LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 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-BF043015.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 1.656 37 41 44 rVB 502863 838002 20.25% 2.505%
2 1.770 50 51 55 rBv 337999 470774 11.38% 1.407%
3 1.838 55 57 61 rvv 913142 1102101 26.63% 3.294%
4 1.907 61 63 91 rVB 1721843 4137810 100.00% 12.368%
5 5.165 346 348 354 rVB 98566 126042 3.05% 0.377%
6 5.645 388 390 393 rBV 809258 1101675 26.62% 3.293%
7 6.902 498 500 502 rBV 906012 824377 19.92% 2.464%
8 7.062 512 514 517 rVB 1884721 1784332 43.12% 5.334%
9 7.359 537 540 542 rBV 419611 418915 10.12% 1.252%
10 7.542 554 556 558 rBY 1746518 1603833 38.76% 4.794%
11 7.576 558 559 561 rVB 65120 48278 1.17% 0.144%
12 7.668 565 567 569 rVB 98508 85778 2.07% 0.256%
13 7.782 572 577 580 rBV 49804 62383 1.51% 0.186%

14 8.045 598 600 604 rvB2 1500281 1577433 38.12% 4_.715%
15 8.308 621 623 626 rVB 216589 183240 4.43% 0.548%

16 8.536 638 643 644 rBv3 170009 248856 6.01% 0.744%
17 8.616 647 650 652 rBvV 551001 631813 15.27% 1.889%
18 8.936 672 678 679 rBvV 584907 838919 20.27% 2.508%
19 8.959 679 680 682 rvv 103804 142676 3.45% 0.426%
20 8.993 682 683 686 rvB 140064 165318 4._00% 0.494%

21 9.062 686 689 690 rvB2 39854 59204 1.43% 0.177%
22 9.176 697 699 702 rBV 154396 212892 5.15% 0.636%
23 9.245 703 705 706 rBvV 174193 175368 4.24% 0.524%
24 9.279 706 708 710 rBV2 75958 128036 3.09% 0.383%
25 9.416 718 720 722 rVB 186074 174991 4.23% 0.523%

26 9.519 725 729 731 rVV 223824 234755 5.67% 0.702%
27 9.565 731 733 734 rVV 170827 178043 4 _30% 0.532%
28 9.588 734 735 737 rvv2 43653 58916 1.42% 0.176%
29 9.634 737 739 741 rVV 75749 110220 2.66% 0.329%
30 9.668 741 742 745 rvv2 139315 145140 3.51% 0.434%

31 9.759 747 750 752 rvV 385795 407249 9.84% 1.217%
32 9.805 752 754 756 rVB 36188 52495 1.27% 0.157%
33 9.931 764 765 766 rBV 32514 41385 1.00% 0.124%
34 9.965 766 768 769 rvVv 124936 143007 3.46% 0.427%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 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-BF043015.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.988 769 770 773 rVB3 50952 92761 2.24% 0.277%
36 10.068 773 777 779 rBV 37628 83423 2.02% 0.249%
37 10.114 779 781 782 rVvV 47815 88593 2.14% 0.265%
38 10.136 782 783 784 rVvV 65351 51050 1.23% 0.153%
39 10.182 784 787 790 rvV 26287 63716 1.54% 0.190%
40 10.228 790 791 793 rvVv 43261 62522 1.51% 0.187%

41 10.285 793 796 798 rvV 1963319 2680582 64.78% 8.013%
42 10.468 809 812 813 rvv 90294 138171 3.34% 0.413%
43 10.525 815 817 819 rVB 79579 126575 3.06% 0.378%
44 10.594 819 823 828 rBV 206897 360655 8.72% 1.078%
45 10.685 828 831 837 rBv2 325564 493892 11.94% 1.476%

46 10.776 837 839 842 rvv 33209 76921 1.86% 0.230%
47 10.834 842 844 847 rvV 205449 303267 7.33% 0.907%
48 10.937 850 853 855 rBvV 134710 123122 2.98% 0.368%
49 11.108 866 868 870 rBV 710336 704507 17.03% 2.106%
50 11.154 870 872 877 rVB 70210 114621 2.77% 0.343%

51 11.245 877 880 884 rBv2 35151 78989 1.91% 0.236%
52 11.302 884 885 889 rBvV 27014 51386 1.24% 0.154%
53 11.371 889 891 893 rvv 113864 135099 3.26% 0.404%
54 11.417 893 895 897 rvB 66701 70956 1.71% 0.212%
55 11.508 901 903 905 rBV 75506 98090 2.37% 0.293%
56 11.622 909 913 914 rBV2 42469 73293 1.77% 0.219%
57 11.645 914 915 918 rVB2 44018 49515 1.20% 0.148%

58 11.794 926 928 930 rBV3 115926 139423 3.37% 0.417%
59 11.874 932 935 939 rBvV 196454 239997 5.80% 0.717%
60 12.091 951 954 956 rvvV 1601986 1702499 41.14% 5.089%

61 12.251 966 968 969 rvv 47219 53581 1.29% 0.160%
62 12.514 989 991 993 rvv 57617 72781 1.76% 0.218%
63 12.845 1017 1020 1021 rBV 30953 49682 1.20% 0.149%
64 12.960 1027 1030 1031 rVvVv 595811 697256 16.85% 2.084%
65 13.028 1034 1036 1038 rBV2 22054 42658 1.03% 0.128%
66 13.097 1041 1042 1049 rVB 24052 44704 1.08% 0.134%

67 13.908 1112 1113 1116 rVB2 86987 128756 3.11% 0.385%
68 14.263 1141 1144 1146 rBV2 58146 108435 2.62% 0.324%
69 14.388 1152 1155 1158 rVB 31346 45862 1.11% 0.137%
70 14.777 1186 1189 1191 rBV 277044 322813 7.80% 0.965%

71 14.868 1196 1197 1202 rVB 52589 45780 1.11% 0.137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.960 1202 1205 1207 rBVY 2332983 3174852 76.73% 9.490%
73 15.668 1265 1267 1269 rBV 211468 211878 5.12% 0.633%

74 15.726 1271 1272 1274 rVV 37412 41841 1.01% 0.125%
75 16.160 1307 1310 1313 rBV 64589 89754 2.17% 0.268%
76 16.286 1318 1321 1323 rBV 526042 723499 17 .49% 2.163%
77 16.594 1345 1348 1350 rBV 39277 54016 1.31% 0.161%
78 17.017 1382 1385 1388 rBV2 38728 52650 1.27% 0.157%
79 17.440 1420 1422 1426 rBV2 35833 49259 1.19% 0.147%

80 18.149 1481 1484 1490 rBV 517323 726669 17 .56% 2.172%

Sum of corrected areas: 33454607
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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: BF078912.D
2500000

7.06
2000000 191 7.54

1500000

1.4 6.90

5.64
1000000 166

1. 7.36
500000

5.16 4
L 387/ 78

S

Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF078912.D
2500000

10.29

2000000 12.09

8.04

1500000

1000000 1111

500000

12.2512.51 12, 13.91 14639

L

T T
Time--> 8.00 8.50 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: BF078912.D

2500000 14,96

2000000
1500000

1000000
16.29 18.15

14.78
500000 15.67
A4ﬁ( 73 16.1 1659 17.02 17.44

T

Time--> 15.00 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 : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

1.84 52.62 ng 1102100 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 57 (1.838 min): BF078912.D (-55) (-) m/z 73.10 100.00%
7B
5000
43
55 87
37 o7 1.60 1.80 2.00 2.20
Ol e S m/z 43.10  35.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 IRREERAREE AR RN A
43 1.60 1.80 2.00 2.20
55 87 m/z 55.05 27.56%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
160 1.80 200 2.20
5000 - m/z 87.05 25.37%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methyl- LI L L L LB B
73 1.60 1.80 2.00 2.20
m/z 41.10 12.60%
5000 43
58
0"w'“'w'mw“'w‘“'w'“l“'w'“'w'ml“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

5.16 6.02 ng 126042 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2-Heptanone. 7.7-dichloro- 182 C7H12CI20 066241-43-8 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 348 (5.165 min): BF078912.D (-346) (-) m/z 43.05 100.00%
43
5000 59
101 4.80 5.00 5.20 5.40
83 : : : :
o...,....,....,..3.6.','::..,“?3.-:~.|,....,....,.~...,...:,|....,. m/z 59.10 49.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R LN UL
59 480 500 520 540
m/z 58.10 19.24%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
5000 m/z 101.10 16.59%
101
o 15 5 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one LI L L B LB L L B
43 4.80 5.00 5.20 5.40
m/z 41.10 7.93%
5000
55
0 |, 37, 49 | 571 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 unknown7.06 Concentration Rank 2

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

7.06 85.19 ng 1784330 1,4-Dichlorobenzene-d4 7.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 514 (7.062 min): BF078912.D (-512) (-) m/z 132.00 100.00%
32
5000 68
2 s | 75 % 104 680 7.00 7.20 7.40
o T Mo W P -/ S N~ -~ B | N m/z 68.10 42.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL UL IR
6.80 7.00 7.20 7.40
3 78 m/z 134.00 31.86%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
680 7.00 7.20 7.40
5000 m/z 66.10 27 .90%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e
132 6.80 7.00 7.20 7.40

m/z 69.10 16.91%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 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\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 15

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

8.54 5.93 ng 248856 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 94
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 91
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 90
4 Benzene. 2-butenvl- 132 C10H12 001560-06-1 90
5 Benzene, l-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 87

Abundance Scan 643 (8.536 min): BF078912.D (-638) (-) m/z 117.10 100.00%
117
5000 132 n
91
3 51, 65 77 10 |II | 8.20 8.40 8.60 8.80
O L L A N I m/z 132.10 43.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13606: 1H-Indene, 2,3-dihydro-4-methyl-
117 ﬁ
5000
132 8.20 8.40 8.60 8.80
m/z 115.10 26.75%
39 91
27 65 77
0 “|'"'|“"h'"'H“"|""w"“l"“|t"'}9%%}9jllw"'j”"'w'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117
8.20 8.40 8.60 8.80
5000 m/z 131.10 23.52%
91 132
39 =1 77
G- B SN o N
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117 8.20 8.40 8.60 8.80
m/z 91.10 14.78%
5000 132
39 91
LT T e e | 10310 125“
m/z--> 20 30 40 5'0 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Benzene, (l1-methyl-1-propen... Concentration Rank 7

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

8.62 15.06 ng 631813 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 81
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 76
3 1H-Indene. 2.3-dihvdro-2-methvl- 132 C10H12 000824-63-5 76
4 1H-Indene. 2.3-dihvdro-4-methvl- 132 C10H12 000824-22-6 76
5 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 70

Abundance Scan 650 (8.616 min): BF078912.D (-647) (-) m/z 117.10 100.00%
147
5000 132

39 51 65 77 ‘ || e 8.20 8.40 8.60 8.80 9.00
0.,....,....',....,'.-...,.'!'..,...'.,.... N—. ...'.',-....“,.'... | m/z 119.10  40.84%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #13625: Benzene, (1-methyl-1-propenyl)-, (E)-
117

5000
8.20 8.40 8.60 8.80 9.00

m/z 132.10 40.64%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance

117
8.20 8.40 8.60 8.80 9.00
5000 132 m/z 115.10 30.60%
91
51 77
27 39 58 & 84 98105

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13614: 1H-Indene, 2,3-dihydro-2-methyl-
1

8.20 8.40 8.60 8.80 9.00
m/z 131.10 20.09%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 8.20 840 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 18

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

9.18 5.08 ng 212892 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 003877-19-8 96
2 2(1H)-Naphthalenone. 3.4-dihvdro- 146 C10H100 000530-93-8 59
3 Naphthalene. 2-ethvl-1.2.3.4-tet... 160 C12H16 032367-54-7 53
4 Naphthll.2-bloxirene. l1a.2.3.7b-... 146 C10H100 002461-34-9 50
5 2-Azetidinone, 4-phenyl- 147 C9HONO 005661-55-2 49

Abundance Scan 699 (9.176 min): BF078912.D (-697) (-) m/z 104.10 100.00%
104
5000 o1 146
115 131 L e e
39 51 65 8 C 162 8.80 9.00 9.20 9.40 9.60
Oberrrrrrrrlirre et eyttt il 282 Tm/z 91.10 37.69%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20761: Naphthalene, 1,2,3,4-tetrahydro-2-methy!-
104
5000 146
91 8.80 9.00 9.20 9.40 9.60
s 181 m/z 146.10 36.99%
0.,..2.‘.7,...:??‘....?.1...,.?‘.5.,...7‘ﬁ....,l... - ..‘l‘l,...‘l‘i‘a...,..‘.‘.,....,....,.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
104
146
8.80 9.00 9.20 9.40 9.60
5000 m/z 131.10 20.71%
117
. 39 5058 g5 /8 91 131
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #29431: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104 8.80 9.00 9.20 9.40 9.60
m/z 115.10 18.26%
5000 131
o1 160
27 39 g 78 117
0 w"M\'“jﬂ“"ﬂ“'w??“W“'wv"ﬁ*'“ NL'I“h‘P'“Ml'“l}ﬂél“"ﬁ"W'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.80 9.00 9.20 9.40 9.60

8270-BF043015.M Tue May 05 12:31:09 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17

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

9.52 5.60 ng 234755 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 93
2 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 90
3 .alpha...beta...beta.-Trimethvls... 146 C11H14 000769-57-3 81
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 81
5 1H-Indene,2,3-dihydro-2,2-dimethyl- 146 C11H14 020836-11-7 76

Abundance Scan 729 (9.519 min): BF078912.D (-725) (-) m/z 131.10 100.00%
5000
146
91
115
39 51 63 77 | 103 | I|I“ 162 9.20 9.40 9.60 9.80
0"'I""I""I""II'"'II""'I'I"I"I""I'I""'I""I"""I"!"I"'I'I'I"'I"l'l'l""l""l' m/z 146.10 33.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20748: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131
5000
146 9.20 9.40 9.60 9.80
7 a9 115 m/z 135.00 22 .25%
0 15 L 5\\]\- 6\? \7\7 o ]TQS ‘\‘ \H\‘ 1
m/z--> 10 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
5000 m/z 91.10 20.45%

146
27 39 51 e4 77 9 110

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120130 140 150 160
Abundance #20750: .alpha.,.beta.,.beta.-Trimethylstyrene
131 9.20 9.40 9.60 9.80
146 m/z 136.00 18.37%
5000 o1
39 51 g 7 105 11°
o N P | .
T T e e e e R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80

8270-BF043015.M Tue May 05 12:31:10 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 20

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

9.56 4.24 ng 178043 Naphthalene-d8 8.94
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 94
3 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 70
4 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 70
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 70

Abundance Scan 733 (9.565 min): BF078912.D (-731) (-) m/z 131.05 100.00%
131
118 146
5000
91 105
40 51 65 17 60 9.20 9.40 9.60 9.80
0 ! m/z 146.10 57.65%
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!-
118 131
146
5000
27 39 91 105 9.20 9.40 9.60 9.80
15 51 g3 77 m/z 118.10 54.10%
Onw“wn“mnHanMHMLﬂJwnnanWM-J‘nﬂanmﬂwnwm-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118 131
146
9.20 9.40 9.60 9.80
5000 m/z 117.05 26.81%
o1 105
o7 39 51 g3 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20746: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131 9.20 9.40 9.60 9.80
m/z 115.05 22 .87%
5000 146
7P ey 7w S5 )
) | PR T NSRRI 1AM 1OV VRN Mot ..l‘. 11| ! |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80

8270-BF043015.M Tue May 05 12:31:11 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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, 1,2,3,4-tetrah... Concentration Rank 10

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

9.76 9.71 ng 407249 Naphthalene-d8 8.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
3 Benzene. (1-methvl-1-butenvl)- 146 C11H14 053172-84-2 76
4 1H-Inden-1-one. 2.3-dihvdro-2-me... 146 C10H100 017496-14-9 74
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 70

Abundance Scan 750 (9.759 min): BF078912.D (-747) (-) m/z 131.10 100.00%
18 146
5000
105
91

9 51 63 77 ‘ | 9.40 9.60 9.80 10.00
o..,....,....,....,....,'....,.'.--..,.~..':-,....,....,.-'...,..!',...m m/z 118.10 66.80%
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
105 9.40 9.60 9.80 10.00
7 39 51 g3 77 H m/z 146.10 62.19%
c.w”.w”ﬂw”.im.ﬂh.wm‘,:Jh”.q”.wﬂ..”.h”.ML.WHU,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
118 131
146 9.40 9.60 9.80 10.00
5000 m/z 117.05 35.26%
27 39 91 105
15 51 o3 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20729: Benzene, (1-methyl-1-butenyl)-
131 9.40 9.60 9.80 10.00
m/z 105.10 29.18%
146
5000 91
115
77
27 39 51 ‘ 10
o.w”.w”.w”.hh.qh.wﬁ‘ uwhn.qh..WM.HJlHJML.WHM,””
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.40 9.60 9.80 10.00

8270-BF043015.M Tue May 05 12:31:11 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.59 10.24 ng 360655 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
Abundance Scan 823 (10.594 min): BF078912.D (-819) (-) m/z 156.10 100.00%
36
141
5000
10.20 10.40 10.60 10.80 11.00
of m/z 141.05 73 .33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
11 1%
5000
10.20 10.40 10.60 10.80 11.00
115 108 m/z 155.10 37.21%
a4 2 @ Ve |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
10.20 10.40 10.60 10.80 11.00
5000 m/z 115.10 17.20%
115
128
o 27 39 51 63 76 g9 45
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27164: Naphthalene, 2,3-dimethyl- R b e I S L
141 156 10.20 10.40 10.60 10.80 11.00
m/z 128.10 14 _.81%
5000
115
63 76 128
i |1|5| .2‘.7. |3\|9| .5“:.L.‘|“l "'Mlhl I%QI .1|Q.2. i ‘; I Al I\I‘I I\H\‘I ———r it oA A A A A e
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00

8270-BF043015.M Tue May 05 12:31:13 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,7-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.69 14.02 ng 493892 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
Abundance Scan 831 (10.685 min): BF078912.D (-828) (-) m/z 156.10 100.00%
141 136
5000
10.40 10.60 10.80 11.00
of m/z 141.10 81.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27195: Naphthalene, 1,6-dimethyl-
11 1%
5000
10.40 10.60 10.80 11.00
115 15 m/z 155.10 32.03%
a4 2 S e |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 196
10.40 10.60 10.80 11.00
5000 m/z 115.05 18.39%
115
128
15 27 3 51 B 7T g9 0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #27183: Naphthalene, 2,6-dimethyl- L EEas B L S
141 186 10.40 10.60 10.80 11.00
m/z 153.10 15.41%
5000
115 1o8
63 77
: .1.5| .2‘.7. |3\|9| IS\\:ILI I“l .‘.”H‘l |§9| Il|q|2| .‘k T .“.‘ : "|" I\H\‘ R E e
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF043015.M Tue May 05 12:31:13 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Naphthalene, 1,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.83 8.61 ng 303267 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
2 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
Abundance Scan 844 (10.834 min): BF078912.D (-842) (-) m/z 141.10 100.00%
141 156
5000
63 77 1o 128 10.60 10.80 11.00 11.20
40 51 89 : : : :
o...,....';..u..,':.-.n!'-,..-..1,0.2..|.,.~k|4ﬁ4r 172 m/z 156.10 92.31%
m/z--> 20 40 60 80 100 120 140 160
Abundance #27173: Naphthalene, 1,5-dimethyl-
156
141
5000
10.60 10.80 11.00 11.20
115 m/z 155.10 23.20%
ol 15 27 39 51 68 1 g9 100 18 | |
m/z--> 20 40 60 80 100 120 140 160
Abundance
156
141
10.60 10.80 11.00 11.20
5000 m/z 115.05 18.72%
115
o 28 30 51 63 © g9 10 128
miz--> 20 40 60 80 100 120 140 160
Abundance #27170: Naphthalene, 1,3-dimethyl- A B S
156 10.60 10.80 11.00 11.20
. m/z 128.10 14.60%
5000
115
o 27 30 51 63 76 g9 102 |° 1 | ]
m/z--> 20 40 60 80 100 120 140 160 ' 10,60 10.80 11.00 11.20

8270-BF043015.M Tue May 05 12:31:14 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 1-Isopropenylnaphthalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.87 6.81 ng 239997 Acenaphthene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-1sopropenvinaphthalene 168 C13H12 001855-47-6 81
2 1.1"-Biphenvl. 3-methvl- 168 C13H12 000643-93-6 70
3 1.1"-Biphenvl. 2-methvl- 168 C13H12 000643-58-3 64
4 1.1"-Biphenvl. 4-methvl- 168 C13H12 000644-08-6 58
5 Naphthalene, 1-(2-propenyl)- 168 C13H12 002489-86-3 58
Abundance Scan 935 (11.874 min): BF078912.D (-932) (-) m/z 168.10 100.00%
168
153
5000 \
51 63 115 1g 139 11.60 11.80 12.00 12.20
o...,....3?....,'...:,'":.-.?ﬁ‘...'.,....',-.. | m/z 153.05 66.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34868: 1-Isopropenylnaphthalene
153
168
5000
11.60 11.80 12.00 12.20
m/z 167.10 58.76%
ol 21 B % B g D g US| ||
miz--> '”2'0””4'0””6'0””8'0””160””156”'14'16”'11'36”'15'36
Abundance
168
11.60 11.80 12.00 12.20
5000 m/z 165.10 43.23%
152
ol 15 27 39 51 63 8291 45, 115 15139
mz-> 20 40 60 80 100 120 140 160 180
Abundance #34878: 1,1-Biphenyl, 2-methyl-
168 11.60 11.80 12.00 12.20
m/z 152.10 37 .85%
5000
153
0 28 39 51 63 74 ” 92 102 115 128 141 “ ‘H
A A A A ST AR ARV A N 11.60 11.80 12,00 12.20

8270-BF043015.M Tue May 05 12:31:16 2015 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.78 8.92 ng 322813 Chrysene-di12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 32
4 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 27
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 27
Abundance Scan 1189 (14.777 min): BF078912.D (-1186) (-) m/z 56.10 100.00%
56
5000
73 129 239257
3 or 1 157 185 213 312 14.40 14.60 14.80 15.00
Obrr vt m/z 57.05 53.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000
29 73 14.40 14.60 14.80 15.00
m/z 43.05 39.06%
o \‘ I ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2§0 360
Abundance
56
14.40 14.60 14.80 15.00
5000 m/z 41.10 37.89Y%
29 3 129 230 2>
97113 157 185 213 og3 312
O R R R A L A LAl A L) SRR LAl SARSN LARA AR LARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester BB e
57 14.40 14.60 14.80 15.00
m/z 55.10 30.98%
5000 4
{ 239 957
AR w-J N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 40 14. 60 14. 80 15. 00

8270-BF043015.M Tue May 05 12:31:17 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050415\
Data File : BF078912.D

Aca On : 4 May 2015 12:08

Operator : TP/1Z

Sample : 6G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 Octadecanoic acid, butyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.67 5.86 ng 211878 Chrysene-d12 16.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 72
3 Cvclobutane. 1.l1-dimethvl-2-octvl- 196 C14H28 062338-30-1 38
4 Cvclobutane. 1-hexvl-2.3-dimethvl- 168 C12H24 055170-84-8 38
5 Cyclopropane, 1-(1-methylethyl)-._.. 210 C15H30 041977-39-3 38

Abundance Scan 1267 (15.668 min): BF078912.D (-1265) (-) m/z 56.10 100.00%
56
5000
73
A 1, 129 185 ony 267285 15.40 15.60 15.80 16.00
N = 208 m/z 57.10 60.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 ‘AT-u-- A AU
15.40 15.60 15.80 16.00
29 129 m/z 43.05  44.82%
185 267 285
O.l.‘...l...‘ M H . \M\ .““ uh o ”];|57”” ”” .2.:.|'.3...2.4.1... .‘... l‘... ?.].':!' |”3:4|0”
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
56
15,40 15.60 15.80 16.00
5000 m/z 41.10 36.76%
229
73 211
129 284
ol % 101 157 % 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- R R
56 15.40 15.60 15.80 16.00
m/z 55.05 31.79%
5000
28
ol ' ‘ 8 111 140 168 196
m/z--> ﬁobeommmmmmmmmmnmm%mmﬁmmﬁo 1540 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050415\
Data File : BF078912.D

Acq On : 4 May 2015 12:08

Operator : TP/1Z

Sample : G1999-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.84 52.6 ng 1102100 1 7.36 418915 20.0
2-Pentanone, 4-hy... 5.16 6.0 ng 126042 1 7.36 418915 20.0
unknown? .06 7.06 85.2 ng 1784330 1 7.36 418915 20.0
1H-Indene, 2,3-di... 8.54 5.9 ng 248856 2 8.94 838919 20.0
Benzene, (1-methy... 8.62 15.1 ng 631813 2 8.94 838919 20.0
Naphthalene, 1,2,... 9.18 5.1 ng 212892 2 8.94 838919 20.0
1H-Indene, 2,3-di... 9.52 5.6 ng 234755 2 8.94 838919 20.0
Naphthalene, 1,2,... 9.56 4.2 ng 178043 2 8.94 838919 20.0
Naphthalene, 1,2,... 9.76 9.7 ng 407249 2 8.94 838919 20.0
Naphthalene, 1,6-... 10.59 10.2 ng 360655 3 11.11 704507 20.0
Naphthalene, 1,7-... 10.69 14.0 ng 493892 3 11.11 704507 20.0
Naphthalene, 1,5-... 10.83 8.6 ng 303267 3 11.11 704507 20.0
1-Isopropenylnaph... 11.87 6.8 ng 239997 3 11.11 704507 20.0
Hexadecanoic acid... 14.78 8.9 ng 322813 5 16.29 723499 20.0
Octadecanoic acid... 15.67 5.9 ng 211878 5 16.29 723499 20.0
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