LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 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-BF031115.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 1.458 46 50 52 rvB 252827 395573 19.39% 2.046%
2 1.618 61 64 67 rvB 243531 323479 15.85% 1.673%
3 1.676 67 69 78 rvv 64492 138014 6.76% 0.714%
4 1.790 78 79 103 rVvB 668474 1227790 60.18% 6.350%
5 4.167 285 287 296 rVB 22795 37260 1.83% 0.193%
6 4.316 296 300 304 rBV2 14150 25755 1.26% 0.133%
7 4.933 353 354 359 rVB 52264 60117 2.95% 0.311%
8 5.459 397 400 403 rVB 568928 581447 28.50% 3.007%
9 5.870 434 436 437 rBV 25936 29295 1.44% 0.152%
10 5.950 439 443 446 rBV3 10001 27075 1.33% 0.140%

11 6.739 509 512 514 rBV 390500 386422 18.94% 1.999%
12 6.876 522 524 527 rBV 1030604 1143190 56.03% 5.912%
13 7.093 540 543 547 rBv4 9351 25585 1.25% 0.132%
14 7.173 547 550 552 rBV 260972 318132 15.59% 1.645%
15 7.356 563 566 568 rBV 1269017 1154223 56.57% 5.969%

16 7.596 584 587 590 rBV3 23196 43532 2.13% 0.225%
17 7.859 608 610 613 rVB 819998 831873 40.77% 4_.302%
18 8.019 623 624 626 rVB 22278 21403 1.05% 0.111%
19 8.122 630 633 635 rvB2 42219 56910 2.79% 0.294%
20 8.156 635 636 639 rBvV3 21080 27427 1.34% 0.142%
21 8.339 649 652 656 rVvB3 16860 38284 1.88% 0.198%
22 8.430 658 660 663 rVvB3 12500 22884 1.12% 0.118%
23 8.488 663 665 667 rBvV3 20508 27147 1.33% 0.140%
24 8.533 667 669 673 rvB2 20021 26626 1.31% 0.138%

25 8.659 676 680 682 rBvV3 56035 105698 5.18% 0.547%

26 8.751 684 688 690 rBvV 347386 520733 25.52% 2.693%

27 8.796 690 692 695 rVB3 14593 28267 1.39% 0.146%
28 8.865 695 698 701 rvB2 28528 52430 2.57% 0.271%
29 8.922 701 703 704 rBV 27708 30756 1.51% 0.159%

30 8.991 704 709 716 rVB4 61587 157517 7.72% 0.815%

31 9.093 716 718 722 rBV3 40237 80377 3.94% 0.416%
32 9.185 722 726 728 rBV 92993 168138 8.24% 0.870%
33 9.333 735 739 744 rVB5 54870 205862 10.09% 1.065%
34 9.425 744 747 748 rBV2 58205 87603 4._.29% 0.453%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 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-BF031115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.505 752 754 755 rvV 24288 40728 2.00% 0.211%

36 9.528 755 756 761 rvv3 77172 207538 10.17% 1.073%
37 9.631 762 765 766 rvv2 53606 122428 6.00% 0.633%
38 9.665 766 768 771 rVvv3 73268 134461 6.59% 0.695%
39 9.722 771 773 774 rVV 58686 106245 5.21% 0.549%
40 9.745 774 775 778 rVvV2 123423 154165 7.56% 0.797%

41 9.791 778 779 781 rvv2 63396 83070 4_.07% 0.430%
42 9.836 781 783 785 rvv2 89508 152387 7.47% 0.788%
43 9.893 785 788 789 rvv2 71216 107447 5.27% 0.556%

44 9.939 789 792 794 rVvVv3 40100 92335 4_.53% 0.478%
45 9.985 794 796 798 rvv2 41458 59942 2.94% 0.310%
46 10.019 798 799 801 rvv2 29208 49046 2.40% 0.254%
47 10.054 801 802 803 rvv 71140 76214 3.74% 0.394%
48 10.088 803 805 808 rvv 1823035 1821870 89.29% 9.422%
49 10.179 811 813 814 rBV 33969 58210 2.85% 0.301%

50 10.236 816 818 822 rvv4 50879 129703 6.36% 0.671%

51 10.305 822 824 826 rvv3 73018 101187 4._.96% 0.523%
52 10.351 826 828 831 rVvB4 42850 67403 3.30% 0.349%
53 10.488 831 840 843 rBv4 123566 471063 23.09% 2.436%
54 10.556 843 846 848 rvv4 92333 188600 9.24% 0.975%
55 10.602 848 850 856 rvB5 75948 234665 11.50% 1.214%

56 10.751 861 863 864 rvB2 60470 75158 3.68% 0.389%
57 10.854 870 872 874 rVB2 40974 44189 2.17% 0.229%
58 10.911 875 877 879 rVvB2 490335 541609 26.55% 2.801%
59 11.265 905 908 911 rBv4 60702 118745 5.82% 0.614%

60 11.414 919 921 923 rBV2 49766 84417 4.14% 0.437%
61 11.539 930 932 935 rVB3 42211 70181 3.44% 0.363%
62 11.585 935 936 938 rBvV2 33514 46780 2.29% 0.242%
63 11.619 938 939 942 rBV2 59365 95054 4.66% 0.492%

64 11.814 955 956 961 rvB2 67779 116177 5.69% 0.601%
65 11.894 961 963 965 rBV 1108391 1103696 54.09% 5.708%

66 11.939 965 967 972 rVB4 37739 82958 4_.07% 0.429%
67 12.042 974 976 980 rBV5 41990 82836 4._.06% 0.428%
68 12.751 1036 1038 1040 rBV 560236 529758 25.96% 2.740%
69 13.482 1100 1102 1105 rBV 77216 131221 6.43% 0.679%
70 14.751 1210 1213 1215 rBV 1992355 2040300 100.00% 10.552%

71 15.917 1313 1315 1320 rBV 87368 136979 6.71% 0.708%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 16.031 1323 1325 1328 rBV 445622 566047 27.74% 2.927%
73 17.780 1475 1478 1481 rBV 484359 603960 29.60% 3.124%

Sum of corrected areas: 19335596
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF031115\
BFO77715.D
12 Mar 2015
TP/1Z
G1474-11

w
33

5:34

Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BFO77715.D

7.36

6.88

1.79
5.46

6.74
1.46 62

.6

7.17

7. 7.60

4.12.32 5.805

Ob——

Time-->  1.00

1.50

2.00 2.50

T
3.00 3.50

I
4.00 4.50

6.00 6.50

7.00 7.50

Abundance

2000000

1500000

1000000

7.86

500000

TIC: BFO77715.D

10.09

11.89

8.691038, 336855,

Time-->

8.00

12.00

12.50 13.00 13.50

9.50 10.00

10.50 11.00 11.50

8.50

14.00

Abundance
14
2000000

1500000

1000000

500000

0

TIC: BFO77715.D

75

16.03 17.78

15.9

Time-->

19.50 20.00

18.50 19.00

17.50 18.00

16.50 17.00

15.00 15.50 16.00

20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.62 20.34 ng 323479 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 64 (1.618 min): BFO77715.D (-61) (-) m/z 73.10 100.00%
3
5000
43
55 87 ———
. 0 | 120 1.40 1.60 1.80 2.00
1 S X I FOUORSNY  U F— m/z 43.10 35.05%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 87.10 25.27%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
SRR AR AR RARRE R
1.20 1.40 1.60 1.80 2.00
5000 43 m/z 55.05 24 .66%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- AR R A R E )
7B 1.20 1.40 1.60 1.80 2.00
m/z 71.10 11.51%
5000
45
0~ '|""J|" "|""'ﬁ0'?§'| "§?|' Ty ""%O}"'I [T
m/z--> 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.88 Concentration Rank 3

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

6.88 71.87 ng 1143190 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 524 (6.876 min): BF077715.D (-522) (-) m/z 132.00 100.00%
132
5000 68
96 R U S R
40 54 - | 106 J 6.60 6.80 7.00 7.20
0 AN N A | R m/z 68.10 44.94%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U S R L
6.60 6.80 7.00 7.20
2 51 m/z 134.00 31.89%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20
5000 m/z 66.10 27 .80%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.05 17.49%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. USSR | G A G —
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Bromoacetic acid, l-cyclope... Concentration Rank 13

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

8.99 6.05 ng 157517 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. l1l-cvclopentvle... 234 C9H15Br02 1000282-66-7 50
2 1.3-Pentadiene. 2.4-dimethvl- 96 C7H12 001000-86-8 43
3 2-Oxabicvclol2.2_1Theptane. 1.3.... 154 C10H180 015404-56-5 43
4 1.4-Hexadiene. 4-methvl- 96 C7H12 001116-90-1 38
5 1,3-Pentadiene, 2,3-dimethyl- 96 C7H12 001113-56-0 38

Abundance Scan 709 (8.991 min): BFO77715.D (-704) (-) m/z 81.10 100.00%
5000
146 162 8.60 8.80 9.00 9.20 9.40
o m/z 96.10 83.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78888: Bromoacetic acid, 1-cyclopentylethyl ester
96
81
5000 55 VRS A L U
8.60 8.80 9.00 9.20 9.40
41 121 m/z 55.05 53.47%
| - .U. \Mhl TS PR WllpgulH,,,%ﬁgll%?5}§§, .
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
8l gg
8.60 8.80 9.00 9.20 9.40
5000 m/z 97.10 45 _.58%
41
53
27 67
15
G R S L S B WL L SIS UL S o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25752: 2-Oxabicyclo[2.2.1]heptane, 1,3,3,7-tetramethyl-, ... L s
43 81 96 8.60 8.80 9.00 9.20 9.40
m/z 41.10 43_.41%
5000 55
154
125
ik
OIIIIIUIIIIIIH\I\Hle‘lwllw‘lll\l‘lll‘lllI\IIIIIIIIIIIIIIIII A B B R
m/z--> 20 60 80 100 120 140 160 180 200 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\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 trans,trans-3,5-Heptadien-2... Concentration Rank 12

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

9.18 6.46 ng 168138 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans-3.5-Heptadien-2-one 110 C7H100 018402-90-9 59
2 2-Furanecarboxvlic acid. 3.5-dim... 222 C13H1803 1000278-87-2 59
3 Furan. 2-ethvl-5-methvl- 110 C7H100 001703-52-2 58
4 Borneol 154 C10H180 010385-78-1 50
5 Ethanone, 1-(2-furanyl)- 110 C6H602 001192-62-7 50

Abundance Scan 726 (9.185 min): BF077715.D (-722) (-) m/z 95.10 100.00%
95
5000
41 55 ‘ 111 S N
137 159 8.80 9.00 9.20 9.40 9.60
O I||I|I.|.||I.|I Il.u I.... o 125 m/z 69.10 33.04%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #5713. trans,trans-3,5-Heptadien-2-one
95
67
5000 SRS VAR AR
41 110 8.80 9.00 9.20 9.40 9.60
m/z 111.10 28 .53%
m/z--> 20 Jo éo 80 100 150 140 160 180 200 220
Abundance
95
880 9.00 9.20 9.40 9.60
5000 m/z 110.10 27 .81%
39
55 69 110
. 27 81 17 -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5672: Furan, 2-ethyl-5-methyl- MR
95 8.80 9.00 9.20 9.40 9.60
m/z 55.10 27 .22%
5000
110
o 43 55 67 g1 |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 880 9.00 920 9.40 9.60

8270-BF031115.M Thu Mar 12 15:15:04 2015 Page: 8



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Benzo[b]thiophene, 2,3-dihy... Concentration Rank 10

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

9.33 7.91 ng 205862 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblthiophene. 2.3-dihvdro- 136 C8HS8S 004565-32-6 62
2 Benzaldehvde. 3-methoxv- 136 C8H802 000591-31-1 49
3 4-Hvdroxv-2-methvlbenzaldehvde 136 C8H802 041438-18-0 49
4 4-Hvdroxv-3-methvlbenzaldehvde 136 C8H802 015174-69-3 49
5 Benzaldehyde, 4-methoxy- 136 C8H802 000123-11-5 47

Abundance Scan 739 (9.333 min): BF077715.D (-735) (-) m/z 135.00 100.00%
1

5000

9.00 9.20 9.40 9.60

O m/z 136.00 85.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15790: Benzo[b]thiophene, 2,3-dihydro-
135
5000 91
9.00 9.20 9.40 9.60
39 5 63 m/z 43.10 33.30%
27
0..“.”,”Jq.uﬂpjnﬂn.lNAU.LMH.”Hh.ﬁ93}¥%}ﬁ%” o —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
136
R N REEE R
9.00 9.20 9.40 9.60
5000 m/z 91.05 31.22%
77 107
39 51 65 92
oL 18 28 119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15767: 4-Hydroxy-2-methyloenzaldehyde AN B B
135 9.00 9.20 9.40 9.60
m/z 57.10 29.04%
5000 107
i
1827 P 1 63 | 8 | 12
T e T T T T T e e R N REEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown9.53 Concentration Rank 9

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

9.53 7.97 ng 207538 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Imidazole-4-carboxamide 111 C4H5N30 026832-08-6 47
2 Bruceantin 548 C28H36011 041451-75-6 38
3 2(1H)-Pvrimidinone. 4-amino- 111 C4H5N30 000071-30-7 35
4 Oxazole. trimethvl- 111 C6H9NO 020662-84-4 35
5 Benzenamine, 3-fluoro- 111 C6H6FN 000372-19-0 35

Abundance Scan 756 (9.528 min): BF077715.D (-755) (-) m/z 111.10 100.00%
111
69
5000
41
133 163 '920 9.40 9.60 9.80
0 ML.--'",-!‘.-..,....,....,....,....,...., m/z 95.10 69.52%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #5898: Imidazole-4-carboxamide
a4 111
68
5000 AR AR R AR
9.20 9.40 9.60 9.80
m/z 69.10 67 .32%
0 ‘ " \‘ I
LR SR UL SURLELELE WARLELELA DAL UANLELEL SR UL
miz--> 0 50 100 150 200 250 300 350 400
Abundance
111
'920 9.40 9.60 9.80
5000 m/z 41.10 33.93%
43
o 67 138 297 438
mz-> 0 50 100 150 200 250 300 350 400
Abundance #5908: 2(1H)-Pyrimidinone, 4-amino- R R ma AR
111 9.20 9.40 9.60 9.80
m/z 60.00 29.76%
5000
41 69
Ol}ﬂ'kﬁ"L\ LI DALY UL SURLLEL SN SRR UL
miz--> 0 50 100 150 200 250 300 350 400 9.20 9.40 9.60 9.80

8270-BF031115.M Thu Mar 12 15:15:06 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 2-Thiophenecarboxylic acid,... Concentration Rank 20

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

9.63 4.70 ng 122428 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxvlic acid. 3.5-... 238 C13H1802S 1000278-87-5 59
2 R(-)-1-Cvano-2-methvlpvrrolidine 110 C6H10N2 1000145-01-8 43
3 Imidazole-4-carboxamide 111 C4H5N30 026832-08-6 38
4 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 38
5 3-Hydroxypyridine-N-oxide 111 C5H5NO02 006602-28-4 38

Abundance Scan 765 (9.631 min): BF077715.D (-762) (-) m/z 95.10 100.00%
®
55 69
5000 41
81 133145 163 " '9.40 9.60 9.80 10.00
o} m/z 111.10 79.49%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #80824: 2-Thiophenecarboxylic acid, 3,5-dimethylcyclohexyl...
111
95
5000 39 R UL UL I R
55 69 9.40 9.60 9.80 10.00
129 m/z 110.10 62.24%
0 H\“ “‘ ‘H H‘::lluu‘l‘ulu‘luuluuuu S ||||||||2|38|
m/z--> 20 100 120 140 160 180 200 220 240
Abundance
95
in 940 9.60 9.80 10.00
5000 56 68 110 m/z 69.10 60.97%
29
83
O I o T e e e o e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #5898: Imidazole-4-carboxamide R AR RRRES T
a4 111 9.40 9.60 9.80 10.00
m/z 55.10 54 .57%
68 95
5000
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 9.40 9.60 9.80 10.00

8270-BF031115.M Thu Mar 12 15:15:07 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown9.66 Concentration Rank 16

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

9.66 5.16 ng 134461 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2.3-dimethvl- 128 C8H160 001502-24-5 43
2 Hexanoic acid. 3.5-dimethvilcvclo... 226 C14H2602 1000279-28-3 43
3 Cvclohexene. 3.5-dimethvl- 110 C8H14 000823-17-6 43
4 2-Cyclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 41
5 4,4-Dimethyl-2-cyclopenten-1-one 110 C7H100 022748-16-9 38

Abundance Scan 768 (9.665 min): BFO77715.D (-766) (-) m/z 95.10 100.00%
9% 111
69
5000 55
4t 81 e
|, 147 159 179 9.40 9.60 9.80 10.00
0 e e B . m/z 111.10 87.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #12207: Cyclohexanol, 2,3-dimethyl-
95
110
41 57 81
5000 R U A R SR
29 69 9.40 9.60 980 1000
‘ ‘ m/z 69.10 60.59%
0 II;?I T 1 A 128 S——
m/z--> 20 60 80 100 120 140 160 180
Abundance
95
i o S 5k e
41 : : : :
5000 55 €9 m/z 110.10 55.22%
29
82
127 170
L L L L U U LS B B
m/z--> 20 40 80 100 120 140 160 180
Abundance #5823: Cyclohexene, 3,5-dimethyl- T
95 9.40 9.60 9.80 10.00
o7 m/z 55.10 43.48%
5000
110
7 H \ ]
0'}?|J“ N H‘ - e R AU I RN B
m/z--> 20 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF031115.M Thu Mar

12 15:15:07 2015

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown9.74 Concentration Rank 14

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

9.74 5.92 ng 154165 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclooctvl 222 C16H30 006708-17-4 38
2 Cvclopentane. 1.1.3-trimethvl-3-... 166 C12H22 074421-09-3 38
3 4-Hvdroxvpvridine 1l-oxide 111 C5H5NO2 006890-62-6 38
4 5-Amino-1.3-dimethvipvrazole 111 C5H9N3 003524-32-1 35
5 2-Aminopyrimidine-1-oxide 111 C4H5N30 035034-15-2 35

Abundance Scan 775 (9.745 min): BFO77715.D (-774) (-) m/z 111.10 100.00%
111
5000
9.40 9.60 9.80 10.00
0! m/z 69.10 64 .24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #71115: 1,1"-Bicycloocty!
69 111
5000 55 AR R SR RN
82 9.40 9.60 9.80 10.00
41 m/z 95.10 49 .75%
ol 2 | % “ 123 167 192
mz> 20 40 60 80 100 130 140 160 180
Abundance
69
111 9.40 9.60 9.80 10.00
5000 55 m/z 55.10 42 .07%
95
41
05 '%? L UL R '?1"' Tt '}%3"1?7 '%51'|1§§' T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5920: 4-Hydroxypyridine 1-oxide S REa e o R mE
111 9.40 9.60 9.80 10.00
m/z 81.10 33.25%
5000 95
9
‘ 68
0.|....“l‘m.Hl“.‘lu“l“..F?..‘.luu‘luluuuuluuuulu...|....| AR R
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF031115.M Thu Mar 12 15:15:08 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown9.84 Concentration Rank 15

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

9.84 5.63 ng 152387 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-one. 6-methvl-3-(... 152 C10H160 000499-74-1 38
2 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 35
3 2-Cvclopenten-1-one. 3.4-dimethvl- 110 C7H100 030434-64-1 35
4 2-Hexenoic acid. 3.4.4-trimethvl... 170 C9H1403 014919-56-3 35
5 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 35

Abundance Scan 783 (9.836 min): BFO77715.D (-781) (-) m/z 110.10 100.00%
9

5000
121 37 153161 9.60 9.80 10.00 10.20
0 m/z 111.10 99.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #24157: 2-Cyclohexen-1-one, 6-methyl-3-(1-methylethy!l)-
110
95
5000 LA L L L L L L L L L
- 152 9.60 9.80 10.00 10.20
m/z 95.10 90.29%
27
T . SR
T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
67 81 %
R AN EEEa T S S
110 9.60 9.80 10.00 10.20
5000 41 m/z 69.10 79.63%
27 55
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #5717: 2-Cyclopenten-1-one, 3,4-dimethyl- R AN EEEa T S S
95 9.60 9.80 10.00 10.20
67 110 m/z 55.10 79.58%
5000 39
53 82
IR | S PR N e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.60 9. 80 10 00 10. 20

8270-BF031115.M Thu Mar 12 15:15:09 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl10.24 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
10.24 4.79 ng 129703 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Diazabicvclol2.2.27octene-3-... 160 C6H9CIN20 097812-34-5 18
2 Cvcloheptane 98 C7H14 000291-64-5 11
3 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 11
4 1-Pentene. 3-ethvl- 98 C7H14 004038-04-4 11
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 11

Abundance Scan 818 (10.236 min): BFO77715.D (-816) (-) m/z 55.10 100.00%
5000
10,00 10.20 10.40 10.60
o} m/z 69.10 81.26%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29570: 1,2-Diazabicyclo[2.2.2]octene-3-one, 2-chloro-
4 P
69
97
5000 RN SRR SRR BN SURE
83 10.00 10.20 10.40 10.60
29 132 160 m/z 41.10 75 .38%
o) IIII‘H\I Hi‘l : .‘M‘lu‘l‘. : i”‘ — .‘l‘.‘. .1}?.‘. .‘. T l“' T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
41 55 70
98 RN SN SRR BN SURE
83 10.00 10.20 10.40 10.60
5000 27 m/z 57.10 70.41%
15
L S S L S L B BRI B UL WAL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10245: 3-Cyclohexene-1-carboxaldehyde, 1-methy!l- T
5 95 10.00 10.20 10.40 10.60
7 81 m/z 95.10 67.19%
55 124
5000 4
27 109
0||1|5|||||||||||||||| L B L o o e R R e R R R s R
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.20 10.40 10.60

8270-BF031115.M Thu Mar 12 15:15:10 2015

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl10.49 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.49 17.39 ng 471063 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.3.11Tnonan-9-ol 140 C9H160 015598-80-8 30
2 Tricvclol4.2.2.0(1.5)decan-4-one 150 C10H140 1000197-48-7 30
3 Allvlidenecvclohexane 122 C9H14 005664-10-8 25
4 Bicvclol2.2.1Theptane. 2-hexvl- 180 C13H24 061141-60-4 25
5 3,5-Octadien-2-one 124 C8H120 038284-27-4 20

Abundance Scan 840 (10.488 min): BF077715.D (-831) (-) m/z 81.10 100.00%
1 o5
5000
10.20 10.40 10.60 10.80
0 m/z 95.10 81.95%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18000: Bicyclo[3.3.1]nonan-9-ol
81 122
5000 67 93 N SN BRI RN S
41 10,20 10.40 10.60 10.80
55 m/z 119.10 68.25%
I O
0:|||||||i”:|‘|Hl‘||ulm||‘|hu|‘|‘|‘||‘|‘|||‘|||EL4|.O|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
67 95 122 150
80 HRN SRR BN BN U
10.20 10.40 10.60 10.80
5000 39 108 m/z 122.10 64 .98%
27 53
135
e S L UL S WL B L S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9701: Allylidenecyclohexane B A REREE R
81 10.20 10.40 10.60 10.80
m/z 55.10 59.63%
5000
122
‘ 53 g7 ‘ 93 107
0.. ” ‘ \‘\H ‘H‘..‘l‘..H‘.l.‘...|....|....|....|....| B AN RS ma
m/z--> 80 100 120 140 160 180 10,20 10.40 10,60 10.80

8270-BF031115.M Thu Mar 12 15:15:11 2015

Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl10.56 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.56 6.96 ng 188600 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Chrvsanthemal 152 C10H160 020104-05-6 35
2 Bicvclol3.3.1Tnonan-3-0l. exo- 140 C9H160 010036-08-5 35
3 Cvclopropanemethanol. 2.2-dimeth... 154 C10H180 005617-92-5 27
4 Cvclopropane. tetramethvlpropvli... 138 C10H18 024519-04-8 27
5 1-(P-FLUOROPHENYL)-4-PIPERIDONE 193 C11H12FNO 1000238-56-7 22
Abundance Scan 846 (10.556 min): BF077715.D (-843) (-) m/z 81.10 100.00%

5000
10.20 10.40 10.60 10.80
01 m/z 193.20 65.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23960: trans-Chrysanthemal
41 123
81
5000
55 67 10.20 10.40 10.60 10.80
‘ 95 100 m/z 95.10 53.63%
137
0...,....p.ﬂjh.MMth.Ht P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
81
R e
122 10.20 10.40 10.60 10.80
5000 m/z 123.10 53.49%
41 55 67 93
107 140
o} SSRNREEENERRR FRY 1| PR [ M .
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25745: Cyclopropanemethanol, 2,2-dimethyl-3-(2-methyl-1-p... R AT o
123 10.20 10.40 10.60 10.80
m/z 55.10 48.22%
81
5000
41
S5 69 o5 111
27 Ll 139 154
ok 25 Al bl Wl a9 1
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80

8270-BF031115.M Thu Mar 12 15:15:12 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Tridecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

13.48 4.95 ng 131221 Phenanthrene-d10 12.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1102 (13.482 min): BF077715.D (-1100) (-) m/z 43.10 100.00%

I VWALWA/\NV

5000

213 e
227 246 13.20 13.40 13.60 13.80

bl m/z 73.05 96.57%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
60 73
43

143157 177 191

5000 129 T T T TTTT TT 1T IIII|IIII
29 g5 171 13.20 13.40 13.60 13.80
115 214 m/z 60.00 89.68%
“ ‘ 143 157 ‘ 185
I ‘M SO VG - A A—
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
13.20 13.40 13.60 13.80
5000 m/z 57.10 71.07%
29 129
8 157 200
05 s n
185
R o T i
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid e e ERRES BE s
43 60 73 13.20 13.40 13.60 13.80
m/z 41.10 69.92%
129
5000 g .
H‘ 115 3157171185 199
T P 2~ A
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.20 13.40 13,60 13.80

8270-BF031115.M Thu Mar 12 15:15:13 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77715.D

Aca On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : Gl474-11

Misc oW

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Cyclohexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.92 4.84 ng 136979 Chrysene-di12 16.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
3 Trichloroacetic acid. 4-hexadecv... 386 C18H33CI1302 1000282-92-4 87
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 83
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 81
Abundance Scan 1315 (15.917 min): BF077715.D (-1313) (-) m/z 83.10 100.00%

5

5000

%

139 ,:0175 206224 255 15.60 15.80 16.00 16.20
18 281 m/z 55.10 92.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #72491: Cyclohexadecane

55 83

%

15.I60 15.I80 16.IOO 16!20
m/z 43.10 89.81%

5000

139 167 196 224

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 W\W‘JLMM
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 15.60 15.80 16.00 16.20
5000 m/z 57.10 89.13%
123
. 141 1 196 222 269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152928: Trichloroacetic acid, 4-hexadecy! ester R EEEmaEE S S
5 8| 15.60 15.80 16.00 16.20

m/z 69.10 81.93%

5000

i

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.60 15.80 16.00 16.20

8270-BF031115.M Thu Mar 12 15:15:13 2015 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031115\
Data File : BFO77715.D

Acq On : 12 Mar 2015 5:34

Operator : TP/1Z

Sample : G1474-11

Misc W

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.62 20.3 ng 323479 1 7.17 318132 20.0
unknown6 .88 6.88 71.9 ng 1143190 1 7.17 318132 20.0
Bromoacetic acid, ... 8.99 6.0 ng 157517 2 8.75 520733 20.0
trans,trans-3,5-H. .. 9.18 6.5 ng 168138 2 8.75 520733 20.0
Benzo[b]thiophene. .. 9.33 7.9 ng 205862 2 8.75 520733 20.0
unknown9 .53 9.53 8.0 ng 207538 2 8.75 520733 20.0
2-Thiophenecarbox. . . 9.63 4.7 ng 122428 2 8.75 520733 20.0
unknown9 .66 9.66 5.2 ng 134461 2 8.75 520733 20.0
unknown9.74 9.74 5.9 ng 154165 2 8.75 520733 20.0
unknown9 .84 9.84 5.6 ng 152387 3 10.91 541609 20.0
unknown10.24 10.24 4.8 ng 129703 3 10.91 541609 20.0
unknown10.49 10.49 17.4 ng 471063 3 10.91 541609 20.0
unknown10.56 10.56 7.0 ng 188600 3 10.91 541609 20.0
Tridecanoic acid 13.48 5.0 ng 131221 4 12.75 529758 20.0
Cyclohexadecane 15.92 4.8 ng 136979 5 16.03 566047 20.0
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