LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial : 70 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-BF052316.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 4.764 276 278 289 rBV2 22855 125206 3.15% 0.355%
2 5.393 331 333 348 rBV 416488 1279161 32.21% 3.629%
3 6.033 384 389 392 rBV3 16441 49462 1.25% 0.140%
4 6.684 443 446 449 rBV 30079 51805 1.30% 0.147%
5 6.913 462 466 473 rBV 34784 96607 2.43% 0.274%
6 7.050 476 478 483 rVvV 321472 687024 17 .30% 1.949%
7 7.130 483 485 501 rVB 1629854 3275735 82.49% 9.294%
8 7.393 506 508 511 rvv4 18478 41310 1.04% 0.117%
9 7.473 514 515 519 rvVv 411382 708498 17.84% 2.010%
10 7.576 523 524 530 rVB 31832 56351 1.42% 0.160%

11 7.702 532 535 547 rBV2 1981864 3123930 78.67% 8.864%
12 7.907 551 553 560 rvVvB3 50970 121930 3.07% 0.346%
13 8.033 560 564 568 rBvV 97669 193301 4._.87% 0.548%
14 8.250 581 583 586 rBvV3 26689 49294 1.24% 0.140%
15 8.365 586 593 594 rvv3 372757 704551 17.74% 1.999%

16 8.387 594 595 603 rvv 1336661 2426461 61.11% 6.885%
17 8.490 603 604 607 rvv2 81130 173287 4_36% 0.492%
18 8.570 609 611 615 rvv 99288 221215 5.57% 0.628%
19 8.639 615 617 619 rvv 55985 81898 2.06% 0.232%
20 8.685 619 621 622 rVvV 40152 64074 1.61% 0.182%

21 8.730 622 625 627 rvv2 173918 331666 8.35% 0.941%
22 8.776 627 629 632 rvv2 50440 117188 2.95% 0.332%
23 8.833 632 634 638 rvB 43551 69501 1.75% 0.197%
24 8.970 644 646 647 rBV 81439 101607 2.56% 0.288%
25 9.016 647 650 654 rVvB3 95502 237413 5.98% 0.674%

26 9.096 654 657 662 rBv2 559896 1093779 27.54% 3.103%
27 9.199 664 666 669 rvv2 40837 95462 2.40% 0.271%
28 9.268 669 672 676 rVB3 154692 392251 9.88% 1.113%
29 9.359 676 680 685 rBv3 116140 178565 4 _50% 0.507%
30 9.473 685 690 691 rBV3 34048 73975 1.86% 0.210%

31 9.508 691 693 698 rvv2 709779 1364759 34.37% 3.872%
32 9.599 698 701 705 rvB2 228568 439352 11.06% 1.247%
33 9.736 712 713 715 rVB 44673 42115 1.06% 0.119%
34 9.793 715 718 721 rBV3 37756 57123 1.44% 0.162%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial : 70 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.850 721 723 725 rBV2 64249 109317 2.75% 0.310%

36 9.908 725 728 732 rBV2 114463 204351 5.15% 0.580%
37 9.976 732 734 737 rBV 61125 108176 2.72% 0.307%

38 10.113 744 746 748 rBV2 36746 48423 1.22% 0.137%
39 10.159 748 750 753 rVB 75326 105464 2.66% 0.299%
40 10.228 753 756 759 rBV5 31237 86368 2.18% 0.245%

41 10.285 759 761 764 rvV 96299 128968 3.25% 0.366%
42 10.342 764 766 770 rvv4 88006 184164 4.64% 0.523%
43 10.445 770 775 782 rVV5 58065 236328 5.95% 0.671%
44 10.582 782 787 790 rvV 222194 377405 9.50% 1.071%
45 10.651 790 793 798 rVB3 83688 179263 4_.51% 0.509%

46 10.788 803 805 807 rBv2 62126 119004 3.00% 0.338%
47 10.833 807 809 810 rvv2 57393 95158 2.40% 0.270%
48 10.879 810 813 819 rvv4 104181 325790 8.20% 0.924%
49 10.982 819 822 827 rvv4 46437 128930 3.25% 0.366%
50 11.096 829 832 834 rvv4 27817 61413 1.55% 0.174%

51 11.199 838 841 845 rvv4 60611 150353 3.79% 0.427%
52 11.279 845 848 855 rvv 3157155 3970896 100.00% 11.267%

53 11.382 855 857 862 rvVB3 48949 99910 2.52% 0.283%
54 11.462 862 864 866 rBV3 21995 44081 1.11% 0.125%
55 11.519 866 869 876 rvB 55268 143406 3.61% 0.407%
56 11.782 888 892 894 rBv4 28221 58743 1.48% 0.167%
57 11.839 894 897 898 rvv2 57255 108863 2.74% 0.309%
58 11.874 898 900 904 rvB4 40648 80848 2.04% 0.229%
59 11.999 909 911 920 rVB4 86158 264816 6.67% 0.751%
60 12.159 922 925 931 rVB4 25774 60677 1.53% 0.172%
61 12.331 938 940 947 rBV 718447 1080749 27.22% 3.066%
62 12.994 995 998 1001 rBV2 25376 45732 1.15% 0.130%
63 13.165 1009 1013 1016 rVB2 31470 53602 1.35% 0.152%
64 13.622 1051 1053 1068 rBV 1404110 2440963 61.47% 6.926%
65 13.931 1078 1080 1084 rBV 40695 60513 1.52% 0.172%
66 14.742 1149 1151 1166 rBV 504214 976787 24.60% 2.771%
67 15.154 1183 1187 1194 rBV 26214 57330 1.44% 0.163%
68 16.834 1331 1334 1340 rBV 34255 77634 1.96% 0.220%

69 16.925 1340 1342 1345 rVV 118374 132089 3.33% 0.375%
70 17.085 1354 1356 1370 rVB 2620099 3360344 84.62% 9.534%

71 17.851 1421 1423 1426 rBV 72121 82442 2.08% 0.234%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 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-BF052316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 18.468 1475 1477 1495 rVB 271500 662444 16.68% 1.880%
73 20.160 1623 1625 1642 rBV 167619 607203 15.29% 1.723%

Sum of corrected areas: 35244803
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
4000000

TIC: BF087550.D

3000000

2000000 7.70

7.13

1000000

5.39 7

6.686.9

T f T
6.50 7.00 7.50

6.03

|
6.00

4.76

I I
4.00 4.50 5.00 5.50
TIC: BF087550.D

N
LI I B

0 T
8.50

Time-->
Abundance
4000000

I
2.00 2.50

T T
3.00 3.50

|
8.00

11.28
3000000

2000000

13.62

1000000

29,9 12.98.17
o

Time--> 9.50 10.00 1050 11.00 1150 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50
Abundance TIC: BF087550.D
4000000
3000000
17.09
2000000
1000000
18.47
20.16

18 @#(_ 17.85

i
Time--> 17.00 1750 18.00 1850 19.00 1950 20.00 20.50 21.00 21.50 22.00 2250 23.00 2350 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.76 3.53 ng 125206 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Formamide. N-butvl- 101 C5H11NO 000871-71-6 25
4 Butane 58 C4H10 000106-97-8 9
5 2-Propyn-1-ol, acetate 98 C5H602 000627-09-8 9

Abundance Scan 278 (4.764 min): BF087550.D (-276) (-) m/z 43.10 100.00%
a3
5000 59 Q—IA_\vf\/v[\\\\x\VMthw
- Lo 2w k0 4k sbo
ol i 2l B L Tm/z 59.10  45.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LRSS SRR SRS SR
440 4.60 4.80 5.00
59 m/z 58.00 13.89%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500
5000 57 m/z 39.10 11.79%
29
101
37 50 78
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4070: Formamide, N-butyl- MMM
30 58 440 4.60 4.80 5.00
m/z 101.00 11.61%
5000
46
72
eI
0"w'“lw'l'"'JHW"w'w'h"'w"'w"'w"'“"'w S R UL L I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknown6.91 Concentration Rank 20

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

6.91 2.73 ng 96607 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrahvdrofuran. 2-propvl- 114 C7H140 003208-22-8 45
2 2-Hepten-3-ol. 4.5-dimethvl- 142 C9H180 055956-37-1 42
3 Cvclopropanemethanol. .alpha.-bu... 128 C8H160 004379-16-2 42
4 2-Hexene. 1l-methoxv-. (E)- 114 C7H140 056052-83-6 42
5 trans-2-Methyl-4-hexen-3-o0l 114 C7H140 096346-76-8 40

Abundance Scan 466 (6.913 min): BF087550.D (-462) (-) m/z 71.10 100.00%
!
5000 43 z E
| | 9 9 113 6.60 6.80 7.00 7.20
Ol et el o L m/z 43.05  40.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7570: Tetrahydrofuran, 2-propyl-
7
5000 R R UL UL R
43 6.60 6.80 7.00 7.20
m/z 41.10 18.73%
“\ S | 81 97 113
S L A LA KRR AL RARAS KAARA RAALA RRAAS SRR LAAS) SARAS LA RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
71
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj
6.60 6.80 7.00 7.20
5000 43 m/z 58.00 18.02%
27
o 15 63 81 01100100 124 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #12636: Cyclopropanemethanol, .alpha.-butyl-
7 6.60 6.80 7.00 7.20
43 m/z 70.10 12.51%
5000
o “ 1 “\ gl 81 91 100 110 127
'”P'”P”'P“W'”W”'W””I”“P'”P”'P”W'”'”'W”“I””I R AN RS LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 unknown7.13 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.13 92.47 ng 3275740 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 485 (7.130 min): BF087550.D (-483) (-) m/z 132.00 100.00%
132
5000 68 /K
40 ‘ 96 A R LA
54 75 103 6.80 7.00 7.20 7.40
Obrrrerrerrrrr el AT S g 87 | S 115128 | 77 68.05  45.06%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.80 7.00 7.20 7.40

0
31 51 78 m/z 134.00 32.61%
38
0 1 H 1 L 1
T T R T T T e e e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
R EEEEE LRSS
9 6.80 7.00 7.20 7.40
5000 ’ m/z 66.05 32.09%
70
31
. 4451 60 1 77 g5 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.80 7.00 7.20 7.40

m/z 69.10 19.29%

5000
104
51 66 77
14 27 37443558 " 1 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 5 Benzene, 1,4-diethyl- Concentration Rank 16

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

7.91 3.44 ng 121930 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-diethvl- 134 C10H14 000105-05-5 94
2 Benzene. 1.2-diethvl- 134 C10H14 000135-01-3 94
3 Benzene. 1.3-diethvl- 134 C10H14 000141-93-5 91
4 Benzene. 1-methvl-3-(1-methvleth... 134 C10H14 000535-77-3 74
5 Benzene, l-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 74

Abundance Scan 553 (7.907 min): BF087550.D (-551) (-) m/z 105.10 100.00%
105 119
134
5000 o1
50 | I | | | 7.60 7.80 8.00 8.20
0..,....,....,...:','....,...!,'...,'..-" PR R Y N R m/z 119.10 97.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14841: Benzene, 1,4-diethyl-
105 119
5000 134
01 7.60 7.80 8.00 8.20
m/z 134.10 46.34%
o 2 B o T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
105 119
7.60 7.80 8.00 8.20
5000 134 m/z 91.10 35.56%
91
77
oL 15 2T 39 515565 98 127
mmwﬁmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14844: Benzene, 1,3-diethyl-
105 149 7.60 7.80 8.00 8.20
m/z 77.00 21.67%
5000 134
39 91
65
0.w.”.“.ﬁ\”.ﬁﬂn.ﬂuﬁiﬂnlnjh.”.m.nlﬂlw.mﬂh?gz“hq”
m/z--> 10 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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 unknown8.49 Concentration Rank 9

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

8.49 4.89 ng 173287 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 43
2 Bicvclol4.2.0locta-1.3.5-triene.... 146 Cl11H14 027087-54-3 38
3 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 Cl11H14 004175-53-5 25
4 Allvl dithioacetate 132 C5H8S2 027249-83-8 22
5 Carbonic acid, 2-flurophenyl 2-m... 214 C10H11FO4 1000325-66-2 14

Abundance Scan 604 (8.490 min): BF087550.D (-603) (-) m/z 59.10 100.00%
¥ 131
5000
4l 67 91 115 146
| T T
Obrrrrrrrprrrr el L L AL T L f 0 Tmzz 131.05  78.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21623: Benzene, (1-methyl-1-butenyl)-
131
91
5000
146 8.20 8.40 8.60 8.80
39 51 77 115 m/z 41.10 33.06%
27 | 63 103 “
0.w}?,”ﬂ,””h””;L”,Mh,uwnnnqh”,Mm,”A,”ﬂhhn,nn,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131
820 840 8.60 8.80
5000 m/z 39.05 30.61%
o1 146
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl- RS BE
131 8.20 840 860 8.80
m/z 67.05 29.10%
5000
146
91
27 39 51 77 115
0 “I"“I"AI'“'H'“'i““'lﬁﬁ'l“'hl“"I“"%R%'I“HhI”'MiL"I“'“I“" U R L U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 1H-Indene, 2,3-dihydro-1,1-... Concentration Rank 17

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

8.57 3.24 ng 221215 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1-dimet... 146 C11H14 004912-92-9 90
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 86
3 1H-Indole. 1l-methvl- 131 C9HON 000603-76-9 59
4 Propanedinitrile. (2.3-dihvdro-1... 196 C13H12N2 069564-96-1 56
5 Cyclopropane, 2-bromo-1-methyl-1... 210 C10H11Br 055091-64-0 56

Abundance Scan 611 (8.570 min): BF087550.D (-609) (-) m/z 131.10 100.00%
31
5000
91
39 55 g9 77 102 11|5 146 8.20 8.40 8.60 8.80 9.00
Obrrerrrerrrreprrbli et et bbb - M/Zz 91.10 19 35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21645: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131
5000
8.20 8.40 8.60 8.80 9.00
m/z 115.05 14 .53%

91 146
15 27 3 S 64 75 | 103 Py
O T T P T T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131

8.20 8.40 8.60 8.80 9.00

5000 m/z 146.10 12 .25%
146
27 39 81 g4 77 N 51
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13986: 1H-Indole, 1-methyl- T . . . T . R
131 8.20 8.40 860 880 900

m/z 132.10 10.79%

5000

39 51 63 77 8 103 116

o ...,....,....,....‘,....i‘....,H..,...‘.,....‘,....,l‘...,..l.,...a‘,l...,....,.... R e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 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\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 10

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

8.73 4.86 ng 331666 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
2 Benzene. l1-methvIl-3-(1l-methvleth... 134 C10H14 000535-77-3 94
3 Benzene. l1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
4 Benzene. l-ethvl-3.5-dimethvl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91

Abundance Scan 625 (8.730 min): BF087550.D (-622) (-) m/z 119.10 100.00%
119
5000 134
39 5 g5 77 OF 8.40 8.60 8.80 9.00
Ly mm m Lot | 1(.)3 LU I 152 : . . . 0
S R A NN A A AR KRS AR AALSS RSN SRS AARRA RARRI m/z 134.10 41.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14866: Benzene, 1,2,4,5-tetramethy!-
119
134
5000
8.40 8.60 8.80 9.00
g1 m/z 91.10 15.10%
39 77
'W'%?'P'%?I“'J”"“?%'“I'ﬁé'v'ﬂ“v"'m“"I}Rél'mhl'“'ljJ“I"“I"'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
8.40 8.60 8.80 9.00
5000 m/z 120.10 10.26%
o1 134
. 27 39 51 65 77 103111
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14886: Benzene, 1-ethyl-2,3-dimethyl-
119 8.40 8.60 8.80 9.00
m/z 39.05 10.07%
5000
134
27 3 51 65 17 51 105 ‘
Obrrprrrrprrr e e e UM R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 10 Azulene, 1,2,3,3a-tetrahydro- Concentration Rank 14

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

9.02 3.48 ng 237413 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.3a-tetrahvdro- 132 C10H12 033877-87-1 87
2 Pentacvclol5.2.1.0(¢1.5).0(5.9).0... 132 C10H12 1000185-59-0 80
3 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 64
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 58

Abundance Scan 650 (9.016 min): BFO87550.D (-647) (-) m/z 117.10 100.00%
117
5000 131
3 91 T T T
51 63 7|7 | 98 105 || | 148 860 880 9.00 9.20 9.40
Obr eyl il Uy i ST lllhI""III:'!I"II'I"!I""!li""l""l"" m/z 131.10 41.63%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14060: Azulene, 1,2,3,3a-tetrahydro-
117
104
5000 o 132 8.60 8.80 9.00 9.20 9.40
39 51 o5 77 m/z 132.10 40.70%
R R R e RS A A R Baid AR LARSN aRAI B AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
o1 8.60 8.80 9.00 9.20 9.40
5000 104 131 m/z 115.10 27.33%
77
39
27 s
o 58 84 124
mmmﬁmwmﬁrmﬁwm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14034: 1-Phenyl-1-butene
117 8.60 8.80 9.00 9.20 9.40
m/z 91.10 25.26%
5000 132
91
51
o2 P e ® g | o108 ‘u N
m/z--> 20 35 40 55 eb 70 80 90 100 110 120 150 140 150 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Indan, l1-methyl- Concentration Rank 3

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

9.10 16.03 ng 1093780 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indan. 1-methvl- 132 C10H12 000767-58-8 94
2 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 92
3 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 91
4 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91

Abundance Scan 657 (9.096 min): BF087550.D (-654) (-) m/z 117.10 100.00%
117
5000 A
132
91 B AR SRR SRS AR
39 51 g5 77 103 880 9.00 9.20 9.40
o 14 160 m/z 132.10 35.41%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14031: Indan, 1-methyl-
117
5000

8.80 9.00 9.20 9.40

132
o1 m/z 115.05 28.95%
27 39 51 65 77 103
I SO A N Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
117
132 8.80 9.00 9.20 9.40
5000 m/z 131.05 17 .59%
91
51
27 39 65 77 105
ol 15
mmmmﬁmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14077: 1H-Indene, 2,3-dihydro-4-methyl-
117 8.80 9.00 9.20 9.40
m/z 91.10 14 .34%
5000 132
39 51 91
i LT )
0,,,,;,,,,,, e T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 900 920 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 12 2-Octyne Concentration Rank 5

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

9.27 5.75 ng 392251 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-0Octvne 110 C8H14 002809-67-8 50
2 1-Ethvnvicvclopentanol 110 C7H100 017356-19-3 46
3 Cvclohexane. 1l-methvl-4-(l1-methy... 138 C10H18 001879-07-8 46
4 Cvclohexene. 4-methvl-1-(1-methy... 138 C10H18 000500-00-5 42
5 2,4-Hexadiene, 1-chloro- 116 C6HOCI 034632-89-8 42

Abundance Scan 672 (9.268 min): BF087550.D (-669) (-) m/z 95.10 100.00%
8l 9% 104
41
5000 138
119 A U ] N
I| || h|| ‘ | || 128 148 9.00 9.20 9.40 9.60
o} S—! Ml b L Tm/Zz 81.10  94.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #5887: 2-Octyne
81
M 95
54
5000 29 68 RN R L I R
9.00 9.20 9.40 9.60
‘ m/z 104.10 81.55%
0 'W'%?'P"*P"'kh"ﬂhltl”uji'”hh'”'I'J'I'”%%?'”I"”I"”I"”I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
39 g O 8
95 9.00 9.20 9.40 9.60
5000 7 m/z 41.05 74 .00%
109
o 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17005: Cyclohexane, 1-methyl-4-(1-methylethenyl)-, cis- R B Al REEEE L
g1 95 9.00 9.20 9.40 9.60
o m/z 39.10 69.30%
55
5000 41
138
0'W””P'”P”WJ”WA'W””P'MVM'PLW”'L””PL”P”'P”W”" RN R L I R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.00 9.20 9.40 9.60

8270-BF052316.M Tue May 31 19:32:49 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 13 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 4

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

9.60 6.44 ng 439352 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
2 Benzene. 1l-methvl-3-(1-methvl-2-... 146 C11H14 052161-57-6 87
3 Benzene. 1l-methvl-4-(l1-methvl-2-... 146 C11H14 097664-18-1 87
4 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 87
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81

Abundance Scan 701 (9.599 min): BF087550.D (-698) (-) m/z 131.10 100.00%
5000
77 o 1e e 9.20 9.40 9.60 9.80 10.00
39 51 65 105 | . . . .
o..,....,....',....i'.-...,.'."..,...'.,....',|....,.-.l..,..".r’,‘???-!';!...,..'I-!,....l,‘??..,. m/z 133.10 26.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131
5000
146 9.20 9.40 9.60 9.80 10.00
91 115 m/z 146.10 22 .57%
27 39 51 63 77 ‘ 103 ‘
0“V“W““ﬁ“ﬁh“vMWHmVHﬁ““H“WH“VWmL“VMWH“P“w
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
131
9.20 9.40 9.60 9.80 10.00
5000 o1 m/z 91.05 18.67%
116 146
21 39 5 65 77 105
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21680: Benzene, 1-methyl-4-(1-methyl-2-propenyl)- I BN EA S Earhe s
131 9.20 9.40 9.60 9.80 10.00
m/z 115.10 18.40%
5000
o1 146
116
27 39 51 @5 77 ‘ 105
0”P”H””ﬁ”ﬁm”PMW”mP”ﬁh”HhW”NPWML”PNW””P”W
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80 10.00

8270-BF052316.M Tue May 31 19:32:50 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18

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

9.91 2.99 ng 204351 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001559-81-5 94
2 Benzene. (3-methvl-2-butenvl)- 146 C11H14 004489-84-3 93
3 2.2-Dimethvlindene. 2.3-dihvdro- 146 C11H14 020836-11-7 90
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 90
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 90

Abundance Scan 728 (9.908 min): BF087550.D (-725) (-) m/z 131.10 100.00%
131
5000
91 117 146
55 63 77 | i | 154 9.60 9.80 10.00 10.20
0.,....,....,l.'...il:':l.' Mgt bty b "'..,..!.,...'!,!...,...'.,....,.. m/z 146.10 24 _.53%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131
5000
146 9.60 9.80 10.00 10.20
91 118 m/z 91.05 24._.02%
oL 27 % 81 e 71 SN [ -
m/z--> 20 35 40 50 60 70 80 90 100 110 120 1éo 140 150 160
Abundance
131
o1 146 '9.60 9.80 10,00 10.20
5000 m/z 117.05 18.51%
27 41 571 65 77 103 116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro- R AR
131 9.60 9.80 10.00 10.20
m/z 118.10 18.28%
146
5000
o1 115
Al 5
OI T T T I\III T T T I\lll T III\I T T T -
m/z--> 20 30 40 50 60 70 80 95 100 110 120 130 140 150 160 9.60 9.80 10.00 10.20

8270-BF052316.M Tue May 31 19:32:51 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 15 Benzene, pentamethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.44 3.46 ng 236328 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 94
2 6-Methvl-4-indanol 148 C10H120 020294-32-0 83
3 Benzene. 1.3-dimethvl-5-(1-methy... 148 C11H16 004706-90-5 76
4 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 76
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 70
Abundance Scan 775 (10.445 min): BF087550.D (-770) (-) m/z 133.10 100.00%
33
5000 148
77 °l 105115
39 51 45 160 10.20 10.40 10.60 10.80
0 m/z 148.10 38.20%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22771: Benzene, pentamethyl-
133
2000 148 10.20 10.40 10.60 10.80
oL 105 m/z 91.05 22 .06%
L 15z ®soes T TPHR |
mz-> 0 20 40 6 8 100 120 140 160
Abundance
133
148 ' 10.20 10.40 10.60 10.80
5000 m/z 147.10 19.94%
39 53 65 7 91 105 119
e L S L S WL WL B
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22830: Benzene, 1,3-dimethyl-5-(1-methylethyl)-
133 10.20 10.40 10.60 10.80
m/z 115.05 15.42%
5000
148
, B Y W e e
0: —— S ||‘|‘| ‘i‘:::‘:::: ...‘k“‘..‘.. S — T T T T T
m/z--> 0 20 40 60 80 100 120 140 160 10,20 10.40 10.60 10.80

8270-BF052316.M Tue May 31 19:32:52 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 16 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.58 5.53 ng 377405 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
3 Benzene. 1l-ethenvl-4-methvl- 118 C9H10 000622-97-9 80
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 76
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 58
Abundance Scan 787 (10.582 min): BF087550.D (-782) (-) m/z 131.10 100.00%
1us |
146
5000
9 105
39 51 g3 77 160 10.20 10.40 10.60 10.80 11.00
o m/z 118.10 73.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118 131
146
5000
27 39 91 105 10.20 10.40 10.60 10.80 11.00
15 63 77 m/z 146.10 57.16%
oupﬁq”HpuuM”m”.MLHJN”JP”.W”.J‘HLMHWJLPHWHH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118 131
146
10.20 10.40 10.60 10.80 11.00
5000 m/z 117.10 42 .54%
o1 105
27 3% 51 g3 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8976: Benzene, 1-ethenyl-4-methyl- Frr e e
118 10.20 10.40 10.60 10.80 11.00
m/z 115.10 32.26%
5000
91
P - 103
0”P”W”mP”L””L”WLMP”M“”P”'L”'w“”“'”ﬁ”“P”W””I IR VN R BN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10,20 10,40 10,60 10.80 11.00

8270-BF052316.M Tue May 31 19:32:53 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 17 1-Methylindan-2-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.88 4.77 ng 325790 Naphthalene-d8 9.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlindan-2-one 146 C10H100 035587-60-1 93
2 Benzene. (2-methvl-1-methvlenepr... 146 C11H14 017498-71-4 81
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 70
4 1H-Inden-1-one. 2.3-dihvdro-3-me... 146 C10H100 006072-57-7 68
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 58
Abundance Scan 813 (10.879 min): BF087550.D (-810) (-) m/z 131.05 100.00%
131
146
5000 103 5
51 77
39 63 a 160 10.60 10.80 11.00 11.20
o m/z 146.10 58.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21535: 1-Methylindan-2-one
131
146
5000
103 457 10.60 10.80 11.00 11.20
51 7 m/z 103.10 42 .73%
s 39 63 ‘ 91
O”P”W”JP”J””H“'JH'”WL”““W”MP”HL”P”W””P”W”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
131
10.60 10.80 11.00 11.20
5000 146 m/z 117.10 36.37%
91 103
51 77
115
Ol 22 3 & 123
mewmmmmmmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #21654: 1H-Indene, 2,3-dihydro-4,7-dimethyl- S REELEEaas R
131 10.60 10.80 11.00 11.20
m/z 77.05 28.12%
5000 146 vﬁN\J/\J\v~j“V/\Vf\AJJ\r\/\\J
oz % s & 7 N oastp
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 18 2-Ethyl-2,3-dihydro-1H-indene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.20 2.78 ng 150353 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-2.3-dihvdro-1H-i1ndene 146 C11H14 056147-63-8 62
2 Benzene. l-pentenvl- 146 Cl1l1H14 000826-18-6 50
3 Deltacvclene 118 C9H10 007785-10-6 42
4 7-Methvlindan-1-one 146 C10H100 039627-61-7 35
5 Benzene, 1-(chloromethyl)-3-ethe... 152 C9HOCI 039833-65-3 27

Abundance Scan 841 (11.199 min): BF087550.D (-838) (-) m/z 117.10 100.00%
117
5000
10.80 11.00 11.20 11.40 11.60
o} m/z 146.10 66 .36%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #21617: 2-Ethyl-2,3-dihydro-1H-indene
117
146
5000
131 10.80 11.00 11.20 11.40 11.60
9 m/z 115.05 45.24%
0'”I”'W'”'I”'ﬁ}”'Péﬁl”TZ'”'P'“lﬁ?'"”I”'W'”'P'“I”'W'”'P'”I”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
117
10.80 11.00 11.20 11.40 11.60
5000 m/z 118.10 36 .50%
9 1M 146
27 0 51 g 77 128
G A R LS SRR R AR RARAN RARAS LAY RARAS AL SARAN LARAS ALK SARAN EAARS LA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #8953: Deltacyclene
117 10.80 11.00 11.20 11.40 11.60
m/z 131.10 33.15%
5000
a9 91
PE | o]
N O | B SO SR et e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10,80 11.00 11.20 11.40 11.60

8270-BF052316.M Tue May 31 19:32:55 2016

Page: 20



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Naphthalene, 2,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.00 4.90 ng 264816 Acenaphthene-d10 12.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 95
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 90
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 90
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 90
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 90
Abundance Scan 911 (11.999 min): BF087550.D (-909) (-) m/z 141.10 100.00%
1l 156
55 83
5000
66 11.60 11.80 12.00 12.20 12.40
o m/z 156.10 81.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28482: Naphthalene, 2,7-dimethyl-
156
5000
141 11.60 11.80 12.00 12.20 12.40
m/z 163.00 81.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance
156
141
11.60 11.80 12.00 12.20 12.40
5000 m/z 83.10 59.77%
115
oL 1827 39 51 63 6 89 102 128
miz--> 20 40 60 80 100 120 140 160
Abundance #28488: Naphthalene, 2,6-dimethyl- AR A ma s SR
141 156 11.60 11.80 12.00 12.20 12.40
m/z 55.10 53.01%
- WV“M
115
o 63 128
..1.5|.2‘.7..%?..“..l“l.‘.”“‘l.‘8.‘9..];0‘.2..£|.“.‘..‘”..‘H‘ T R e L
m/z--> 20 40 60 80 100 120 140 160 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052916\
Data File : BF087550.D

Aca On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial =: 70 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF052316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 20 Hexadecanoic acid, butyl ester Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
16.93 3.99 ng 132089 Chrysene-di12 18.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 43
4 Decane. 2.2.3-trimethvl- 184 C13H28 062338-09-4 38
5 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 38

Abundance Scan 1342 (16.925 min): BF087550.D (-1340) (-) m/z 56.10 100.00%
56
41
5000
3 LU S SR
o7 10 g5 g1g 23977 16.60 16.80 17.00 17.20
0 m/z 57.10 60.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 RN PN SRR SR AN
41 16.60 16.80 17.00 17.20
1 ya 257 m/z 41.10 52.87%
0 2% 1l h H‘ M ]\-\(\)1 i 157 18\5 213 ‘ \‘ 283 312
m/z--> 25 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
16,60 16.80 17.00 17.20
5000 41 m/z 43.10 52.54Y%
73
o2 9711, 157 185 213 239257 Lo 3pp
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I I I I I

Abundance #81262: Pentadecane, 8-methylene- T T
16.60 16.80 17.00 17.20

m/z 55.05 38.66%

5000

3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 60 16. 80 17. 00 17. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052916\
Data File : BF087550.D

Acq On : 30 May 2016 14:46

Operator : UM/SJ

Sample : H3317-04

Misc :

ALS Vial : 70 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF052316_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.76 3.5 ng 125206 1 7.47 708498 20.0
unknown6.91 6.91 2.7 ng 96607 1 7.47 708498 20.0
unknown7 .13 7.13 92.5 ng 3275740 1 7.47 708498 20.0
Benzene, 1,4-diet... 7.91 3.4 ng 121930 1 7.47 708498 20.0
unknown8 .49 8.49 4.9 ng 173287 1 7.47 708498 20.0
1H-Indene, 2,3-di... 8.57 3.2 ng 221215 2 9.51 1364760 20.0
Benzene, 1,2,4,5-... 8.73 4.9 ng 331666 2 9.51 1364760 20.0
Azulene, 1,2,3,3a... 9.02 3.5 ng 237413 2 9.51 1364760 20.0
Indan, 1-methyl- 9.10 16.0 ng 1093780 2 9.51 1364760 20.0
2-0ctyne 9.27 5.8 ng 392251 2 9.51 1364760 20.0
1H-Indene, 2,3-di... 9.60 6.4 ng 439352 2 9.51 1364760 20.0
Naphthalene, 1,2,... 9.91 3.0 ng 204351 2 9.51 1364760 20.0
Benzene, pentamet... 10.44 3.5 ng 236328 2 9.51 1364760 20.0
Naphthalene, 1,2,... 10.58 5.5 ng 377405 2 9.51 1364760 20.0
1-Methylindan-2-one 10.88 4.8 ng 325790 2 9.51 1364760 20.0
2-Ethyl-2,3-dihyd... 11.20 2.8 ng 150353 3 12.33 1080750 20.0
Naphthalene, 2,7-... 12.00 4.9 ng 264816 3 12.33 1080750 20.0
Hexadecanoic acid... 16.93 4.0 ng 132089 5 18.47 662444 20.0
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