LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\

Data File : BF081869.D

Aca On : 29 Sep 2015 6:33 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3717-08 Sl
Misc i pPZ-1-9-17-15
ALS Vial : 29 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-BF092815.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 5.109 258 260 272 rVB 379024 461848 12.20% 1.700%
2 5.520 294 296 319 rBVY 1034003 1295058 34.21% 4_.766%
3 6.549 384 386 396 rBV 536229 771825 20.39% 2.840%
4 6.697 396 399 401 rBVY 2247654 2383511 62.96% 8.772%
5 6.937 417 420 424 rBV 313813 559999 14.79% 2.061%
6 7.086 430 433 447 rVB 2384578 2475768 65.40% 9.111%
7 7.497 467 469 478 rBVY 1551853 1943258 51.33% 7.151%
8 7.623 478 480 484 rVB3 27257 53246 1.41% 0.196%
9 8.115 520 523 525 rBV3 48216 86239 2.28% 0.317%
10 8.149 525 526 528 rVB 41777 40321 1.07% 0.148%
11 8.217 530 532 540 rBV 650021 739133 19.53% 2.720%
12 8.412 546 549 551 rVB2 36518 64344 1.70% 0.237%
13 8.457 551 553 558 rVB5 23528 44301 1.17% 0.163%
14 8.595 561 565 567 rBv4 41684 93856 2.48% 0.345%
15 8.675 569 572 575 rVB3 24941 63405 1.67% 0.233%
16 8.755 575 579 580 rBV2 47729 76924 2.03% 0.283%
17 8.789 580 582 584 rVB 27010 38157 1.01% 0.140%
18 8.857 584 588 589 rBV2 44691 84648 2.24% 0.312%
19 8.926 592 594 596 rBV2 37091 56779 1.50% 0.209%
20 8.983 506 599 601 rVB3 35789 66789 1.76% 0.246%
21 9.040 601 604 605 rBV3 31576 48606 1.28% 0.179%
22 9.109 609 610 612 rBV2 33034 49644 1.31% 0.183%
23 9.166 612 615 617 rBV3 43512 85849 2.27% 0.316%

24 9.258 621 623 624 rBvV 82730 101889 2.69% 0.375%
25 9.303 624 627 629 rBV 2585375 3610515 95.38% 13.287%

26 9.486 640 643 646 rVB3 73221 129114 3.41% 0.475%

27 9.543 646 648 651 rBv2 30082 61879 1.63% 0.228%
28 9.600 651 653 654 rBv2 60588 66915 1.77% 0.246%
29 9.635 654 656 657 rvv2 37437 63943 1.69% 0.235%
30 9.692 660 661 664 rVB 85223 92791 2.45% 0.341%
31 9.783 667 669 671 rBvV3 49180 85763 2.27% 0.316%

32 9.898 676 679 681 rBvV3 64427 115801 3.06% 0.426%
33 9.978 683 686 689 rvB 847919 841332 22.23% 3.096%
34 10.229 707 708 711 rBV3 49654 71474 1.89% 0.263%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\

Data File : BF081869.D

Aca On : 29 Sep 2015 6:33 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3717-08 Sl
Misc i pPZ-1-9-17-15
ALS Vial : 29 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-BF092815.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.320 713 716 719 rVvv3 92752 173784 4_.59% 0.640%

36 10.389 720 722 724 rVB3 47532 81486 2.15% 0.300%
37 10.492 729 731 733 rBV 183934 159130 4._.20% 0.586%
38 10.526 733 734 736 rBvV2 55629 78820 2.08% 0.290%
39 10.663 743 746 748 rBv4 40546 88700 2.34% 0.326%

40 10.721 748 751 753 rvV 106027 188157 4.97% 0.692%

41 10.766 753 755 762 rVV 1893290 2514395 66.42% 9.253%
42 10.869 762 764 767 rVB3 57222 101142 2.67% 0.372%
43 11.338 801 805 810 rVvB3 57779 109168 2.88% 0.402%
44 11.463 814 816 820 rBV 914962 944506 24.95% 3.476%
45 11.989 860 862 869 rvB2 102337 192853 5.09% 0.710%

46 12.778 929 931 937 rVB 67812 100208 2.65% 0.369%
47 13.052 953 955 958 rBV 2655410 3785516 100.00% 13.931%
48 13.944 1031 1033 1042 rVB 59265 104381 2.76% 0.384%
49 14.104 1045 1047 1050 rBV 725403 951306 25.13% 3.501%
50 15.578 1173 1176 1183 rVB 549737 774414 20.46% 2.850%

Sum of corrected areas: 27172890
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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: BF081869.D

2500000 7.09
6.70

2000000

7.50
1500000

5.52
1000000

8.22
6.55
500000 5.11 6.94

7.62 8115 8g448::
o e e e e S e e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF081869.D

2500000

10.77
2000000

1500000

11.46

9.98

1000000 14.10

11.99
N 12.78 13.94

] e

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081869.D

500000

2500000

2000000

1500000

1000000

15.58
500000

o

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 16.49 ng 461848 1,4-Dichlorobenzene-d4 6.94
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 260 (5.109 min): BF081869.D (-258) (-) m/z 43.10 100.00%

43.1
59.1
5000

101.1 R o e N RARES
480 500 520 5.40
83.1
0...,....,....,....',':...,..-!.|,...69,0....,....,....,|....,. m/z 59.10 62.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 LI L L L L L LB |

480 5.00 520 5.40
m/z 101.10 19.14%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

57.0 4.80 5.00 5.20 5.40
5000 m/z 58.10 16.44%

20.0 101.0
15.0 73.0 83.0
O e L e e e e e e e AR R mE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

480 5.00 5.20 5.40
m/z 41.05 9.02%

5000
41.0
29.0 101.0
0 ‘\‘ | | \‘ ! 50.0 1 73.0 86.0 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown6.70 Concentration Rank 2

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

6.70 85.13 ng 2383510 1,4-Dichlorobenzene-d4 6.94
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 399 (6.697 min): BF081869.D (-396) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1
40.1 541 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'...,:!..,.:.-.|,..':.,??.9,..!.,.110.7.,1....,...., I m/z 68.10 38.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.55%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.05 25.56%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.65%
5000 67.0
41.0 97.0
53.0
‘ ‘ 20.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown8.11 Concentration Rank 10

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

8.11 2.33 ng 86239 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 43
2 Cvclohexane. methvlene- 96 C7H12 001192-37-6 43
3 Cvclopentene. 4.4-dimethvl- 96 C7H12 019037-72-0 43
4 Furan. 2-ethvl- 96 C6H80 003208-16-0 43
5 4-Piperidinamine, N,1-dimethyl- 128 C7H16N2 073579-08-5 27

Abundance Scan 523 (8.115 min): BF081869.D (-520) (-) m/z 81.10 100.00%

81.1
97.1
55.1
5000 41.1
69.1

‘ 125.1 780 800 820 8.40
141.1
S (1 .|.-|'!"|..'|!||:'.."".'.'.,'..|..'|:....1,1F?.1.,.'.'..,....,...., m/z 97.10 69.70%

I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2821: Cyclohexene, 1-methyl-
81.0

5000 ...,....,....,....,....,
67.0 9.0 7.80 8.00 8.20 8.40

o

55.0
m/z 55.10 60.86%
570 39.0
0 15.0 L1 ‘ ‘ ‘ 1 ‘ | 1,
LN L O i e A R R AR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
81.0
67'0 IIIIIIIIIIIIIIIIIIIIIIII
7.80 8.00 8.20 8.40
5000 54.0 96.0 m/z 96.05 53.24%
39.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2858: Cyclopentene, 4,4-dimethyl-
81.0 7.80 8.00 8.20 8.40
m/z 41.10 44 _15%
5000
270 53.0 9.0
A
.w”.q“.w””,””NN““NN“”MH”.“mW.”q”.q”.w””,””, e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Dichloroacetic acid, 1-cycl... Concentration Rank 9

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

8.59 2.54 ng 93856 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. 1-cvclopent... 224 C9H14C1202 1000282-56-3 53
2 1H-Imidazole-5-ethanamine. 1-met... 125 C6H11N3 000644-42-8 43
3 Furan. 2-ethvl- 96 C6H80 003208-16-0 43
4 Cvclohexene. 3-methvl- 96 C7H12 000591-48-0 43
5 1,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-86-8 38

Abundance Scan 565 (8.595 mm) BF081869.D (-561) (-) m/z 97.10 100.00%
5000
820 840 8.60 8.80 9.00
01 m/z 81.10 92.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72685: Dichloroacetic acid, 1-cyclopentylethyl ester
55.0 81.0 97.0
5000 AR RN RN UL R
8.20 8.40 8.60 8.80 9.00
300 m/z 96.10 75.77%
ol22.0| \dh‘ (ly JM M\M 1130 139.0  167.0183.0199.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
96.0
8.0 820 840 8.60 8.80 9.00
5000 m/z 55.10 61.55%
30.0
540 124.0
L L S S WL UL WL B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2738: Furan, Z-Ethyl- LI L L L L L LB B
81.0 8.20 8.40 8.60 8.80 9.00
m/z 41.10 41.06%
5000
53.0 96.0
27.0 M
0'"|'”'|'Nlw”“"ﬁ"h|”"|'“'|"”|"'w""w' ERRERL SRR AR R S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 1-Adamantanol Concentration Rank 18

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

8.75 2.08 ng 76924 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 90
2 2-Cvclopentene-l1-butanal. .adamma... 194 C13H220 060714-25-2 59
3 5.7-Octadien-4-one. 2.6-dimethvl... 152 C10H160 006752-80-3 59
4 Cvclopentene. 1.4-dimethvl-5-(1-... 138 C10H18 061142-33-4 45
5 2-Furancarboxylic acid, 2-propen... 152 C8H803 004208-49-5 45

Abundance Scan 579 (8.755 min): BF081869.D (-575) (-) m/z 95.10 100.00%
98.1
5000
152.2 USRS SRR AR U
41.1 551 77.0 109.0 136.1 8.40 8.60 8.80 9.00
o B Va1V SN ot ot N A—— m/z 152.15  16.21%
mz--> 20 40 60 100 120 140 160 180
Abundance #23934: 1-Adamantanol
95.0
5000
152.0 8.40 8.60 8.80 9.00
410 ’ m/z 94.10 11.53%
oLFO [ 8850 | IO | 1090 1350
mz-> 20 40 60 80 100 120 140 160 180
Abundance
95.0
8.40 8.60 8.80 9.00
5000 m/z 96.10 7.90%
o270 410 550 810 121.0 137.0  161.0176.0 194.0
mz-> 20 40 60 8 100 120 140 160 180
Abundance #24086: 5,7-Octadien-4-one, 2,6-dimethyl-, (E)- R R e maa
95.0 8.40 8.60 8.80 9.00
m/z 77.05 7.00%
5000
41.0 67.0 109.0 152.0
| ‘ 810 B0
0I""ih'”UIJw"H”'“bl""I"'UI'””'I""I""I UM R S R
mz--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown8.86 Concentration Rank 12

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

8.86 2.29 ng 84648 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonofluoridic acid. methvl-... 210 C9H20F02P 144313-52-0 35
2 2.4.4-Trimethvl-1-pentvl methvlp... 210 C9H20F02P 333416-06-1 35
3 Cvclopentanone ethvlene ketal 128 C7H1202 000176-32-9 35
4 2-Methvl-3-hexvl methvlphosphono... 196 C8H18FO02P 345260-70-0 35
5 n-Heptyl methylphosphonofluoridate 196 C8H18FO02P 162085-82-7 25

Abundance Scan 588 (8.857 min): BF081869.D (-584) (-) m/z 99.00 100.00%
9d.0
5000 I
155.1
811 193.1139.1 shemogm 9.20
o} e e m/z 57.10 47 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63340: Phosphonofluoridic acid, methyl-, octyl ester
99.0
5000 RN RS A AR AR
8.60 8.80 9.00 9.20
41.0 m/z 41.10 38.23%
81.0
o ‘H 57.0 125.0141.0 164.0  191.0 209.0
m/z--> 20 40 éo éo 160 120 140 160 180 200
Abundance
99.0
57.0 AR R LA R AR
41.0 8.60 8.80 9.00 9.20
5000 m/z 95.10 37.82%
81.0
153.0
G S S S S WL WL B LI LI S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11838: Cyclopentanone ethylene ketal B Bama e e
99.0 8.60 8.80 9.00 9.20
m/z 155.10 27.26%
5000
55.0
0 "'l???'V“"ll'“"ﬁ%Q"w ""}??P'I'"'I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown9.17 Concentration Rank 19

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

9.17 2.04 ng 85849 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tridecvne 180 C13H24 026186-02-7 37
2 Cvclohexene. 3-ethvl- 110 C8H14 002808-71-1 35
3 N.N"-Dimethvl-N.N"-bis(furfurvl)... 234 C13H18N202 101264-94-2 35
4 Cvclohexene. 1l-ethvl- 110 C8H14 001453-24-3 35
5 1,1-Cyclohexane diacetic acid 200 C10H1604 009355-11-7 32

Abundance Scan 615 (9.166 min): BF081869.D (-612) (-) m/z 81.10 100.00%
1
5000
880 9.00 9.20 940 9.60
o} m/z 95.10 44 _72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42726: 1-Tridecyne
81.0
41.
5000 RS N LN L
8.80 9.00 9.20 9.40 9.60
m/z 69.10 42 .54%
I LA 1L
0"'I'l' ‘ “ I‘I*""I'""I""I""I""I""I"''I""I
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
81.0
880 9.00 9.20 940 9.60
5000 m/z 43.10 40.18%
41.0
110.0
63.0
e s I I R S L B L AL RN SARRS RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78440: N,N'-Dimethyl-N,N*-bis(furfuryl)methylenediamine R AERE T B
81.0 8.80 9.00 9.20 9.40 9.60
m/z 55.10 34.81%
5000 124.0
53.0
ol 270 | | 1470 1740 234.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 880 9.00 9.20 9.40 9.60

8270-BF092815.M Tue Sep 29 11:28:09 2015 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 3,5-Dimethyl-1-adamantanol Concentration Rank 7

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

9.49 3.07 ng 129114 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-1-adamantanol 180 C12H200 000707-37-9 58
2 2-Amino-4-acetamino anisole 180 C9H12N202 006375-47-9 30
3 3-Cvclohexene-1-carboxaldehvde. ... 152 C10H160 040702-26-9 27
4 Tricvclol4.3.1.1¢3.8)lundecane., ... 180 C12H200 021898-92-0 27
5 Acetonitrile, 2-(4-methoxyphenoxy)- 163 C9HINO2 022446-12-4 16

Abundance Scan 643 (9.486 min): BF081869.D (-640) (-) m/z 123.10 100.00%
109.1128.1
5000 05.1
41.1 67.1 81.1 146.1 164.1180'2 e —
9.20 9.40 9.60 9.80
o} m/z 109.10 96.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42617: 3,5-Dimethyl-1-adamantanol
109.0123.0
5000 ISR R R
180.0 9.20 9.40 9.60 9.80
40y 165.0 m/z 95.10 41.45%
: 79.0 -
ol I%?;Q .h‘.. JL\IIJNI ul ..?ﬁ:? Al fh SN AV W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
123.0
920 940 9.60 9.80
5000 180.0 m/z 107.10 31.75%
43.0 95.0 165.0
15.0 290 67.0 g1 9 109.0 138.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #24172: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethyl- A ma o e
109.0123.0 9.20 9.40 9.60 9.80
m/z 180.20 30.57%
67.0 81.0
5000 41.0
152.0
95.0 137.0
gl
fo) IIH‘I thly ‘l“.‘l‘.“l‘. .“i‘..l‘l‘l.““‘..‘i‘...‘.‘luuu‘.luuuulu..
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80

8270-BF092815.M Tue Sep 29 11:28:10 2015 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown9.69 Concentration Rank 13

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

9.69 2.21 ng 92791 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Amino-4.6-dimethvl-2-0x0-1.2-d... 163 C8HI9N30 001562-12-5 46
2 Dimethvl phthalate 194 C10H1004 000131-11-3 46
3 1.3-Benzenedicarboxvlic acid. di... 194 C10H1004 001459-93-4 37
4 Quinazolin-4(3H)-one. 3-(2.5-dim... 323 C18H17N303 312272-24-5 37
5 Terephthalic acid, methyl vinyl ... 206 C11H1004 004091-02-5 37

Abundance Scan 661 (9.692 min): BF081869.D (-660) (-) m/z 163.00 100.00%
168.0
5000 811
125.1
4Ll 600 96.1 143.0 104.1 9.40 9.60 9.80 10.00
0 T N M m/z 81.10 37 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31410: 1-Amino-4,6-dimethyl-2-oxo-1,2-dihydropyridine-3-c..
163.0
5000 134.0 L R UL LN SULLE
9.40 9.60 9.80 10.00
m/z 80.10 21.36%
39 0 78.0 93.0 119.0
0...,....,“‘..‘l“.‘ \\P H‘i‘..‘l“.|.“...Hﬂ...‘.l.‘...l....l....,.
m/z--> 20 40 80 100 120 140 160 180 200
Abundance
163.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—
9.40 9.60 9.80 10.00
5000 m/z 125.10 18.75%
77.0
. 20.0 50.0 92.0 120.0135.0 179.0194.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #51480: 1,3-Benzenedicarboxylic acid, dimethyl ester B
168.0 9.40 9.60 9.80 10.00
m/z 77.00 15.71%
5000
135.0 194.0
150 3p9 500 ﬁo 1®0nM) 1790
m/z--> 20 40 60 80 100 120 1&0 160 180 200 9.40 9.60 9.80 10.00

8270-BF092815.M Tue Sep 29 11:28:11 2015 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown9.78 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.78 2.04 ng 85763 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2-Penta-2.4-dienvl-cvclohexvl)-... 180 C12H200 1000186-20-6 42
2 2.4-Hexadiene. 2.5-dimethvl- 110 C8H14 000764-13-6 30
3 Cvclohexene. 1.2-dimethvl- 110 C8H14 001674-10-8 30
4 1.4-Methanonaphthalene. 6.7-diet... 206 C15H26 016539-02-9 30
5 R(-)-1-Cyano-2-methylpyrrolidine 110 C6H10N2 1000145-01-8 30

Abundance Scan 669 (9.783 min): BF081869.D (-667) (-) m/z 95.10 100.00%

5000

122.1 150.1

9.40 9.60 9.80 10.00

01 m/z 41.10 69.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42635: (2-Penta-2,4-dienyl-cyclohexyl)-methanol
95.0
67.0
5000 41.0 SRR RARRESRARARARRA S

9.40 9.60 9.80 10.00
F m/z 67.10 65.62%
‘Hh !

19.0137.0 162018?-0
1§ I Y Y

| NSV RN N1 O T S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
95.0
67.0 IIIIIIIIIIIIIIIIIIIIII
9.40 9.60 9.80 10.00
5000 410 m/z 55.10 60.27%
15.0
LA B B B B B B B B e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5827: Cyclohexene, 1,2-dimethyl- A REamE EESE TSR
67.0 9.40 9.60 9.80 10.00
95.0 m/z 110.10 57.55%
5000 410
m/z--> 20 40 60 100 120 140 160 180 200 220 940 9.60 980 10.00

8270-BF092815.M Tue Sep 29 11:28:11 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknown9.90 Concentration Rank 8

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

9.90 2.75 ng 115801 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.5-bis(l1-methvlethvl)- 178 C12H180 035946-91-9 49
2 2-Hvdroxv-3-methoxvphenvlacetoni... 163 C9H9NO2 042973-56-8 47
3 Benzoic acid. p-tert-butvl- 178 C11H1402 000098-73-7 47
4 Propofol 178 C12H180 002078-54-8 43
5 Terephthalaldehyde mono-(diethyl... 208 C12H1603 081172-89-6 43

Abundance Scan 679 (9.898 min): BF081869.D (-676) (-) m/z 163.10 100.00%
168.1
5000 411 91.1
57.1 270 1150 135.1 178.1
149 9.60 9.80 10.00 10.20
01 ; m/z 41.10 38.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41231: Phenol, 2,5-bis(1-methylethyl)-
163.0
5000 L L RN BN B
1210 9.60 9.80 1000 10.20
430 7709101070 ‘ 1350 178.0 m/z 91.10 38.25%
0 ...|....lH..‘.“.ﬁqjquu“‘l..‘l‘.l“.‘k ‘ \‘H\‘ .‘h‘g:oull...“l...
m/z--> 20 40 60 80 100 140 160 180
Abundance
163.0
65.0 IR AN AN NN IR
9.60 9.80 10.00 10.20
5000 93.0 1070 135.0 m/z 95.10 30.10%
39.0 :
15.0 79.0
121.0 149.0
S L S B B L S L L L UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41005: Benzoic acid, p-tert-butyl- L L L L B L B
163.0 9.60 9.80 10.00 10.20
m/z 57.10 27 .09%
5000
41.0 91.0 135.0 178.0
270 | | 630770 1150 149.0
m/z--> ﬁo 45 éo éo 160 150 150 1éo 1éo 9%0 980 1000 1020 !

8270-BF092815.M Tue Sep 29 11:28:12 2015 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknownl10.32 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.32 4.13 ng 173784 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(3-ThienvD)pvridine 161 COH7NS 021298-55-5 27
2 Benzene. 1-(1-hvdroxvethvl)-4-is... 178 C12H180 040150-92-3 27
3 4-Pentenoic acid. 5-phenvl- 176 C11H1202 028525-69-1 25
4 Benzofuran. 2.3-dihydro-2.2.4.6-... 176 C12H160 003698-49-5 20
5 4-Amino-2-nitrobenzonitrile 163 C7H5N302 072115-07-2 18

Abundance Scan 716 (10.320 min): BF081869.D (-713) (-) m/z 163.10 100.00%

117.1 168.1

5000

10.00 10.20 10.40 10.60

0 m/z 117.10 85.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30325: 2-(3-Thienyl)pyridine
161.0
5000 T LB LU L TTTT

lO.IOO lO.IZO 10.I40 10!60
m/z 161.10  78.03%

1r.0 135.0
o270 510 670 8901030 | i |
i B B s o e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0 163.0
43.0 10.00 10.20 10.40 10.60
5000 m/z 115.10 T4.72%
57.0 91.0
27.0 77.0 1490
o BN 1ROV R AR TRRRSPYGE [ SR MR .- S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39735: 4-Pentenoic acid, 5-phenyl- R e R RR B
117.0 10.00 10.20 10.40 10.60
m/z 130.05 62.27%
5000 91.0 176.0
45.0
210 | 630770 17F0
0 ,.k‘..hu PP SO S T .‘lh.%4?f%1§99...‘,... —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60

8270-BF092815.M Tue Sep 29 11:28:14 2015 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.49 3.78 ng 159130 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 64
3 1-n-Pentvladamantane 206 C15H26 050782-11-1 64

4 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 56
5 m-Methoxybenzoic acid, 2-bromo-4... 324 C14H10BrFO3 1000292-63-0 56

Abundance Scan 731 (10.492 min): BF081869.D (-729) (-) m/z 135.10 100.00%
135.1
5000
107.1 e SRR
41.1 57.1 91.1 10.20 10.40 10.60 10.80
: 176.1 206.2
Ot B0 5 Ll 1STA LD 2062 | 67 10 14, 11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60213: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000 LA L L L L LN
10.20 10.40 10.60 10.80
m/z 136.10 9.87%
57.0 107.0
ol 180 40> 750 91.0 | 175.0  206.0
s B A o AR e et SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
R I e S
10.20 10.40 10.60 10.80
5000 m/z 57.10 8.97%
0150 430 g5 9101070 151.0 192.0 MAJJ\J\WJ\V
i B e e N B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60294: 1-n-Pentyladamantane B RRREE R
135.0 10.20 10.40 10.60 10.80
m/z 41.10 7 .04%
. WMWA/M\A/\MM
e St I I B e e B o SRR R I e B
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80

8270-BF092815.M Tue Sep 29 11:28:14 2015 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl10.66 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.66 2.11 ng 88700 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Inden-1-one. 2.3-dihvdro-5.6-... 206 C12H1403 004082-25-1 49
2 1-(3.6.6-Trimethvl-1.6.7.7a-tetr... 206 C13H1802 1000194-97-2 38
3 4-Fluoro-2-(trifluoromethvlbenz... 226 C8H3CIF40 189807-21-4 35
4 Phenol. 3.5-bis(1l.1-dimethvlethvI)- 206 C14H220 001138-52-9 35
5 2H-Indeno[1,2-b]furan-2-one, 3,3... 206 C13H1802 1000196-74-3 32

Abundance Scan 746 (10.663 min): BF081869.D (-743) (-) m/z 191.10 100.00%
191.1
5000
95.1 163.1
41.1 115.0131.1 P
10.40 10.60 10.80 11.00
o} m/z 177.10 45 _51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59951: 1H-Inden-1-one, 2,3-dihydro-5,6-dimethoxy-3-methy!-
191.0
5000 SRR DU BN B
10.40 10.60 10.80 11.00
163.0 207.0 m/z 95.10 34 .79%
0 280 | 5:!-\.0 Ll 71\.\0 \“ 10%\01\1\9\013\\50 m M Ll i
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
191.0
10.40 10.60 10.80 11.00
5000 43.0 149.0 m/z 206.10 34.02%
131.0
27.0 69.0 101070 173.0 207.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #74092: 4-Fluoro-2-(trifluoromethyl)benzoyl chloride LA e
191.0 10.40 10.60 10.80 11.00
m/z 163.10 32.06%
163.0
5000
69.0 113.0 143.0
o288 =0 A u??W?\.. TR T Tk —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00

8270-BF092815.M Tue Sep 29 11:28:15 2015

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownl10.87 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.14 ng 101142 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiocoumarin. 4.4.6-trimethvl- 206 C12H140S 1000132-62-4 38
2 1-Ethvl-3-propvladamantane 206 C15H26 019385-94-5 38
3 2-Propanone. 1-(3.5.5-trimethvl-... 178 C12H180 016695-73-1 27
4 2.3"-Bipvridine. 1"-acetvl-1".3.... 206 C12H18N20 052195-93-4 25
5 2-Propenal, 3-(2,6,6-trimethyl-1._._. 178 C12H180 004951-40-0 22
Abundance Scan 764 (10.869 min): BF081869.D (-762) (-) m/z 163.10 100.00%
57.1 168.1
5000{ 41
85.1 105.1
179.0 2061 10.60 10.80 11.00 11.20
(o} m/z 57.10 94 .78%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #59967: Thiocoumarin, 4,4,6-trimethyl-
163.0
206.0
5000 LI UL UL B U
10. 60 10. 80 11. oo 11. 20
420 1150 148.0 191.0 m/z 43.10 74_.37%
0"I""''6;3'(?'"I'g'l'cfl""' |:!-3.0.‘(.)|.‘.‘..|‘l‘...|....|.‘...|..
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
163.0
10,60 10.80 11.00 11.20
5000 m/z 71.05 52.08%
55.0 77.0 93.0 121.0 178.0 206.0
O T T T T T e o i T o T o S SR EIERREE SRS
m/z--> 45 éo 85 160 150 150 1éo 1éo 260 250
Abundance #41303: 2-Propanone, 1-(3,5,5-trimethyl-2-cyclohexen-1-yli... R e s REAR
163.0 10.60 10.80 11.00 11.20
145.0 m/z 41.10 47 .40%
43.0
5000 178.0
77.0 105.0 130.0
oL H\I\ﬁﬁoh M i MI\HH ..|‘.‘...|l...‘|....|....|.. e
m/z--> o 100 120 140 160 180 200 220 10. 60 10. 80 11. 00 11. 20

8270-BF092815.M Tue Sep 29 11:28:16 2015 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 unknownll.34 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.34 2.31 ng 109168 Phenanthrene-d10 11.46

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8-ene. 3-methvlene- 150 C11H18 1000151-25-7 43
2 1.6-Octadien-3-o0l. 3.7-dimethyl-... 210 C13H2202 000144-39-8 38
3 Cvclohexanemethanol. 4-methvlene- 126 C8H140 001004-24-6 35
4 Bicvclol2.2.1Thept-2-ene. 2.7.7-... 136 C10H16 000514-14-7 27
5 Borazine, 2,4-dimethyl- 109 C2H10B3N3 023208-27-7 25

Abundance Scan 805 (11.338 min): BF081869.D (-801) (-) m/z 93.10 100.00%

%

5000

11.00 11.20 11.40 11.60
m/z 94.10 50.71%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22880: p-Menth-8-ene, 3-methylene-

93.0 135.0

SN
ay
o
F

5000 ' 67.0 ST TR
11,00 11.20 1140 11.60

m/z 107.10 49_.90%

ob e I SN L S
m/z--> 20 0 100 120 140 160 180 200 220
Abundance
93.0
R R AR maEE
57.0 11.00 11.20 11.40 11.60
5000 m/z 80.10 42.28%
41.0 121.0
0 P 137.0154.0 210.0
LA B o L ALALN o i S ey o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11100: Cyclohexanemethanol, 4-methylene- R R ABEREEE
93.0 11.00 11.20 11.40 11.60
m/z 67.10 35.06%
5000 67.0 %AA*\/\/LM\_\M
390 H L? 126.0
ob- ....l...“.,19..0.,....,....,....,....,....,.. R
m/z--> 20 100 120 140 160 180 200 220 11. 00 11. 20 11. 40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.08 ng 192853 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Undecanoic acid 186 C11H2202 000112-37-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 862 (11.989 min): BF081869.D (-860) (-) m/z 73.00 100.00%
431 , 730
5000 A,“h__,vy,\h,uA\~».~hAA,\~,\A
i 2020 || 1160 1180 12,00 1220 1240
Ot m/z 43.10 96.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 AR DAL BB UL B
nmnmnmnmnm
1290 256.0 m/z 60.05 93.06%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
60.0
11/60 11.80 12.00 12.20 12.40
5000 m/z 57.10 83.70%
29.0 85.0 129.0
107.0 1570 1860
O A A R e
m/z--> 25 Jo éo 85 100 120 140 160 180 200 220 250 2éo
Abundance #83683: Pentadecanoic acid A RREEE RS E ST
43.0 |, 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.10 81.16%
e M\V—Lw
OFrrr i RSB RE S Eam e mEE I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Tetradecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.12 ng 100208 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 Lactose 342 C12H22011 000063-42-3 46

Abundance Scan 931 (12.778 min): BF081869.D (-929) (-) m/z 73.05 100.00%

.0

5000

12.40 12.60 12.80 13.00

0 m/z 43.10 99.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid WWJLM
73.0
43.0
5000 1290 T[T I T[T rrrrrrprrrrm

12.40 12.60 12.80 13.00
m/z 60.10 98.08%

15.0
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 /\/i\w
Abundance
43.0 | 73.0
12.I40 12.I60 12.I80 13.IOO I
5000 m/z 55.10 93.26%
129.0 242.0
97.0 199.0
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid R
73.0 12.40 12.60 12.80 13.00
m/z 57.10 90.39%
1l ‘JM\—\/\/\/
5000
129.0
‘ %6.0 1710 2140
o 189w.“.mw“Jm.mnvw;m.ﬁ.u..y,h.w”...”..“.“.”,”. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092815\
Data File : BF081869.D

Aca On : 29 Sep 2015 6:33

Operator : UM/I1Z

Sample : G3717-08

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092815_.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 Heptafluorobutanoic acid, h... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.19 ng 104381 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Cvclopentadecane 210 C15H30 000295-48-7 93
3 Heptafluorobutvric acid. n-penta... 424 C19H31F702 1000216-79-3 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1033 (13.944 min): BF081869.D (-1031) (-) m/z 57.10 100.00%

517.1

83.1

5000

%

13.60 13.80 14.00 14.20
m/z 55.10 88.19%

140.1941 1 184.1 210.1 234.1

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0

83.0

13.60 13.80 14.00 14.20
m/z 43.10 87.50%

5000

139.0 169.0

210.0 238.0 283.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 V\N”NJ\NAM\,\
Abundance
55.0
. R N REmay
830 13.60 13.80 14.00 14.20
5000 m/z 83.10 73.89%
29.0 111.0

139.0 182.0 210.0

Hr

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #160783: Heptafluorobutyric acid, n-pentadecyl ester R AR B
43.0 13.60 13.80 14.00 14.20
m/z 97.10 70.47%
69.0
5000

%

125.0 169.0 210.0

O prrrr ety AR mama

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092815\

Data File : BF081869.D

Acg On : 29 Sep 2015 6:33 Instrument :
Operator : UM/I1Z BNA_F

Sample - G3717-08 ClientSampleld :
Misc : PZ-1-9-17-15
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.11 16.5 ng 461848 1 6.94 559999 20.0
unknown6.70 6.70 85.1 ng 2383510 1 6.94 559999 20.0
unknown8.11 8.11 2.3 ng 86239 2 8.22 739133 20.0
Dichloroacetic ac... 8.59 2.5 ng 93856 2 8.22 739133 20.0
1-Adamantanol 8.75 2.1 ng 76924 2 8.22 739133 20.0
unknown8 .86 8.86 2.3 ng 84648 2 8.22 739133 20.0
unknown9 .17 9.17 2.0 ng 85849 3 9.98 841332 20.0
3,5-Dimethyl-1-ad. .. 9.49 3.1 ng 129114 3 9.98 841332 20.0
unknown9 .69 9.69 2.2 ng 92791 3 9.98 841332 20.0
unknown9.78 9.78 2.0 ng 85763 3 9.98 841332 20.0
unknown9 .90 9.90 2.8 ng 115801 3 9.98 841332 20.0
unknown10.32 10.32 4.1 ng 173784 3 9.98 841332 20.0
Phenol, 4-(1,1,3,... 10.49 3.8 ng 159130 3 9.98 841332 20.0
unknownl10.66 10.66 2.1 ng 88700 3 9.98 841332 20.0
unknown10 .87 10.87 2.1 ng 101142 4 11.46 944506 20.0
unknownll.34 11.34 2.3 ng 109168 4 11.46 944506 20.0
n-Hexadecanoic acid 11.99 4.1 ng 192853 4 11.46 944506 20.0
Tetradecanoic acid 12.78 2.1 ng 100208 4 11.46 944506 20.0
Heptafluorobutano... 13.94 2.2 ng 104381 5 14.10 951306 20.0
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