3-methyl- 86 C5H100 013423-15-9 64
3 2-Propanone, methylhydrazone 86 C4H10N2 005771-02-8 38
4 1-Butanol 74 C4H100 000071-36-3 9
5 Azetidine, l-nitroso- 86 C3H6N20 015216-10-1 5

Abundance Scan 460 (7.344 min): BF080650.D (-455) (-) m/z 56.00 100.00%
5p
5000 86
42 116
|| | | 7.00 7.20 7.40 7.60
Y [ . N S S m/z 86.05 38.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7749: Morpholine, 4-nitroso-
56
5000
28 86 116 7.00 7.20 7.40 7.60
42 m/z 42.00 26.10%
"'P}§W"LH'”'”m"PlMW"ﬁq'”'l”'W"”l'”'l”'W"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
56
frprrr T
M 7.00 7.20 7.40 7.60
5000 m/z 116.00 18.80%
86
29 71
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #1602: 2-Propanone, methylhydrazone A
30 86 7.00 7.20 7.40 7.60
m/z 41.00 16.59%
42
5000 56
71
“'w'“l“Jjt“”mw“|de'“”w'“l“vw'“'w'“l“'w'“ SRR RN SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 1-Phenyl-1-butene Concentration Rank 17

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

7.95 2.23 ng 45416 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 94
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 91
3 Indan, 1l-methyl- 132 C10H12 000767-58-8 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 90

Abundance Scan 513 (7.950 min): BF080650.D (-510) (-) m/z 117.00 100.00%
147
5000
132
39 51 __ g 77 % 7.60 7.80 8.00 8.20
e e B 108l Tm/z 132.00  34.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13569: 1-Phenyl-1-butene
117
5000 132
o1 7.60 7.80 8.00 8.20
o ‘ m/z 115.00 28.46%
39 65
.,..??,..”,....,..?ﬁ....,....,ﬁ%.,..?g,}gﬁ [ R —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
132 7.60 7.80 8.00 8.20
5000 m/z 91.10 15.71%
91
27 39 Ot 58 %0 ! 103,10 125
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13567: Indan, 1-methyl-
117 7.60 7.80 8.00 8.20
m/z 39.00 13.64%
5000
132
91
39
A - B O N N [N N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

8270-BF072415.M Mon Jul 27 14:34:38 2015 S

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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

Peak Number 8 Benzene, 1l-methyl-2-(1-meth... Concentration Rank 19

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

8.27 2.17 ng 44271 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1l-methyl-2-(1-methyl-2-_._. 146 C11H14 097664-19-2 91
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 78
3 Benzene, 1-methyl-4-(1-methyl-2-_.. 146 C11H14 097664-18-1 58
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 56
5 Benzene, (2-methyl-1-methylenepr... 146 C11H14 017498-71-4 52

Abundance Scan 541 (8.270 min): BF080650.D (-539) (-) m/z 131.10 100.00%
5000
146
43 53 63 9% 105 115 8.00 820 8.40 8.60
m/z 146.10 24 .68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20774: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131
5000 91 LELELE I B I [rrorrprrrT
8.00 8.20 840 8.60
115 146 m/z 91.00 13.94%
27 %9 51 65 77 105 “ A
| A v i ! Al
B R L o RRAaNEEE A L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131 M {
8.00 8.20 8.40 8.60
5000 m/z 115.10 10.93%
91 146
115
15 27 39 51 64 g 103 123
WTWWWWWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20775: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131 8.00 820 8.40 8.60
m/z 116.00 9.90%
5000
91 146
116
27 39 51 65 77 ‘ 105 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.00 8.20 8.40 8.60

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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.
8.88 3.01 ng 61492 Naphthalene-d8 8.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 81
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1000189-31-0 74
5 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 58
Abundance Scan 594 (8.876 min): BF080650.D (-593) (-) m/z 131.10 100.00%

118

5000

8.60 8.80 9.00 9.20
m/z 118.10 78.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131
146
5000
o1 105 8.60 8.80 9.00 9.20
0
27 39 51 o 77 ‘ ‘ m/z 146.10 54 _27%
.q”.q”Jq.”“unﬂbuqﬂﬂq.”M.”q.”qﬁnq.ﬂﬁ.njﬂu.“”.“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

118 131 146

8.60 8.80 9.00 9.20

5000 m/z 117.00 40.38%
105

91

39 51 7
15 27 64

Wmmﬂmﬁmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20725: Benzene, (1-ethyl-2-propenyl)-
118

8.60 8.80 9.00 9.20
m/z 105.00 34 .54%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.60 8.80 9.00 9.20

8270-BF072415.M Mon Jul 27 14:34:39 2015 S Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080650.D

Acq On : 25 Jul 2015 5:03

Operator : TP/UM

Sample : G3079-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.14 2.17 ng 48252 Acenaphthene-d10 9.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 006939-35-1 96
2 Coumarin, 8-methyl- 160 C10H802 001807-36-9 64
3 1(2H)-Naphthalenone, 3,4-dihydro... 160 C11H120 019832-98-5 58
4 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 55
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-92-1 55
Abundance Scan 705 (10.145 min): BF080650.D (-702) (-) m/z 132.00 100.00%
132
104 160
5000
145
9.80 10.00 10.20 10.40
m/z 160.10 77.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29363: 1(2H)-Naphthalenone, 3,4-dihydro-5-methy!-
132
104 160 N
5000 AUV R BB
9.80 10.00 10.20 10.40
o7 39 51 g3 8 115 145 m/z 104 .00 77.19%
91
...|..‘flﬁ....,....‘,....“‘.‘.a l‘l‘.. .H‘.‘ ""‘I""' l‘.‘..,..‘l‘l a—-r ""I a...,....‘,‘....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
132 160
9.80 10.00 10.20 10.40
5000 51 m/z 78.10 33.20%
77 104
39 63
2 89 118 145
wﬁwﬁmmmmmwwﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29362: 1(2H)-Naphthalenone, 3,4-dihydro-4-methy!-
104 132 160 9.80 10.00 10.20 10.40
m/z 51.10 29.02%
145
118
5000
27 39 o1
"'|""|""l‘| |||||| \ \M \HH ””‘\”” ”” ”” ”” ‘”I ||l||||||‘||||||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.80 10.00 10.20 10.40

8270-BF072415.M Mon Jul 27 14:34:41 2015 S

MW-10-7-22-15

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 1-(2-Pyridyl)piperazine Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.59 ng 51363 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 50
2 2-Acetamidotropone 163 C9HONO2 006422-12-4 43
3 Benzonitrile, 3-fluoro- 121 C7HA4FN 000403-54-3 25
4 1-Methoxy-4-dimethyl(trimethylsi... 282 C14H2602Si2 1000280-14-0 17
5 trans-8-Ethyl-bicyclo[4.3.0]non-... 150 C11H18 1000145-84-8 17
Abundance Scan 770 (10.888 min): BF080650.D (-768) (-) m/z 121.10 100.00%
107
5000
43 57 - 163 .
85 o5 134 177 10,60 10.80 11.00 11.20
m/z 107 .00 52 .40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #31411: 1-(2-Pyridyl)piperazine
5 121
107
5000
79 163 10.60 10.80 11.00 11.20
28 56 133 m/z 57.00 29.28%
42
|1|5 I\‘H ‘l“‘uu“l“l‘luq?‘::l:‘:l“l||l||‘i‘|||“||1|45||||l:::lu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
121
10,60 10.80 11.00 11.20
m/z 43.10 27 .18%
5000 163 0
43 93
15 28 52 66 77 104 134 148
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9223: Benzonitrile, 3-fluoro- B A RRREE R
121 10.60 10.80 11.00 11.20
m/z 163.10 25.12%
5000
94
26 30 0 63 P | 106 |
m/z--> 20 40 60 80 100 120 140 160 180 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:34:42 2015 S Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080650.D

Acq On : 25 Jul 2015 5:03

Operator : TP/UM

Sample : G3079-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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

Peak Number 12 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.94 4.38 ng 86980 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 4-(1,1,3,3-tetramethylbu... 206 C14H220 000140-66-9 78
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 72
3 4-tert-Butylphenyl acetate 192 C12H1602 003056-64-2 64
4 3-(p-Anisoyl)-2-thioxo-4-thiazol... 401 C19H15N05S2 299970-55-1 64
5 Methanol, (cyclohexyl)(2,3-dimet... 218 C15H220 349498-47-1 56

Abundance Scan 775 (10.945 min): BF080650.D (-773) (-) m/z 135.10 100.00%
135
5000
41 107 10.60 10.80 11.00 11.20
53 65 77 95 121 220 - : - :
o o e A 238 ATS 280 Tn/z 107.00  16.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60211: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000
10.60 10.80 11.00 11.20
5 m/z 136.10 11.36%
29 41 | o ‘ 119 | 149 175 191 2?6
1 e S L L R L e et
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135
10.60 10.80 11.00 11.20
5000 m/z 41.10 8.26%
107
164
4 55 65 77 B g9 149
L T e e o A R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #50307: 4-tert-Butylpheny! acetate T
135 10.60 10.80 11.00 11.20
m/z 121.05 6.13%
5000
150
15 29 B 5465 77 91 ‘ "119 177 192 AA
A o I B e e B RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:34:43 2015 S

MW-10-7-22-15

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080650.D

Acq On : 25 Jul 2015 5:03

Operator : TP/UM

Sample : G3079-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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

Peak Number 13 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.98 4.43 ng 87908 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2-(1,1-dimethylethyl)- 150 C10H140 000088-18-6 50
2 Ethanone, 2-ethoxy-1,2-diphenyl- 240 C16H1602 000574-09-4 50
3 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 50
4 1,5,6,7-Tetrahydro-4-indolone 135 C8H9NO 013754-86-4 50

5 4,6-Bis(4-ethoxybenzylthio)-5-ni... 457 C22H23N304S2 325957-76-4 50

Abundance Scan 778 (10.979 min): BF080650.D (-776) (-) m/z 135.05 100.00%
135
107
5000
10.60 10.80 11.00 11.20
m/z 107.00 67.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22689: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
150 10.60 10.80 11.00 11.20
o1 m/z 149.10 54 .35%
27 | 5377 | | 19
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
135
10.60 10.80 11.00 11.20
5000 107 m/z 121.00 32.91%
79
1529 Slez g1 152165178 195 240
T T T T T T T T [ [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22636: Phenol, m-tert-butyl-
135 10.60 10.80 11.00 11.20
m/z 41.05 16.36%
5000
107 150
41 95
1527 | 536577 | | 119
T T T R e e T e e e T R o RN R )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 60 10.80 11.00 11.20

8270-BF072415.M Mon Jul 27 14:34:45 2015 S

MW-10-7-22-15

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 14 Phenol, m-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.01 6.43 ng 127696 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 50
2 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 50
3 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 50
4 3-Penten-2-one, 4-(2,6,6-trimeth... 206 C14H220 114933-28-7 42
5 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 40
Abundance Scan 781 (11.013 min): BF080650.D (-779) (-) m/z 135.05 100.00%
135
121
5000 107
10.60 10.80 11.00 11.20 11.40
m/z 121.05 54_.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22642: Phenol, m-tert-butyl-
135
5000
107 150 10.60 10.80 11.00 11.20 11.40
a m/z 106.95 48.14%
27 | 53 65 77 \\ ‘ s | ‘
m/z--> 20 40 éo 80 100 150 140 160 180 200 220
Abundance
135
10.60 10.80 11.00 11.20 11.40
5000 m/z 149.05 44 .70%
107
4 5565 77 95 159 | 149 10
miz--> '"z'o""4'0'"'e'o""s'o"'idd"iéé"iAé"ied"isé"ééd"ééd'
Abundance #22637: Phenol, p-tert- bUtyl | LA B B B II|\“I T
135 10.60 10.80 11.00 11.20 11.40
m/z 136.10 14.10%
5000
107
150
41
1527 || 53 65 H 19
m/z--> 20 40 60 80 1(')0 120 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:34:46 2015 S Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080650.D

Acq On : 25 Jul 2015 5:03

Operator : TP/UM

Sample : G3079-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownl1l1.09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.09 4.01 ng 79669 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3,5-Trimethyladamantane 178 C13H22 000707-35-7 35
2 4(1H)-Pteridinone, 2-amino- 163 C6H5N50 002236-60-4 35
3 2-Propanone, 1-(3,5,5-trimethyl-_._._. 178 C12H180 016695-72-0 30
4 4-Chloroquinoline 163 C9H6CIN 000611-35-8 25
5 cis-anti-trans-Tricyclo[7.3.0.0(... 164 C12H20 030159-13-8 22
Abundance Scan 788 (11.093 min): BF080650.D (-784) (-) m/z 121.00 100.00%
107 121 163
5000

a95765 1 O |15 m 180 10.80 11.00 11.20 11.40

,....,'....,..-.'.,..'..,..!'.,'.'.:.','....,.'..!,..'.'.',...!,'.!'..,..:'.,!...,. m/z 163.10 85.39%

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41333: 1,3,5-Trimethyladamantane

163

5000 107 R A L S R
10.80 11.00 11.20 11.40

m/z 107 .00 81.70%

121

178

135 149

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

55 67 79 93

Abundance
163
10.80 11.00 11.20 11.40
5000 m/z 165.05 27 .36%
122
109 135
Wwwmwwmwmmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #41302: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1-yli...
163 10.80 11.00 11.20 11.40
m/z 122.00 14.91%
145
5000
43
77 91 105 122130 178
SRR S T T Y A RSO OO S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:34:48 2015 S

MW-10-7-22-15

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 unknownll.12 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.12 4.42 ng 87883 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneamine, 3-hexyl- 177 C12H1I9N 036042-29-2 43
2 Benzene, [1-(1-methylethoxy)-3-b... 190 C13H180 098088-47-2 42
3 1-(6-Methyl-2-pyridyl)propan-2-one 149 C9H11NO 065702-08-1 42
4 1,3-Cyclohexadiene-1-carboxaldeh... 150 C10H140 000116-26-7 35
5 1H-Purin-6-amine, N-methyl- 149 C6H7N5 000443-72-1 35
Abundance Scan 790 (11.116 min): BF080650.D (-789) (-) m/z 107.00 100.00%
107
149
5000 121
55 177
4|1 | 65 77 91 135 163 10.80 11.00 11.20 11.40
SRS RS RS IS B R O SN S m/z 149.10 76.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #40626: Benzeneamine, 3-hexyl-
107
AN
5000 LUV SUNSE IR SR
10.80 11.00 11.20 11.40
120 Lot m/z 121.05 50.34%
51 65 7 93 1% ‘
miz—> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
107
10.80 11.00 11.20 11.40
5000 m/z 177.20 22 .79%
& 149
43
27 53 65 9a 16 =t

LA A R AR AR AR N GARAR B BN RN SRR LAY LN RN LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #22590: 1-(6-Methyl-2-pyridyl)propan-2-one  EEAR {\. T
107 10.80 11.00 11.20 11.40
m/z 55.00 19.60%

5000
43

149

)58 S P e | 1z 13 7

I I
m/z--> 20 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 180 10.80 11.00 11.20 11.40

8270-BF072415.M Mon Jul 27 14:34:49 2015 S Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

8270-BF072415.M Mon Jul 27 14:34:51 2015 S

TIC Library C:\DATABASENNISTO2.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 Phenol, 2-methyl-5-(1-methy... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.16 5.29 ng 105031 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Phenol, 2-methyl-5-(1l-methylethyl)- 150 C10H140 000499-75-2 72
2 Phenol, 4,4"-(1,2-diethyl-1,2-et... 270 C18H2202 000084-16-2 64
3 1-Adamantan-1-yl-6-chloro-7-fluo... 375 C20H19CIFNO3  1000210-85-1 59
4 Hexestrol 270 C18H2202 005635-50-7 59
5 1-Adamantan-1-yl-6-chloro-7-fluo... 389 C21H21CIFNO3  1000210-85-2 59

Abundance Scan 794 (11.162 min): BF080650.D (-792) (-) m/z 135.05 100.00%
135
5000
a5 1T7 10.80 11.00 11.20 11.40
e e m/z 106.95 14.24%
miz--> 50 100 150 200 250 300 350
Abundance #22729: Phenol, 2-methyl-5-(1-methylethyl)-
135
5000
10.80 11.00 11.20 11.40
g1 m/z 136.10 9.94%
39 115
R N U P
miz--> 50 100 150 200 250 300 350
Abundance
135
107 10.80 11.00 11.20 11.40
5000 m/z 41.05 9.14%
55 17 165 193212 270
e e L = T
miz--> 50 100 150 200 250 300 350
Abundance #150034: 1-Adamantan-1-yl-6-chloro-7-fluoro-4-oxo-1,4-dihy... R RN RaE S L
135 10.80 11.00 11.20 11.40
m/z 95.10 5.07%
5000
41 2
AL 11397 | 168 106 222 250 274 300 331 356375
T T T e e S S e e
miz--> 50 100 150 200 250 300 350 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Acetamide, N-(2-methylphenyl)- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.20 3.61 ng 71781 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide, N-(2-methylphenyl)- 149 C9H11NO 000120-66-1 64
2 2-Methyl-4-hydroxybenzoxazole 149 C8H7NO2 051110-60-2 64
3 Acetamide, N-(3-methylphenyl)- 149 C9H11NO 000537-92-8 59
4 4-Amino-2-methyl-5,6-trimethylen... 149 C8H11N3 076881-49-7 40
5 6-Amino-1-methylpurine 149 C6H7N5 005142-22-3 38

Abundance Scan 797 (11.196 min): BF080650.D (-795) (-) m/z 149.10 100.00%
149
107
5000
55 A W17 W
43 s 77 o5 121 13|5 10.80 11.00 11.20 11.40 11.60
e rrrrprrr e e b et et ey || M/z 107.00 68 49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22575: Acetamide, N—(2—methy(|bphenyl)—
107
5000
149 10.80 11.00 11.20 11.40 11.60
43 m/z 55.00 26 .98%
15 27 8t oe oo | o am
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
149
107 10.80 11.00 11.20 11.40 11.60
5000 m/z 135.10 14 _.51%
43 52 79
27 65 94 120 135
Wmmmmmwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #22577: Acetamide, N-(3-methylphenyl)-
107 10.80 11.00 11.20 11.40 11.60
m/z 150.10 11.99%
5000
120 132
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\

Data File : BF080650.D

Acg On : 25 Jul 2015 5:03

Operator : TP/UM

a?ggle i 63079-06 MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 Dodecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.98 2.60 ng 51717 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 64
2 _.alpha.-D-Glucopyranose, 4-0-.be... 342 C12H22011 014641-93-1 50
3 n-Decanoic acid 172 C10H2002 000334-48-5 47
4 3-Ethylheptanoic acid 158 C9H1802 014272-47-0 47
5 D-Glucose, 4-0-_.alpha.-D-glucopy... 342 C12H22011 000069-79-4 47
Abundance Scan 866 (11.985 min): BF080650.D (-864) (-) m/z 73.00 100.00%
7B
5000
129
o 145 185 213 11.60 11.80 12.00 12.20
m/z 43.10 94 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56043: Dodecanoic acid
73
43
5000 U AR R B
129 nmnmnmnm
T ‘ 101 157 200 m/z 60.00 87.82%
.”w”.w””,”.“.”“”..,.”wf?%”.w””,””.”.“”w.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
ol 1160 11.80 12.00 1220
5000 m/z 57.00 86.80%
29
97 157145
14 112 173 191 215 233 257 275 293
mﬁﬂ‘m‘mﬁﬁmﬁmﬁw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37192: n-Decanoic acid
60 11.60 11.80 12.00 12.20
a1 m/z 41.10 85.06%
5000 129
K
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072415\
Data File : BF080650.D

Acq On : 25 Jul 2015 5:03

Operator : TP/UM

Sample : G3079-06

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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 20 unknownl5.36 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.36 4.79 ng 70772 Perylene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [-mu.-Fulvalene]bis(cyclopentadi... 360 C20H18V2 1000163-45-2 37
2 4-1sobenzofuranol, octahydro-3a,... 319 C17H21NO5 054346-04-2 10
3 2,4-Dimethoxytoluene 152 C9H1202 038064-90-3 9
4 2,6-Dimethoxytoluene 152 C9H1202 005673-07-4 9
5 1,4-Benzenediol, 2,3,5-trimethyl- 152 C9H1202 000700-13-0 9
Abundance Scan 1161 (15.357 min): BF080650.D (-1155) (-) ; m/z 360.20 100.00%
360
152
5000
77 o7 179
|5II|| I |” | i 2(|’7 282 15.00 15.20 15.40 15.60
pEN i /S S N S m/z 152.10 60.40%
m/z--> 50 100 150 200 250 300 350
Abundance #144846: [.mu.-Fulvalene]bis(cyclopentadienyl-vanadium) /\
360
116
294
5000 UL UM B UL
15.00 15.20 15.40 15.60
51 9% 181 268 m/z 179.00 28.13%
A N O N2 3 w”. - ,L»H .
m/z--> 50 100 150 200 250 300 350
Abundance
152
109 e
41 15.00 15.20 15.40 15.60
5000 76 m/z 359.20 25.53%
m/z--> " s0 100 150 200 250 300 350 /\\
Abundance #24782: 2,4-Dimethoxytoluene B
152 15.00 15.20 15.40 15.60

m/z 151.10 23.67%

Hm\ b b | /\\

m/z--> O 150 200 250 300 350 15. 00 15. 20 15. 40 15.60

8270-BF072415.M Mon Jul 27 14:34:55 2015 S

MW-10-7-22-15
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF072415\

Data File : BF080650.D

Acq On - 25 Jul 2015 5:03 Instrument :
Operator : TP/UM BNA_F

Sample - G3079-06 ClientSampleld :
Misc : MW-10-7-22-15
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072415_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]
2-Pentanone, 4-hy... 5.08 13.4 ng 196762 1 6.93 293221 20.0
2-Pentanone, 4-me... 5.93 2.9 ng 42353 1 6.93 293221 20.0
unknown6 .69 6.69 72.1 ng 1057030 1 6.93 293221 20.0
Benzene, 1,4-diet... 7.18 2.1 ng 30262 1 6.93 293221 20.0
Morpholine, 4-nit... 7.34 2.9 ng 42140 1 6.93 293221 20.0
1-Phenyl-1-butene 7.95 2.2 ng 45416 2 8.21 408050 20.0
Benzene, 1-methyl. .. 8.27 2.2 ng 44271 2 8.21 408050 20.0
Naphthalene, 1,2,... 8.88 3.0 ng 61492 2 8.21 408050 20.0
1(2H)-Naphthaleno... 10.14 2.2 ng 48252 3 9.97 444573 20.0
1-(2-PyridyD)pipe... 10.89 2.6 ng 51363 4 11.46 397296 20.0
Phenol, 4-(1,1,3,... 10.94 4.4 ng 86980 4 11.46 397296 20.0
Phenol, 2-(1,1-di... 10.98 4.4 ng 87908 4 11.46 397296 20.0
Phenol, m-tert-bu... 11.01 6.4 ng 127696 4 11.46 397296 20.0
unknownl11.09 11.09 4.0 ng 79669 4 11.46 397296 20.0
unknownl11.12 11.12 4.4 ng 87883 4 11.46 397296 20.0
Phenol, 2-methyl-._.. 11.16 5.3 ng 105031 4 11.46 397296 20.0
Acetamide, N-(2-m... 11.20 3.6 ng 71781 4 11.46 397296 20.0
Dodecanoic acid 11.98 2.6 ng 51717 4 11.46 397296 20.0
unknownl15.36 15.36 4.8 ng 70772 6 15.79 295672 20.0
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