LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 47 50 53 rvB 223695 309556 15.48% 1.644%
2 1.618 61 64 67 rvB 221314 284099 14.21% 1.509%
3 1.790 78 79 88 rBv 41841 67380 3.37% 0.358%
4 2.578 146 148 152 rVB 26478 42592 2.13% 0.226%
5 4.819 342 344 347 rBV 87380 104941 5.25% 0.557%
6 4.933 351 354 358 rVvV 65490 94408 4.72% 0.501%
7 5.001 358 360 365 rVB2 21766 41293 2.06% 0.219%
8 5.196 374 377 381 rVB 17027 23134 1.16% 0.123%
9 5.459 397 400 402 rBV 517441 678473 33.93% 3.603%
10 5.767 424 427 430 rBV 13417 20534 1.03% 0.109%
11 5.824 430 432 434 rVB 174247 191795 9.59% 1.019%
12 6.224 465 467 470 rvVB 57768 64606 3.23% 0.343%
13 6.339 475 477 481 rBvV2 15737 23049 1.15% 0.122%
14 6.407 481 483 486 rBV 86767 100502 5.03% 0.534%
15 6.464 486 488 490 rVvB 31803 35839 1.79% 0.190%
16 6.682 505 507 509 rBV 41467 55509 2.78% 0.295%

17 6.727 509 511 514 rvv 373282 458939 22.95% 2.437%
18 6.876 522 524 526 rBV 1264025 1231932 61.60% 6.542%
19 7.173 547 550 552 rBV 260351 335966 16.80% 1.784%
20 7.356 563 566 568 rvB 1284859 1172186 58.62% 6.225%

21 7.699 591 596 598 rBvV2 11440 31522 1.58% 0.167%
22 7.859 607 610 612 rBvV 908573 900122 45.01% 4._780%
23 8.076 627 629 632 rVB3 19835 32338 1.62% 0.172%
24 8.282 646 647 649 rvB2 24239 27133 1.36% 0.144%
25 8.362 651 654 658 rvB5 22527 46184 2.31% 0.245%
26 8.442 658 661 663 rBv 51335 72476 3.62% 0.385%
27 8.499 664 666 668 rvv2 33544 47229 2.36% 0.251%

28 8.670 677 681 684 rBV3 64600 159916 8.00% 0.849%
29 8.739 684 687 690 rvv 376774 604170 30.21% 3.208%

30 8.819 692 694 697 rvVB 41358 39506 1.98% 0.210%
31 8.888 697 700 702 rBV2 34722 43184 2.16% 0.229%
32 8.945 702 705 706 rBvV2 19445 35265 1.76% 0.187%
33 9.002 707 710 711 rvv2 31979 61466 3.07% 0.326%
34 9.036 711 713 715 rvv2 30888 49753 2.49% 0.264%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 9.105 717 719 720 rBV 37268 53278 2.66% 0.283%

36 9.185 723 726 728 rBV 140395 166740 8.34% 0.885%
37 9.242 728 731 733 rVB4 27584 46907 2.35% 0.249%
38 9.356 738 741 744 rVB3 46186 108803 5.44% 0.578%
39 9.436 744 748 750 rBV2 66182 110414 5.52% 0.586%
40 9.482 750 752 753 rBV2 25550 34642 1.73% 0.184%

41 9.562 755 759 762 rVB2 64842 177016 8.85% 0.940%
42 9.630 762 765 766 rBV3 45445 109253 5.46% 0.580%
43 9.665 766 768 770 rvV 78484 113853 5.69% 0.605%
44 9.722 770 773 774 rVV 50507 110987 5.55% 0.589%
45 9.745 774 775 778 rVB2 148105 197668 9.88% 1.050%

46 9.802 778 780 781 rBV 66310 84978 4._.25% 0.451%
47 9.836 781 783 786 rVvv3 86382 164463 8.22% 0.873%
48 9.893 786 788 790 rvVv 60864 89693 4._.49% 0.476%
49 9.950 790 793 795 rVB3 53290 108223 5.41% 0.575%
50 9.996 795 797 798 rBV 24303 33694 1.68% 0.179%

51 10.088 803 805 808 rvv 2061495 1895218 94.77% 10.065%
52 10.225 811 817 822 rBV5 94170 276560 13.83% 1.469%
53 10.305 822 824 827 rBV2 59675 102153 5.11% 0.542%
54 10.351 827 828 829 rBV 45341 44332 2.22% 0.235%
55 10.431 832 835 836 rBvV 105101 169672 8.48% 0.901%

56 10.488 838 840 841 rvv 148162 183362 9.17% 0.974%
57 10.568 845 847 849 rvv2 90794 156848 7.84% 0.833%
58 10.648 852 854 857 rBV 79238 101149 5.06% 0.537%
59 10.728 857 861 864 rBV6 44344 127855 6.39% 0.679%
60 10.853 868 872 875 rBV5 51717 118687 5.94% 0.630%

61 10.911 875 877 881 rBV 560287 634672 31.74% 3.370%

62 11.013 884 886 887 rBv2 23471 31403 1.57% 0.167%
63 11.265 907 908 910 rBV2 38748 51578 2.58% 0.274%
64 11.551 930 933 938 rBv4 34561 87440 4._.37% 0.464%

65 11.631 938 940 942 rBV2 66621 115262 5.76% 0.612%

66 11.894 961 963 965 rvB 1119170 1119902 56.00% 5.947%
67 11.962 965 969 972 rVB3 28347 64013 3.20% 0.340%
68 12.042 974 976 978 rBV3 59128 66022 3.30% 0.351%
69 12.751 1036 1038 1040 rBV 565900 532643 26.64% 2.829%
70 13.482 1100 1102 1105 rBV2 113145 185857 9.29% 0.987%

71 14.465 1186 1188 1190 rBV 77823 94714 4.74% 0.503%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.751 1210 1213 1215 rBV 1831460 1999743 100.00% 10.620%
73 15.917 1313 1315 1319 rBV 123929 176333 8.82% 0.936%
74 16.031 1322 1325 1327 rVB 531884 579207 28.96% 3.076%

75 17.163 1422 1424 1428 rVB 46298 58976 2.95% 0.313%

76 17.700 1468 1471 1476 rVB 517842 621839 31.10% 3.302%

77 20.123 1680 1683 1690 rVB6 12686 37513 1.88% 0.199%
Sum of corrected areas: 18830562
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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
Abundance TIC: BFO77708.D
2000000
1500000
6.88 7.36
1000000
5.46
500000 6.73
4.
A N ECRT ot | ofr  swtles] [ | o
A o o e s e L e e T L e e e o e e o I B e e e e e e e A LB e o
Time-->  1.00 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: BFO77708.D
10.09
2000000
1500000

11.89

1000000{ 7.86

12.75

500000

A AN
L B B e 1 [ N L L N Y L N L L L L L N B L L O S R L B L By I L B B B |

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
Abundance TIC: BFO77708.D

2000000

1500000

1000000

16.03
17.70

500000
15.9

17.16
20.12

e =

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\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 4

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

1.62 16.91 ng 284099 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 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 64 (1.618 min): BFO77708.D (-61) (-) m/z 73.10 100.00%
3
5000
43
55 87 R U
. 0 | 120 1.40 1.60 1.80 2.00
/SRS I W . 500 VOO FENS F—— m/z 43.05 35.03%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 87.10 24.92%
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
120 1.40 160 1.80 2.00
5000 43 m/z 55.10 24 .32%
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- P
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.10 11.44%
5000
45
29
o . 39| 50 67 |, 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 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 : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 3 2-Hexanol, 2-methyl- Concentration Rank 9

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

4.82 6.25 ng 104941 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 78
2 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 56
3 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 50
4 Ethanol. pentamethvl- 116 C7H160 000594-83-2 50
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 40

Abundance Scan 344 (4.819 min): BFO77708.D (-342) (-) m/z 59.10 100.00%
59
5000
|4 |3 | 53 69 83 1c|)1 440 4.60 4.80 5.00 5.20
o} SSSENESEBINASENIMSMBEMIMEN 4 ¥ M PSS N S m/z 43.10 16.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8125: 2-Hexanol, 2-methyl-
59
5000 UL SRS AR R
440 4.60 4.80 5.00 5.20
43 m/z 101.10 16.02%
15 27 ‘ 69 83 101
0 "'I'J"I"'M“t'??“L't'I??H“i""l"??l""l""J""I}}EI"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
440 460 480 5.00 520
5000 m/z 41.10 12 .54%
27 43
o 15 37 53 69 77 83 01 445
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #20086: 2-Hexanone, 3-hydroxy-3,5-dimethyl-
59 440 4.60 4.80 5.00 5.20
m/z 45.10 10.92%
5000
101
o “ 69 83 | 111
m/z--> 10 20 30 40 50 6|O 7'0 8|0 9'0 100 110 120 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4.93 5.62 ng 94408 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Hexanamide 115 C6H13NO 000628-02-4 9
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 9

Abundance Scan 354 (4.933 min): BFO77708.D (-351) (-) m/z 43.05 100.00%
43
59
5000
101 ISR RRRE NURE R
| 83 | 4.60 4.80 5.00 5.20
o s m/z 59.10 59.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20
59 101 m/z 101.10 19.58%
o 2 36 51 “‘ 67 76 83 91 |
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59
460 480 5.00 520
5000 M m/z 58.10 16.91%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #3099: 5-Hexen-2-one LI L L L DL
43 4.60 4.80 5.00 5.20
m/z 41.10 9.58%
5000
55
o 36, |62 71 8 8
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 1-Methylcyclohexanol Concentration Rank 5

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

5.82 11.42 ng 191795 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlcvclohexanol 114 C7H140 000590-67-0 95
2 2-Hexen-1-ol. 3-methvl-. (E)- 114 C7H140 030801-96-8 53
3 trans-2-Methvl-4-hexen-3-o0l 114 C7H140 096346-76-8 50
4 4-Hexen-3-ol. 2-methvl- 114 C7H140 004798-60-1 42
5 3-Methoxyhex-1-ene 114 C7H140 108811-41-2 38

Abundance Scan 432 (5.824 min): BFO77708.D (-430) (-) m/z 71.10 100.00%
!
5000
43 58
‘ o %9 540 560 580 6.00 620
114 : : : : :
o..,....,....,....','.-.'..??-.'.'.',.‘?‘?.,!...-,|..'..,....|,....,..-..,.. m/z 43.05 34.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7296: 1-Methylcyclohexanol
71
5000
43 - 540 560 580 6.00 6.20
. 81 99 m/z 58.10 28.50%
ol 15 9 3 51, 6 [ | ol 114
mz> 10 20 30 40 0 60 70 8 90 100 110 130
Abundance
71
ARASRARAS RARA RARRS RN
5.40 560 580 6.00 6.20
5000 m/z 81.10 18.04%
41 56
65 81 9% 114
e R RS RN AN AN AR IS AR RARSS RS RARAS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7389: trans-2-Methyl-4-hexen-3-ol R EAas maaE
7 5.40 560 580 6.00 6.20
m/z 99.10 15.73%
5000 43
27
ol 15 |, \‘ . 8l 96 114
m/z--> 10 20 3'0 40 50 6|0 7'0 8|0 90 100 110 120 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 6 unknown6.41 Concentration Rank 11

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

6.41 5.98 ng 100502 1,4-Dichlorobenzene-d4 7.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Pvran. tetrahvdro-2-I(tetrahy... 186 C10H1803 000710-14-5 40
2 Thiazole 85 C3H3NS 000288-47-1 38
3 1.1"-Bicvclopentvl-1.1"-diol 170 C10H1802 005181-75-9 32
4 2H-Pvran. tetrahvdro-2-I2-(methy... 182 C11H1802 107616-98-8 25
5 Pentanoic acid, 2,2-dimethyl-, e... 156 C9H1602 044970-05-0 25

Abundance Scan 483 (6.407 min): BFO77708.D (-481) (-) m/z 85.10 100.00%
86
43 71
5000 95
58 113 |||||||||||||||||/|\
6.00 6.20 6.40 6.60 6.80
0 bt M . m/Z 43.05 52.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46484: 2H-Pyran, tetrahydro-2-[(tetrahydro-2-furanyl)meth...
85
5000 43
71 6.00 6.20 6.40 6.60 6.80
29 m/z 71.10 51.80%
oL 15 L J‘ o M a5 105 141 157188 185
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
sg 85
6.00 6.20 6.40 6.60 6.80
5000 m/z 95.10 37 .35%
45
ol 13 32 70
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35832: 1,1-Bicyclopentyl-1,1'-diol
85 6.00 6.20 6.40 6.60 6.80
m/z 113.10 26.78%
5000
67
41 55
0 oL 9 111 128 153 170
m/z--> 20 40 60 80 160 120 140 160 180 6.00 6.0 640 6.60 6.80

8270-BF031115.M Thu Mar 12 15:12:50 2015 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknown6.88 Concentration Rank 1

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

6.88 73.34 ng 1231930 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 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 524 (6.876 min): BF077708.D (-522) (-) m/z 132.00 100.00%
132
5000 68
96 R U S R
40 5y 78 06 6.60 6.80 7.00 7.20
01 e B m/z 68.10 41.99%
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
31 51 m/z 134.00 32.56%
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 26.67%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! P
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 16.66%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SO | U | R —
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20

8270-BF031115.M Thu Mar 12 15:12:51 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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

o

Peak Number 9 unknown8.67 Concentration Rank 17

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

8.67 5.29 ng 159916 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. methvlene- 96 C7H12 001192-37-6 43
2 Pentalene. octahvdro-2.5-dimethvl- 138 C10H18 028588-55-8 43
3 Cvclobutane. (1-methvlethvlidene)- 96 C7H12 001528-22-9 43
4 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 35
5 1-(2-Methylpropenyl)aziridine 97 C6H11N 080839-93-6 30

Abundance Scan 681 (8.670 min): BF077708.D (-677) (-) m/z 81.10 100.00%
g1
97
55
41
5000 69
“ |H I Il || 110 123 141 840 860 8.80 900
..,....,....i!.l..,'.h.!',..'..l'!!.'l'll ] l“...'.'...,.'..'.,....,'...., m/z 97.10 71.63%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2832: Cyclohexane, methylene-
81
67

5000 54 96 ||||||||||||||||||||||||
39 8.40 8.60 8.80 9.00
‘ m/z 55.10 55.69%
0 M ‘46 1 Al
,,,, T T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81
B e R I
8.40 8.60 8.80 9.00
5000 o6 m/z 96.05  49.41%
41
55 67
0 74| 89 100116123 138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2874: Cyclobutane, (1-methylethylidene)-
81 8.40 8.60 8.80 9.00
m/z 41.10 48 .90%
5000
27 39 53 7 96
s, [ie0 ] 7l s
0..,....,....,....,....,....,.... R S R e e R AR AR B e R I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.40 8.60 8.80 9.00

8270-BF031115.M Thu Mar 12 15:12:52 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 Borneol Concentration Rank 15

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

9.18 5.52 ng 166740 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Borneol 154 C10H180 010385-78-1 59
2 2-Furanecarboxvlic acid. 3.5-dim... 222 C13H1803 1000278-87-2 53
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 50
4 5.5-Dimethvl-1.3-hexadiene 110 C8H14 001515-79-3 50
5 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 43

Abundance Scan 726 (9.185 min): BFO77708.D (-723) (-) m/z 95.10 100.00%
95
5000
s 55 & 110
81 8.80 9.00 9.20 9.40 9.60
o 128 e e m/z 69.10  37.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25394: Borneol
95
5000 SSLESERERE AR RRERE N
110 8% 9.00 9.20 Mogm
55 m/z 55.10 31.74%
‘ 69 121 139
OIIUII‘I‘III\‘ H“‘”H‘.“‘l..“..l....‘l..1.5.4|....|....|....|..
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
95
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 30.73%
39
5 6o 110
. 27 81 17 -
m/z--> ﬁo Jo eb éo 160 150 150 1éo 1é0 260 250
Abundance #5874: 1,4-Pentadiene, 2,3,3—trimethy|— LI L L L L L L B
95 8.80 9.00 9.20 9.40 9.60
. m/z 110.10 28.05%
5000 41
55
G O - \
0|'U'WW'“lVW'NW'JIV"'|“"|'“'|"“|"'w""w' AR RRASE AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40 9.60

8270-BF031115.M Thu Mar 12 15:12:53 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknown9.56 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.56 5.86 ng 177016 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. l1l-ethvl-1.3-dimethy... 140 C10H20 062238-31-7 27

2 2-Methvlisoborneol 168 C11H200 002371-42-8 27
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 25
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 22
5 5-Methyl-5-hexen-3-yn-2-o0l 110 C7H100 068017-33-4 22
Abundance Scan 759 (9.562 min): BF077708.D (-755) (-) m/z 111.10 100.00%
9 1
5000
920 940 9.60 9.80
0! m/z 95.10 89.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17398: Cyclohexane, 1-ethyl-1,3-dimethyl-, cis-
69
55 111
5000 AN RN S S
41 9.20 9.40 9.60 9.80
29 m/z 69.10 71.78%
0|||||‘|‘||‘|“|||‘l‘||‘|‘||‘|8‘|3||9?|||H|1|25|||||||||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
95
AN S S
9.20 9.40 9.60 9.80
5000 m/z 41.10 46.46%
43 107
oL 18 27 5 69 &5 121 % 150 168
mz-> 20 40 60 8 100 120 140 160
Abundance #5874: 1,4-Pentadiene, 2,3,3—trimethy|— LA L L L L B L N N B
95 9.20 9.40 9.60 9.80
&7 m/z 55.05 41.10%
5000 41
55
27 ‘ 79 110
0"'|'U"|”'"ll"”"wl‘""ll""l""l""l"" AN S S
m/z--> 20 40 80 100 120 140 160 9.20 9.40 9.60 9.80
8270-BF031115.M Thu Mar 12 15:12:54 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 Cyclopentane, 1,1,3-trimeth... Concentration Rank 8

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

9.74 6.54 ng 197668 Naphthalene-d8 8.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.1.3-trimethvl-3-... 166 Cl12H22 074421-09-3 53
2 Methoxvacetic acid. 2-ethvlcvclo... 200 C11H2003 1000282-69-7 47
3 1.17-Bicvclooctvl 222 C16H30 006708-17-4 47
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 43
5 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 43

Abundance Scan 775 (9.745 min): BF077708.D (-774) (-) m/z 111.10 100.00%
69 111
95
5000 41
55 81
131142 9.40 9.60 9.80 10.00
0 b oo e m/z 69.10 84.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33354: Cyclopentane, 1,1,3-trimethyl-3-(2-methyl-2-propenyl)
69
111
5000 55 SRR LS AR RN
95 9.40 9.60 9.80 10.00
m/z 95.10 65.64%
o2 J‘ L 8 | 123 137 151 165
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance
69
111 9.40 9.60 9.80 10.00
5000 m/z 41.10 42.02%
45 55
81
29 95 124
e R B L UL L WL WL B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71114: l,l’-BiCyClOOCtyl LI L L B R B
69 111 9.40 9.60 9.80 10.00
m/z 60.00 40.46%
5000 55 82
41
0 '|'%9'|""|""|"??|""|' U R S "|""|%Q?' T{TTT T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknown9.84 Concentration Rank 18

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

9.84 5.18 ng 164463 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3-trimethvl- 126 C9H18 003073-66-3 38
2 2.4-Hexadiene. 3.4-dimethvl-. (Z... 110 C8H14 021293-01-6 30
3 Cvclooctane. butvl- 168 C12H24 016538-93-5 30
4 1.1.4-Trimethvlcvclohexane 126 C9H18 007094-27-1 30
5 2,4-Hexadiene, 2,5-dimethyl- 110 C8H14 000764-13-6 27

Abundance Scan 783 (9.836 min): BFO77708.D ( 781) (-) m/z 95.10 100.00%
69 95 111
a a1
5000
124 137 151 " 9.60 9.80 10.00 10.20
0 m/z 111.10 87.65%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #11223: Cyclohexane, 1,1,3-trimethyl-
69 111
5000 4 O RS LSS RN BN B
9.60 9.80 1000 1020
97 83 m/z 69.10 86.83%
0 “'|“"v%?|'“'|“"Jk'w'“Jw"*l'“'lﬁ"vg?'"“ l”'lﬁgﬁ"“l'“'l”"P
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
95
RS LR I BN SR
67 110 9.60 9.80 10.00 10.20
5000 21 41 55 m/z 110.10 77.41%
81
15
ol 2
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #34732: Cyclooctane, butyl- R Al BAmaE B s S
69 9.60 9.80 10.00 10.20
111 m/z 55.10 72 .56%
55
5000 a1
29 o7
ouq””“”w”m“”nwnpﬂqnﬂkn.ﬁ”.”h””l”w””“”w””““q. e
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 9.60 9.80 10.00 10.20

8270-BF031115.M Thu Mar 12 15:12:55 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknownl10.22 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.22 8.72 ng 276560 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Methvlbicvclol3.2.11octane 124 COH16 119972-41-7 43
2 2-Pvridinamine. 4-methvl- 108 C6H8N2 000695-34-1 25
3 2.4-Pentadienenitrile. 2-amino-4... 108 C6H8N2 1000196-09-3 25
4 1.3-Benzenediamine 108 C6H8N2 000108-45-2 25
5 4-Nonyne 124 CO9H16 020184-91-2 25

Abundance Scan 817 (10.225 min): BF077708.D (-811) (-) m/z 108.10 100.00%

108

5000

10.00 10.20 10.40 10.60

Of m/z 67.10 82.24%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #10339: 1-Methylbicyclo[3.2.1]octane
67 81
109
55
5000 41 95 LA L B B
10. OO 10. 20 10. 40 10. 60
124 m/z 80.10 68.52%
o P “ Bl
T T T e T e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
108
80 R B o
10.00 10.20 10.40 10.60
5000 m/z 79.10 49.14%
36
27 %3 66 93
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #5220: 2,4-Pentadienenitrile, 2-amino-4-methyl- R B EREE R
108 10.00 10.20 10.40 10.60
m/z 81.10 42.94%
81
5000
7 1 [l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10. 00 10. 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknownl10.43 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.43 5.35 ng 169672 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. (2.4-xvivD)- 164 C10H1202 006331-04-0 45
2 Ethvl o-methvlbenzoate 164 C10H1202 000087-24-1 38
3 Ethvl m-methvlbenzoate 164 C10H1202 000120-33-2 35
4 Ethvl 4-methvlbenzoate 164 C10H1202 000094-08-6 35
5 Benzoic acid, 2,5-dimethyl-, (2,... 268 C18H2002 055000-48-1 27
Abundance Scan 835 (10.431 min): BF077708.D (-832) (-) m/z 119.10 100.00%
119
5000 164
41 67
55 g 95 109 e NV N T s
136 148 10.20 10.40 10.60 10.80
o} m/z 164.05 41 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31569: Acetic acid, (2,4-xylyl)-
119
5000
164 10.20 10.40 10.60 10.80
m/z 67.05 38.86%
0 27 39 51 65 77 O 105 | 35455
m/z--> 1'0 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 100 110 120 13'0 14'10 1&'30 1('30 1%0
Abundance
119
01 "' 10,20 10.40 10.60 10.80
5000 164 m/z 41.10 31.81%
65 135
39
ol 15 29 51 " 105 149
A B R BN ARARS RRRRN RARAY RARRS RERLN LSS LARAS AL SARAN LARAN LA RARAN LALR LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #31544: Ethyl m-methylbenzoate R RRRES EEE L S
119 10.20 10.40 10.60 10.80
m/z 69.10 28.50%
5000 o1
136 164
65 149
0 “l“'w'“%%'3?“'?}“'v4“|“?n"“\“"%9§v"w'“'v'“|'““v'“l““w'“ IR SN BN BN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 unknownl10.57 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.57 4.94 ng 156848 Acenaphthene-d10 10.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1-Cvclohexanediacetic acid 200 C10H1604 004355-11-7 37
2 Bicvclol2.2.11heptane. 1.3.3-tri... 138 C10H18 006248-88-0 32
3 Cvclopentane. 1-isobutvlidene-3-... 138 C10H18 1000150-62-1 32
4 Cvclohexane. (1-methvlethvlidene)- 124 C9H16 005749-72-4 27
5 1H-Pyrrole, 1-butyl- 123 C8H13N 000589-33-3 25
Abundance Scan 847 (10.568 min): BF077708.D (-845) (-) m/z 81.10 100.00%
5000
10,20 10.40 10.60 10.80
0 m/z 55.10 62.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55797: 1,1-Cyclohexanediacetic acid
81
123
5000 141 U B SRR AR B
95 1020 10.40 10.60 10.80
41 55 67 ‘ m/z 69.10 52.42%
154
. |];7| .2‘.7‘. -‘|“- ol ﬂ.‘l . I‘I\I . I‘IHI Il}lol | - l" L :|L§4- . |:1'§3| . .2?:!'.
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
81
123 RUNSNBSRUNAS AL SR
67 10.20 10.40 10.60 10.80
5000 4l - 95 m/z 41.10 46.44%
109
138
L L L UL U L WL L B DL WL W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16365: Cyclopentane, 1-isobutylidene-3-methyl- R e EEaE L
8l 10.20 10.40 10.60 10.80
m/z 87.05 41 .34%
67
5000 41 o5 123
21 138
LW ol e ]
o N Y P O O Co e e
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 20 10. 40 10 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.48 6.98 ng 185857 Phenanthrene-d10 12.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1102 (13.482 min): BF077708.D (-1100) (-) m/z 73.05 100.00%
43 g0 718
5000
7 1 13.20 13.40 13.60 13.80
— m/z 43.10 90.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92226: n-Hexadecanoic acid
43 o 73
5000{ 29 L B UL SN B
13 20 13. 40 13. 60 13. 80
129 m/z 60.00 84 .56%
85 256
o ALl il M‘ 8 115 | 143157171185 199 '3 227539
m/z--> ﬁo Jo ' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
13.'20 13.'40 13.|60 13.I80
5000 29 m/z 57.10 76.88%
129
85 115 171 214
o 98 143157 | 18597
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #56043: Dodecanoic acid e e ERRES BE s
60 78 13.20 13.40 13.60 13.80
43 m/z 55.10 71.07%
29 129
1011 157 200
143 | 171
0 ‘\ ——rrrre \h“ H\ .‘l...‘.”‘ ..‘luuuu:ll-.8.5..“........|....|. N
m/z--> 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 15:12:59 2015 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031115\
Data File : BFO77708.D

Aca On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc oW

ALS Vial : 26 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 10
R.T. EstConc Area Relative to ISTD R.T.
15.92 6.09 ng 176333 Chrysene-di12 16.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 93
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 1-Nonadecanol 284 C19H400 001454-84-8 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 91
Abundance Scan 1315 (15.917 min): BF077708.D (-1313) (-) m/z 57.10 100.00%

43 57 83

97

%

5000

125
N
. 139153 171 189 213 239 257 282 15.60 15.80 16.00 16.20

m/z 55.10 90.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72491: Cyclohexadecane

55
41 %7 £ 83

%

15.I60 15.I80 16.IOO 16!20
m/z 43.10 90.37%

5000

12

5
139153167181196 224

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 _$V4ﬂw\nﬁﬂﬁvA“A“AANMVWA-

Abundance

41 55
69 gq I
15.60 15.80 16.00 16.20
5000 97 m/z 83.10 88.28%
111
125
Zr 139153 182 210

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- B e EREEs s
15.60 15.80 16.00 16.20
m/z 69.10 85.56%
125
o 139153167 182196210224 252 280

I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031115\
Data File : BFO77708.D

Acq On : 12 Mar 2015 2:13

Operator : TP/1Z

Sample : G1474-04

Misc W

ALS Vial : 26 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 16.9 ng 284099 1 7.17 335966 20.0
2-Hexanol, 2-methyl- 4.82 6.3 ng 104941 1 7.17 335966 20.0
2-Pentanone, 4-hy... 4.93 5.6 ng 94408 1 7.17 335966 20.0
1-Methylcyclohexanol 5.82 11.4 ng 191795 1 7.17 335966 20.0
unknown6 .41 6.41 6.0 ng 100502 1 7.17 335966 20.0
unknown6 .88 6.88 73.3 ng 1231930 1 7.17 335966 20.0
unknown8 .67 8.67 5.3 ng 159916 2 8.75 604170 20.0
Borneol 9.18 5.5 ng 166740 2 8.75 604170 20.0
unknown9 .56 9.56 5.9 ng 177016 2 8.75 604170 20.0
Cyclopentane, 1,1... 9.74 6.5 ng 197668 2 8.75 604170 20.0
unknown9 .84 9.84 5.2 ng 164463 3 10.91 634672 20.0
unknown10.22 10.22 8.7 ng 276560 3 10.91 634672 20.0
unknown10.43 10.43 5.3 ng 169672 3 10.91 634672 20.0
unknown10.57 10.57 4.9 ng 156848 3 10.91 634672 20.0
n-Hexadecanoic acid 13.48 7.0 ng 185857 4 12.75 532643 20.0
Cyclohexadecane 15.92 6.1 ng 176333 5 16.03 579207 20.0
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