LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 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-BF101015.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 4.960 245 247 250 rBV 350855 450895 12.80% 1.615%
2 5.394 283 285 288 rBVY 1103677 1117726 31.72% 4.004%
3 5.531 294 297 299 rBV 47307 51055 1.45% 0.183%
4 6.446 374 377 379 rBV 655107 709803 20.15% 2.542%
5 6.572 385 388 390 rBVY 2299960 2181817 61.92% 7.815%
6 6.800 406 408 410 rBV 614001 541983 15.38% 1.941%
7 6.869 411 414 417 rVB2 36211 58124 1.65% 0.208%
8 6.960 419 422 424 rBV 2038451 2166234 61.48% 7.759%
9 7.120 434 436 439 rVB 48652 55220 1.57% 0.198%
10 7.337 453 455 456 rBV 68508 65549 1.86% 0.235%
11 7.372 456 458 461 rvV 1335162 1477090 41.92% 5.291%
12 7.486 466 468 470 rvv2 47815 72882 2.07% 0.261%
13 7.577 472 476 477 rVvv2 33516 41252 1.17% 0.148%
14 7.600 477 478 480 rVB 61879 46570 1.32% 0.167%
15 7.737 489 490 494 rVB3 42198 75068 2.13% 0.269%
16 7.829 494 498 502 rBV3 149743 298641 8.48% 1.070%
17 7.909 502 505 508 rvv4 31837 91859 2.61% 0.329%
18 8.035 511 516 518 rVvv2 26204 61441 1.74% 0.220%
19 8.092 518 521 527 rVvwV 829763 1078732 30.62% 3.864%
20 8.286 537 538 540 rVB 53508 44736 1.27% 0.160%
21 8.332 540 542 544 rBV 55667 72898 2.07% 0.261%
22 8.366 544 545 548 rVB2 48554 51740 1.47% 0.185%
23 8.480 553 555 557 rBV 57144 67819 1.92% 0.243%

24 8.560 557 562 563 rBvV 90187 110865 3.15% 0.397%
25 8.595 563 565 568 rvv2 143330 155616 4._.42% 0.557%

26 8.652 568 570 571 rvv2 52346 59610 1.69% 0.214%
27 8.686 571 573 575 rvv2 34430 60026 1.70% 0.215%
28 8.755 577 579 580 rvVvB 89964 88207 2.50% 0.316%
29 8.915 588 593 594 rBvV2 87243 149250 4.24% 0.535%
30 8.949 594 596 598 rVvB 54126 78289 2.22% 0.280%

31 9.040 598 604 608 rBV6 39338 155111 4._.40% 0.556%
32 9.178 613 616 618 rvv 3113857 3523359 100.00% 12.620%
33 9.292 623 626 627 rBv2 20622 48764 1.38% 0.175%
34 9.315 627 628 630 rBvV 79223 66585 1.89% 0.238%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.429 635 638 642 rvv3 87785 157319 4_.47% 0.563%

36 9.509 642 645 649 rvv2 220638 420594 11.94% 1.507%
37 9.623 653 655 658 rvv2 87780 149319 4.24% 0.535%
38 9.703 660 662 666 rBv4 37174 73639 2.09% 0.264%
39 9.852 672 675 677 rBV 984258 1018691 28.91% 3.649%
40 9.955 680 684 686 rVB3 63830 159015 4_.51% 0.570%

41 10.012 686 689 690 rBv2 33460 57515 1.63% 0.206%
42 10.058 690 693 694 rBv2 81913 159390 4._.52% 0.571%
43 10.080 694 695 698 rvB2 101629 134040 3.80% 0.480%
44 10.160 700 702 704 rvVv 183855 191833 5.44% 0.687%
45 10.229 706 708 711 rvv3 64873 108551 3.08% 0.389%

46 10.275 711 712 714 rVB 104759 86404 2.45% 0.309%
47 10.343 714 718 721 rBV5S 91936 213128 6.05% 0.763%
48 10.423 723 725 727 rBV3 53317 80238 2.28% 0.287%
49 10.458 727 728 734 rVB3 62492 150357 4.27% 0.539%
50 10.538 734 735 739 rVB4 55702 79557 2.26% 0.285%
51 10.595 739 740 741 rBV 38736 40532 1.15% 0.145%

52 10.641 741 744 747 rBV2 1384899 1782050 50.58% 6.383%
53 10.823 758 760 762 rBV2 61669 133254 3.78% 0.477%
54 10.903 766 767 770 rvv2 48229 99435 2.82% 0.356%
55 10.972 772 773 779 rVvV5 54340 167165 4.74% 0.599%

56 11.075 779 782 783 rVvv3 25823 48644 1.38% 0.174%
57 11.109 783 785 786 rvv2 91474 91354 2.59% 0.327%
58 11.143 786 788 791 rVB4 21274 39787 1.13% 0.143%
59 11.201 791 793 794 rBV2 31677 37256 1.06% 0.133%
60 11.338 802 805 809 rBvV 973795 930821 26.42% 3.334%
61 11.452 813 815 819 rVB3 38130 73471 2.09% 0.263%
62 11.612 827 829 831 rBvV2 49891 79761 2.26% 0.286%
63 11.726 836 839 841 rBV 238303 223657 6.35% 0.801%
64 11.864 850 851 853 rBv2 46925 65840 1.87% 0.236%
65 11.909 853 855 856 rvB2 41610 56797 1.61% 0.203%
66 11.944 856 858 862 rvB2 32800 58622 1.66% 0.210%
67 12.035 862 866 868 rBv2 55325 90896 2.58% 0.326%
68 12.092 868 871 874 rBvV2 52089 85222 2.42% 0.305%
69 12.172 874 878 879 rBv4 33828 81695 2.32% 0.293%
70 12.389 895 897 899 rvB3 41310 46902 1.33% 0.168%
71 12.686 921 923 926 rVB3 29830 43812 1.24% 0.157%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 12.938 942 945 947 rBVY 3120699 3495476 99.21% 12.520%
73 14.012 1036 1039 1041 rBV 849954 847128 24.04% 3.034%
74 14.332 1060 1067 1070 rBV 17921 66233 1.88% 0.237%
75 15.510 1167 1170 1173 rBV 452738 618386 17 .55% 2.215%

Sum of corrected areas: 27918602
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF082366.D
3000000

2500000 6.57

6.96
2000000

1500000 737

5.39
1000000 8.09

6.45 6.80
500000 4.96

5.53 .'L1§27.4@%@J'.

T It
8.00 8.50

e L A St tea A

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF082366.D

3000000 9|18 12094

2500000

2000000

10.64

1500000

11.34

1000000 14.01

500000

11.73
C 54910620201 1.45. 61 LHBRWALA 712.39 12.69 14.33

ok 4 i Sonmt> i - :

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: BF082366.D

3000000

2500000
2000000
1500000

1000000

15.51

500000

I B e e e e e R R I e e e e e R Ea a

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
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.96 16.64 ng 450895 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 247 (4.960 min): BF082366.D (-245) (-) m/z 43.10 100.00%
31
59.1
5000
101.1
511 601 83.1 | 4.60 4.80 5.00 5.20
e i NS M m/z 59.10 62.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SN UL R
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 18.85%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 16.00%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R e R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 8.92%
5000
41.0
AN "'I"'H“M" Jlm”'§q9'¢*i"' '7?¥%'I'§qql""lt T R ARAERARRA RS SRS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown6.57 Concentration Rank 1

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

6.57 80.51 ng 2181820 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 388 (6.572 min): BF082366.D (-385) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 A IR I
40.1 54.1 | 6.20 6.40 6.60 6.80 7.00
S Ty ik '-|.'.8,1.1...,'.' Moo e m/z 68.10 38.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 I LR I R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.10 33.59%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 25.57%
41.0 97.0
117.0
54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.90%
74.0
5000 9go 1160
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1-Hexanol, 2-ethyl- Concentration Rank 19

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

6.87 2.14 ng 58124 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 72
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 64
4 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 59
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 37

Abundance Scan 414 (6.869 min): BF082366.D (-411) (-) m/z 57.10 100.00%
57.1
5000 a1
70.1 831
‘ || 1050 1201 6.60 6.80 7.00 7.20
rerprerrprerrreediere gttt || M7z 41100 36.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13212: 1-Hexanol, 2-ethyl-
57.0
5000
pog 0 6.60 6.80 7.00 7.20
' 70.0 83.0 m/z 43.10 28.43%
15\.0 ‘\“ ‘ ‘ \‘ | “\ 98‘.0 112.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
57.0
420 "ok om0 700 750
5000 m/z 55.10 27 .14%
29.0

71.0 g30
98.0 M20 1550 1430
mmm‘wwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 ,,/\,/\/\.M
Abundance #13305: 1-Pentanol, 2-ethyl-4-methyl- R R RaEEE R S
57.0 6.60 6.80 7.00 7.20

m/z 56.10 24 .28%

5000 43.0

29.0 69.0 830
18.0 M‘\ N ‘ | H ‘\ 9?'0 112.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 15

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

8.59 2.89 ng 155616 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 93
3 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 70
4 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 68
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 62

Abundance Scan 565 (8.595 min): BF082366D(563)() m/z 131.10 100.00%
3h.1
181 146.1
5000
. 910 1051
39.1 65.0 /7. 8.20 8.40 8.60 8.80 9.00
%0 1601 m/z 118.10  70.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20765: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118.0131.0
146.0
5000 39.0 91.0 105.0 8.20 8.40 8.60 8.80 9.00
510 634 77.0 m/z 146.10 64 .50%

15.0
| \

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

Abundance
118.0131.0
146.0
8.20 8.40 8.60 8.80 9.00
m/z 117.10 37.65%
5000 105.0
91.0
39.0 510 g3 77.0
26,0
Wwwmmﬁmmrﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20729: Benzene, (1-methyl-1-butenyl)-
131.0 8.20 8.40 8.60 8.80 9.00
m/z 105.05 27.16%
146.0
5000 91.0
115.0
39.0 51.0 g5.0 /70
SN 8 U U O W A Vo Yt
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 820 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 17

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

8.91 2.77 ng 149250 Naphthalene-d8 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 95
2 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 78
3 Benzene. 1-(1-methvlethenvl)-3-(... 160 C12H16 001129-29-9 78
4 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 53
5 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 50

Abundance Scan 593 (8.915 min): BF082366.D (-588) (-) m/z 145.10 100.00%

118.1 146.1
160.2
5000
105.1
131.1 A
911 BN SRR SRS LR
51.1 gag 71 8.60 8.80 9.00 9.20
m/z 118.10 95.77%

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

Abundance #29460: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000
610 160.0 860 880 9.00 9.20
o o T ‘ m/z 160.20  69.42%
28 0 63.0 ‘ 105 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
145.0
8.60 8.80 9.00 9.20
5000 m/z 117.10 50.90%
117.0
91.0 130.0 160.0
51.0 64.0 77.0
wmmmwwmmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29470: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)- S\Va T W e
145.0 8.60 8.80 9.00 9.20

m/z 115.00 39.25%

5000 160.0
117.0
91.0

41.0 63.0 77.0 130.0

270 | L1 10 -0 ‘\‘\ ‘H

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 900 9.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 7 Benzene, 1-(2-butenyl)-2,3-... Concentration Rank 12

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

9.04 3.05 ng 155111 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 76
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 021564-91-0 76
3 1H-Indene. 2.3-dihvdro-1.1.3-tri... 160 C12H16 002613-76-5 76
4 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 76
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 72

Abundance Scan 604 (9.040 min): BF082366.D (-598) (- m/z 145.05 100.00%
145.1
131.1
5000 160.2
71.1 115.1 =L AV, e LA
431 561 oL1 8.80 9.00 9.20 9.40
ST R— 174l m/z 131.10 52.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29406: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0
5000 160.0

8.80 9.00 9.20 9.40
m/z 160.15 38.35%

910 130.0
390 539 770 01050

m/z--> 20 40 60 80 100 120 140 160 180
Abundance
145.0
8.80 9.00 9.20 9.40
5000 m/z 115.05 22 .10%
160.0
132.0
150 390 6407700910  M7O
T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29424: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- R e S AR
145.0 8.80 9.00 9.20 9.40
m/z 71.10 18.51%
5000
160.0
115.0128.0
s.o o0 T )|
— e e e e e e R Ea T R R REA
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40

8270-BF101015.M Tue Oct 20 17:36:16 2015 Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 8 Naphthalene, 1,6-dimethyl- Concentration Rank 11

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

9.43 3.09 ng 157319 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 94
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94

Abundance Scan 638 (9.429 min): BF082366.D (-635) (-) m/z 156.10 100.00%
156.1
141.1

5000

115.0128.1

9.00 9.20 9.40 9.60 9.80
m/z 141.05 68 .63%

51.1 63.0 /71 391 1020

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27196: Naphthalene, 1,6-dimethyl-

156.0
141.0

5000
9.00 9.20 9.40 9.60 9.80

m/z 155.10 37 .53%

115.0128.0
280 490 69.0 850 980 | | “H

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

Abundance
156.0
SNV NDEED VAN S AN A
9.00 9.20 9.40 9.60 9.80
5000 m/z 153.10 14.32%
141.0
390 51.0 640 70 01 511501280
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #27184: Naphthalene, 2,6-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 115.00 12._.29%
5000
77.0 115.0
51.0 63.0 128.0
e bl 2002020 |l i
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 900 9.20 940 9.60 9.80

8270-BF101015.M Tue Oct 20 17:36:17 2015 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 9 Naphthalene, 1,7-dimethyl- Concentration Rank 4

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

9.51 8.26 ng 420594 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 95
2 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 94
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 94

Abundance Scan 645 (9.509 min): BF082366.D (-642) (-) m/z 156.10 100.00%
141.1 156.1
5000
9.20 9.40 9.60 9.80
m/z 141.05 90.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27188: Naphthalene, 1,7-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
1150 m/z 155.10 29.41%
S L S - S ] N
m/z--> 20 40 60 80 100 120 140 160
Abundance
156.0
141.0 S RARSERARSELARSE RARRS
9.20 9.40 9.60 9.80
5000 m/z 115.10 22.67%
77.0 115.0
15.0 39.0 63.0 102.0
miz--> 20 40 60 80 100 120 140 160
Abundance #27190: Naphthalene, 1,3-dimethyl- R BRREE T
156.0 9.20 9.40 9.60 9.80
141.0 m/z 157.10 22 .40%
5000
115.0
. Il|§|.0| L |3|9|'O| A, |6|3\10| .7‘(‘3“.‘(,). .‘..1?2.'0. .‘. : -‘-‘--H‘--‘U‘M S e N T S
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80

8270-BF101015.M Tue Oct 20 17:36:18 2015
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Naphthalene, 2,3-dimethyl- Concentration Rank 14

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

9.62 2.93 ng 149319 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 655 (9.623 min): BF082366.D (-653) (-) m/z 141.10 100.00%
141.1156.1
5000
76.0 11 9.40 9.60 9.80 10.00
431 620 ° : : :
1011 17211881 | h/z 156.10  93.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl-
141.0156.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 155.10 22.98%
76.0
LA o L \; T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
940 9.60 9.80 10.00
5000 141.0 m/z 115.05 18.25%
300 460 630 70 o, 1150
mz> 20 40 60 80 100 120 140 160 180
Abundance #27193: Naphthalene, 1,4-dimethyl- e
156.0 9.40 9.60 9.80 10.00
141.0 m/z 152.10 14 .45%
5000
115.0
270 510 710 sao | 4 |
m/z--> 20 40 60 80 100 120 140 160 180 040 9.60 9.80 10.00

8270-BF101015.M Tue Oct 20 17:36:18 2015 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 3-(2-Methyl-propenyl)-1H-in... Concentration Rank 10

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

9.95 3.12 ng 159015 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 80
2 Naphthalene. 2-(1-methvlethvI)- 170 C13H14 002027-17-0 74
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 53
4 1"-Acetonaphthone 170 C12H100 000941-98-0 53
5 2-Naphthyl methyl ketone 170 C12H100 000093-08-3 53

Abundance Scan 684 (9.955 min): BF082366.D (-680) (-) m/z 155.10 100.00%
155.1
5000 170.1
121.1 AN RNV
431 571 771 1041 1411 186.1 9.60 9.80 10.00 10.20
: m/z 170.10 48.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36221: 3-(2-Methyl-propenyl)-1H-indene
155.0170.0
5000 SRR AR AR AR AR
115.0 9.60 9.80 10.00 10.20
"129.0 m/z 121.10 18.28%
27.0 410 550 760 91.0 ‘ j\ ]

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

155.0

9.60 9.80 10.00 10.20
5000 m/z 156.10 16.71%
170.0

128.0
270 510 760 499

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

Abundance #36213: Naphthalene, 1,6,7-trimethyl-

155.0170.0 9.60 9.80 10.00 10.20

m/z 153.10 15.21%
5000
1150
510 760 930 1410”\\ N

,,,,,,, e e I o R N e R

m/z--> 20 40 60 80 100 120 140 160 180 200 9. 60 9. 80 10. 00 10. 20

8270-BF101015.M Tue Oct 20 17:36:19 2015 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 12 Naphthalene, 1,6,7-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.06 3.13 ng 159390 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 94
2 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 94
3 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 93
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 93
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 81

Abundance Scan 693 (10.058 min): BF082366.D (-690) (-) m/z 170.10 100.00%

15 1

5000

185.2200.2 9.80 10.00 10.20 10.40
m/z 155.10 98.61%

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

Abundance #36213: Naphthalene, 1,6,7-trimethyl-
155.0170.0
5000 LI L L L L LB L
9.80 10.00 10.20 10.40
0
150 00 m/z 73.10 38.73%
SN R N N 02 N N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155.0170.0
9.80 10.00 10.20 10.40
5000 m/z 60.05 33.39%

128.0
39.0 63.0 89.0 113.0

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

Abundance #36210: Naphthalene, 1,4,6-trimethyl- e

156.0 9.80 10.00 10.20 10.40
170.0 m/z 55.10 27 .95%

5000
128.0
63.0 ‘

SNV LN P TR | IS [ pO

mz--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF101015.M Tue Oct 20 17:36:20 2015 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl10.08 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.08 2.63 ng 134040 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahydro-... 174 C13H18 022824-32-4 37
2 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-17-7 25
3 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 25
4 1.8-Naphthvridin-2-amine. 5-methvl- 159 C9H9N3 001568-92-9 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 14
Abundance Scan 695 (10.080 min): BF082366.D (-694) (-) m/z 159.10 100.00%
132.1  159.1
104.1
5000
78.0 ok e 1000 100
58. 1 9.80 10.00 10.20 10.40
39, 2001 "7z 132.10  89.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38736: Naphthalene, 1,2,3,4-tetrahydro-1,4,6-trimethy!-
159.0
5000 1320
174.0 9.80 10.00 10.20 10.40
115.0 m/z 104.10 69.69%
00 w0 MO T I
\ | Ly e N P11 11 ‘ i
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
1300 159.0174.0
9.80 10.00 10.20 10.40
5000 m/z 155.10 60.28%
39.0 910 1150
15.0 65.0
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #36221: 3-(2-Methyl-propenyl)-1H-indene B At
155.0 9.80 10.00 10.20 10.40
m/z 170.10 46 .72%
5000
115.0
171.0
) 4\1\'\0 ‘SZ'O\ \76\\.0\ 97'0 ‘\ \“13%\"0 ‘\‘H ‘T‘
m/z--> 2'0 4'0 6|O 8|0 1(')0 150 14'10 1('30 15';0 2(')0 9.&'30 10.'00 10.'20 10.'40

8270-BF101015.M Tue Oct 20 17:36:20 2015 Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 Naphthalene, 2,3,6-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.16 3.77 ng 191833 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
2 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 95
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 89
5 Naphthalene, 1,4,5-trimethyl- 170 C13H14 002131-41-1 84
Abundance Scan 702 (10.160 min): BF082366.D (-700) (-) m/z 159.10 100.00%
59.1
174.1
5000
9.80 10.00 10.20 10.40
200.1
-|~.".-|:-'.,....i.. m/z 170.10 91.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36216: Naphthalene, 2,3,6-trimethyl-
155.0170.0
5000
9.80 10.00 10.20 10.40
128.0 m/z 155.10 89 .24Y%
27.0 ) SJT'O ! 76“0‘\ 102.0 ‘ \‘\ Nl \‘H ! ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
155.0
170.0 USSR BN
9.80 10.00 10.20 10.40
5000 m/z 132.10 78.76%
128.0
100 830 840 1020
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36211: Naphthalene, 1,6,7-trimethyl-
170.0 9.80 10.00 10.20 10.40
155.0 m/z 174.10 69.83%
5000
270 510 760 1020 , 1280 )
m/z--> 20 40 60 80 100 120 140 160 180 200 9.80 10.00 10.20 10.40

8270-BF101015.M Tue Oct 20 17:36:21 2015 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 unknownl10.34 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.34 4.18 ng 213128 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Diisopropvinaphthalene 212 C16H20 024157-81-1 35
2 Azulene. 4.6.8-trimethvl- 170 C13H14 000941-81-1 25
3 1H-Pvrazole. 4.5-dihvdro-3-phenvl- 146 C9H10N2 000936-48-1 25
4 1(2H)-Naphthalenone. 5-ethvl-3.4... 174 C12H140 051015-31-7 25
5 4-Methyl-2,4"-bithiazol-2"-amine 197 C7H7N3S2 007520-82-3 18

Abundance Scan 718 (10.343 min): BF082366.D (-714) (-) m/z 169.10 100.00%

169.1  197.1

5000
214.1 10.00 10.20 10.40 10.60
m/z 197.10 87.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64595: 2,6-Diisopropylnaphthalene
197.0
5000 1550 LA LI L L LB L LB L |
10.00 10.20 10.40 10.60
27.0 43.0 m/z 170.10 59.31%
S T L e o Y L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
170.0
T T T T
10.00 10.20 10.40 10.60
5000 m/z 155.10 59.14%
153.0
290 128.0
O 6830 890 1110
L o TR I I e e e o B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21294: 1H-Pyrazole, 4,5-dihydro-3-phenyl- T e
146.0 10.00 10.20 10.40 10.60
m/z 146.05 56.66%
5000 77.0
118.0
51.0
70 L] o
SN AL SN IO BT Y | | — e
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF101015.M Tue Oct 20 17:36:22 2015
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1-Isopropenylnaphthalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.95 ng 150357 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 93
2 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 76
3 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 70
4 Naphthalene. 2-(1-methvlethenvl)- 168 C13H12 003710-23-4 59
5 1,1"-Biphenyl, 3-methyl- 168 C13H12 000643-93-6 58

Abundance Scan 728 (10.458 min): BF082366.D (-727) (- ) m/z 168.10 100.00%

5000

630 20 o0 1151 10.20 10.40 10.60 10.80

m/z 153.10 72 .78%

185.1 202.1

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34868: 1-Isopropenylnaphthalene
153.0
168.0
5000 TT T T[T T T T[T T T [Trrr[rrm

10.20 10.40 10.60 10.80
m/z 167.10  68.98%

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

300 630 83.0 1050 1260

Abundance
168.0
10.20 10.40 10.60 10.80
5000 m/z 165.10 45 .04%
153.0
83.0
115.0
380 630 98.0 130.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34870: 1,1'-Biphenyl, 4-methyl- A e
168.0 10.20 10.40 10.60 10.80
m/z 152.10 38.18%
5000
152.0
63.0 82.0 115.0 ‘ ‘
39.0
el 1980 | | S AL S A
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10. 40 10. 60 10.80
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.82 2.86 ng 133254 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 010468-60-7 52
2 Benzene. 1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 44
3 1(2H)-Naphthalenone. 3.4-dihvdro... 188 C13H160 010468-59-4 43
4 Bicvclol4.2.0locta-1.3.5-triene.... 118 C9H10 022250-74-4 41
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1000189-31-0 38
Abundance Scan 760 (10.823 min): BF082366.D (-758) (-) m/z 146.10 100.00%
14p.1
118.1

5000

10.60 10.80 11.00 11.20
m/z 118.10  75.16%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48074: 1(2H)-Naphthalenone, 3,4-dihydro-3,5,8-trimethyl-
146.0
188.0
5000 B R A%
118.0 10.60 10.80 11.00 11.20

39.0 m/z 173.10 57 .09%
50, 77 wo |,

170}0
”h,”u.p.WwW.m“.h.,”..“..w.km\.mu,”..“..w.
m/z--> 20 40 60 100 120 140 160 180 200
Abundance
118.0
R B LN B
10.60 10.80 11.00 11.20
5000 m/z 188.15 51.18%
91.0
39.0 63.0
B L B B L B Rammm s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48073: 1(2H)-Naphthalenone, 3,4-dihydro-2,5,8-trimethy!- R B AN B o e
146.0 10.60 10.80 11.00 11.20
m/z 115.10 43.28%
5000 188.0
118.0
91.0
m/z--> 20 60 80 100 120 140 160 180 200 10 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 18 unknownl10.90 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.14 ng 99435 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanamide. N-(2-hvdroxvethvl)- 215 C12H25N02 007726-08-1 45
2 Octanamide. N-(2-hvdroxvethvl)- 187 C10H21NO2 007112-02-9 42
3 2-Pentoxv-tetrahvdropvran 172 C10H2002 032767-70-7 27
4 5-Oxotetrahvdrofuran-2-carboxvli... 158 C7H1004 001126-51-8 27
5 2(3H)-Furanone, dihydro-5-pentyl- 156 C9H1602 000104-61-0 27
Abundance Scan 767 (10.903 min): BF082366.D (-766) (-) m/z 85.10 100.00%
84.1
5000
41.1 159.1 LI L L e L B
e 1121 1401 | 188.1 10.60 10.80 11.00 11.20
e e bt s bl 2141 1 T2 798 10 45, 21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66206: Decanamide, N-(2-hydroxyethyl)-
85.0
5000
10.60 10.80 11.00 11.20
180 4L0 m/z 159.10 19.50%
\‘. H‘ L ‘\H S\K.O ! | 112.0 14?.0 | 168.0 196'0
m/z--> 25 Jo 65 85 160 150 150 1&0 1éo 260 '
Abundance
85.0
10,60 10.80 11.00 11.20
5000 m/z 41.10 17.71%
18.0 410
. 57.0 112.0 140.0 168.0
m/z--> 25 Jo 65 85 160 150 150 1&0 1é0 260 '
Abundance #37220: 2-Pentoxy-tetrahydropyran A o e m e
85.0 10.60 10.80 11.00 11.20
m/z 140.10 14.19%
5000 56.0
29.0
.‘.““.“.“.‘.. 1720 N N
m/z--> 200 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF101015.M Tue Oct 20 17:36:24 2015 Page: 21



Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 19 4,4"-Dimethylbiphenyl Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.97 3.59 ng 167165 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dimethvibiphenvl 182 C14H14 000613-33-2 70
2 Benzene. 1-methvl-3-(phenvimethvl)- 182 C14H14 000620-47-3 49
3 Benzene. 1-methvl-2-(phenvimethvl)- 182 C14H14 000713-36-0 49
4 1.1"-Biphenvl. 2.4"-dimethvl- 182 C14H14 000611-61-0 49
5 2,2"-Dimethylbiphenyl 182 C14H14 000605-39-0 46

Abundance Scan 773 (10.972 min): BF082366.D (-772 ( ) m/z 165.10 100.00%

5000

10.60 10.80 11.00 11.20
m/z 167.10 80.41%

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

Abundance #44181: 4,4'-Dimethylbiphenyl
182.0
5000 167.0 L e
10.60 10.80 11.00 11.20
m/z 182.10 76.29%
;o st 0o mso 10| |
e A a2
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167.0
.............“...“
182.0 10.60 10.80 11.00 11.20
5000 m/z 180.10 42 .93%
91.0
39.0 65.0 115.0 152.0
a2 o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44204: Benzene, 1-methyl-2-(phenylmethyl)- R RN Ea e e SRR
167.0 10. 60 10. 80 11. OO 11. 20
182.0 m/z 181.10 28.71%
5000
104.0
89.0 152.0
440 650 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF101915\
Data File : BF082366.D

Aca On : 19 Oct 2015 20:19

Operator : UM/I1Z

Sample : 63975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF101015.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 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.73 4.81 ng 223657 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 97
2 5-Amino-2-thiocvanoacetophenone 192 C9H8N20S 014428-51-4 44
3 2.5-di-tert-Butvl-1.4-benzoauinone 220 C14H2002 002460-77-7 44
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 38
5 Butylated Hydroxytoluene 220 C15H240 000128-37-0 35
Abundance Scan 839 (11.726 min): BF082366.D (- 836) ) m/z 205.10 100.00%
5000
2322 2612 11,40 11.60 11.80 12.00
m/z 57.10 97.16%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000 LR AR BN SN UL
175.0 1140 11.60 11.80 12.00
m/z 192.10 61.74%
0135.0 “ ‘2320 261.0
IIIIIM\I M:‘: H\H ‘\\m ‘11\ MH\ H\H\ \HM \H\I il |‘|‘| : |||||‘||||||
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 192.0
11.40 11.60 11.80 12.00
5000 m/z 189.10 59.83%
105.0 149.0
62.0
82.0 124.0 168.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69325: 2,5-di-tert-Butyl-1,4-benzoquinone
205.0 11.40 11.60 11.80 12.00
177.0 m/z 217.20 59.25%
5000
135.0
910
‘ “H “‘ ‘H \‘ H-\H\H M \\“\\‘ .‘..‘l. .H...“....l....l....l. L PSR S
m/z--> 80 100 120 140 160 180 200 220 240 260 280 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF101915\
Data File : BF082366.D

Acq On : 19 Oct 2015 20:19

Operator : UM/1Z

Sample : G3975-10

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4_.96 16.6 ng 450895 1 6.80 541983 20.0
unknown6 .57 6.57 80.5 ng 2181820 1 6.80 541983 20.0
1-Hexanol, 2-ethyl- 6.87 2.1 ng 58124 1 6.80 541983 20.0
Naphthalene, 1,2,... 8.59 2.9 ng 155616 2 8.09 1078730 20.0
Naphthalene, 1,2,... 8.91 2.8 ng 149250 2 8.09 1078730 20.0
Benzene, 1-(2-but... 9.04 3.0 ng 155111 3 9.85 1018690 20.0
Naphthalene, 1,6-... 9.43 3.1 ng 157319 3 9.85 1018690 20.0
Naphthalene, 1,7-... 9.51 8.3 ng 420594 3 9.85 1018690 20.0
Naphthalene, 2,3-... 9.62 2.9 ng 149319 3 9.85 1018690 20.0
3-(2-Methyl-prope. .. 9.95 3.1 ng 159015 3 9.85 1018690 20.0
Naphthalene, 1,6,... 10.06 3.1 ng 159390 3 9.85 1018690 20.0
unknown10.08 10.08 2.6 ng 134040 3 9.85 1018690 20.0
Naphthalene, 2,3,... 10.16 3.8 ng 191833 3 9.85 1018690 20.0
unknown10.34 10.34 4.2 ng 213128 3 9.85 1018690 20.0
1-Isopropenylnaph... 10.46 3.0 ng 150357 3 9.85 1018690 20.0
1(2H)-Naphthaleno... 10.82 2.9 ng 133254 4 11.34 930821 20.0
unknown10.90 10.90 2.1 ng 99435 4 11.34 930821 20.0
4,4 -Dimethylbiph... 10.97 3.6 ng 167165 4 11.34 930821 20.0
7,9-Di-tert-butyl... 11.73 4.8 ng 223657 4 11.34 930821 20.0
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