LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\

Data File : BF078037.D

Aca On - 27 Mar 2015 15:26 Instrument :
Operator : TP/1Z BNA_F

Sample - G1654-09 ClientSampleld :
Misc - PZ-1-3-25-15
ALS Vial : 3 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

1.344 37 40 43 rBvV 183825 315970 20.63% 3.040%
1.504 51 54 57 rvB 265457 297403 19.42% 2.862%
75 85 rBvV 57208 130082 8.50% 1.252%
4.819 342 344 348 rVB 25979 36493 2.38% 0.351%
5.367 390 392 395 rBV 348508 399677 26.10% 3.846%

abrwWNPEF
=
\l
D
N
\l
N

6.670 504 506 508 rBvV 249538 243387 15.89% 2.342%
6.796 514 517 519 rBV 696168 810604 52.94% 7.800%
541 544 rVB 190269 201207 13.14% 1.936%
7.265 555 558 560 rBvV 671451 791583 51.69% 7.617%

(@R {cNec R NNe))
\l
o
\l
o
(9]
w
©

1 7.767 600 602 605 rBvV 561841 580652 37.92% 5.587%
11 8.579 669 673 677 rBv2 29994 55250 3.61% 0.532%
12 8.648 677 679 682 rBV 288853 288775 18.86% 2.779%
13 8.750 684 688 689 rBv2 8271 18358 1.20% 0.177%
14 8.922 701 703 709 rvVvB6 16591 37089 2.42% 0.357%
15 9.105 714 719 721 rBVS5 10730 34044 2.22% 0.328%
16 9.150 721 723 725 rVB 21229 23745 1.55% 0.228%
17 9.253 730 732 735 rVB3 14281 21354 1.39% 0.205%
18 9.310 735 737 738 rBV 14660 16052 1.05% 0.154%
19 9.516 753 755 756 rBV 15517 15671 1.02% 0.151%
20 9.573 758 760 762 rvv2 15036 19990 1.31% 0.192%
21 9.733 772 774 777 rVB4 10616 16250 1.06% 0.156%
22 9.848 782 784 787 rVVv4 15884 22459 1.47% 0.216%
23 9.951 792 793 795 rvv2 11086 18437 1.20% 0.177%
24 9.996 795 797 800 rvB 1378147 1308870 85.48% 12.595%
25 10.133 803 809 811 rBVS5 16573 50249 3.28% 0.484%
26 10.213 815 816 819 rvB2 26147 33337 2.18% 0.321%
27 10.305 823 824 825 rBV 24272 26376 1.72% 0.254%
28 10.385 829 831 833 rBvV3 19450 28924 1.89% 0.278%
29 10.659 853 855 859 rBV5 10500 24343 1.59% 0.234%
30 10.762 859 864 867 rBV5 27782 90071 5.88% 0.867%
31 10.819 867 869 871 rvVv 350217 331788 21.67% 3.193%
32 10.933 876 879 880 rBV3 10009 16380 1.07% 0.158%
33 11.151 895 898 900 rBv4 10896 27167 1.77% 0.261%
34 11.276 904 909 913 rVvv5 23570 69636 4 _55% 0.670%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\

Data File : BF078037.D

Aca On - 27 Mar 2015 15:26 Instrument :
Operator : TP/1Z BNA_F

Sample - G1654-09 ClientSampleld :
Misc - PZ-1-3-25-15
ALS Vial : 3 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 11.356 913 916 918 rVB4 17408 32303 2.11% 0.311%
36 11.494 926 928 930 rBV 48494 56641 3.70% 0.545%
37 11.676 942 944 946 rBV2 13464 21230 1.39% 0.204%
38 11.756 946 951 952 rvv4 53324 98477 6.43% 0.948%
39 11.802 952 955 957 rvv 693262 851007 55.58% 8.189%
40 11.859 957 960 963 rVB3 11102 31022 2.03% 0.299%
41 11.996 970 972 975 rVB4 11249 19405 1.27% 0.187%
42 12.099 979 981 985 rvVB4 10093 19079 1.25% 0.184%
43 12.236 991 993 996 rvVB4 8699 16800 1.10% 0.162%
44 12.499 1014 1016 1019 rVB2 23299 30431 1.99% 0.293%
45 12.659 1027 1030 1032 rBV 250362 350621 22.90% 3.374%
46 13.391 1092 1094 1095 rBV 20079 22788 1.49% 0.219%
47 14.648 1202 1204 1207 rBV 1486811 1531271 100.00% 14.735%
48 15.825 1305 1307 1314 rBV2 32930 47188 3.08% 0.454%
49 15.940 1314 1317 1319 rVB 280834 401714 26.23% 3.866%
50 17.128 1419 1421 1423 rBV 39028 48925 3.20% 0.471%

51 17.677 1467 1469 1472 rBV 272653 411503 26.87% 3.960%

Sum of corrected areas: 10392078
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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: BFO78037.D

1400000
1200000
1000000

800000
6.80 7.26

600000

400000 5.37
1.50 6.67

200000 1.34 7.07
ﬂ 1.74 4.82 |
C A

T
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: BFO78037.D

10.00

1400000
1200000
1000000
800000 11.80

600000{.77

10.82

400000

8.65 12.66

8.3% 755,920/ §519%58. BEH %010 2412.54 13.39

O T B L e e e =R ———_— e e

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: BFO78037.D
14165

200000

1400000
1200000
1000000

800000

600000

400000 15.94 17.68

200000
15.8 17.13
A

e & S ———

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

8270-BF031115.M Mon Mar 30 13:48:05 2015 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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.

1.50 29.56 ng 297403 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 54 (1.504 min): BF078037.D (-51) (-) m/z 73.10 100.00%
73
5000 43
55 87 IS & G
49 1.20 1.40 1.60 1.80
N . O RN N NN NN m/z 43.10 36.23%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 NSNS RN
43 120 1.40 1.60 1.80
55 87 m/z 87.10 25.48%
0 ?9 35 ‘M‘\ ‘ 67 | 80
I S UL SRR UL SURILL SUREL SULILL IO SO UL B
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
73
120 140 160 180
5000 m/z 55.10 25.46%
45
29
39 S a7 101
G R UL R IS RS IR LA IS AR SRS
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1967: Silane, tetramethyl- S EEAEa m e
73 1.20 1.40 1.60 1.80
m/z 41.10 12.07%
5000
43
oL.2 15 P35 || 535965 | 79 88
miz--> 0 10 20 30 40 50 60 70 8 90 100 120 1.40 1.60 180
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 9

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

4.82 3.63 ng 36493 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 344 (4.819 min): BF078037.D (-342) (-) m/z 43.10 100.00%
43
59
5000
101
45 | 83 | 440 460 4.80 5.00 5.20
o et et e m/z 59.10 55.76%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
A
5000 UL U R
59 440 460 4.80 5.00 5.20
m/z 101.00 18.82%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 480 5.00 520
5000 m/z 58.10 16.64%
43 101
o 15 35 53 65 71 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R Rmmmm e
43 440 460 4.80 5.00 5.20
m/z 41.10 9.82%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.80 Concentration Rank 1

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

6.80 80.57 ng 810604 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 517 (6.796 min): BF078037.D (-514) (-) m/z 132.00 100.00%
5000
68
96 9 660 B8RO 700 750
40 ‘ J 6.40 6.60 6.80 7.00 7.20
I i -|-|.7.7, &7 | X N [ m/z 134.00 33.43%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS I I AL
6.40 6.60 6.80 7.00 7.20
2 51 78 m/z 68.10 32.37%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.03%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 12.76%
5000 og M°
o -‘-“‘. 89 I‘;ﬂm,\,\‘l,,m, s 8 S| | S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 unknown8.58 Concentration Rank 8

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

8.58 3.83 ng 55250 Naphthalene-d8 8.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tetracosanol 354 C24H500 000506-51-4 38
2 Cvclopentaneethanol. .beta..2.3-... 156 C10H200 021721-18-6 35
3 Bicvclol2.2.21octan-1-amine 125 C8H15N 001193-42-6 25
4 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 22
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 22

Abundance Scan 673 (8.579 min): BF078037.D (-669) (-) m/z 69.05 100.00%
o
41 97
5000
125 8.20 8.40 8.60 8.80 9.00
o} m/z 81.00 93.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43
5000 83

8.20 8.40 8.60 8.80 9.00

0
18 11 m/z 55.10 69.33%
0 |4l s 140 168 196 238 266 308 336
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
69
R R AREEEE
8.20 8.40 8.60 8.80 9.00
5000 41 - m/z 41.10 66.40%
123
0 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #10558: Bicyclo[2.2.2]octan-1-amine e
9 8.20 8.40 8.60 8.80 9.00
m/z 43.10 61.52%
96
5000
28 125
5
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 unknown8.92 Concentration Rank 12

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

8.92 2.57 ng 37089 Naphthalene-d8 8.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. methvl-. 2.2-di... 220 C10H2103P 1000273-45-9 32
2 Cvclopropanecarboxvlic acid.pent... 156 C9H1602 060128-02-1 25
3 1-Hexene. 3.3.5-trimethvl- 126 C9H18 013427-43-5 9
4 3-Hexanol. 2.5-dimethvl- 130 C8H180 019550-07-3 9
5 1-Pentene, 3,3-dimethyl- 98 C7H14 003404-73-7 9

Abundance Scan 703 (8.922 min): BFO78037.D (-701) (-) m/z 111.10 100.00%
1

5000

8.60 8.80 9.00 9.20
m/z 69.10 74 .00%

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #68947: Phosphonic acid, methyl-, 2,2-dimethylcyclohexyl m...
1

o

8.60 8.80 900 9.20
m/z 55.05 39.40%

5000

04
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
69
41
R RREEEE RS EE
87 8.60 8.80 9.00 9.20
5000 m/z 95.05 35.50%
55
o 99 113
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11205: 1-Hexene, 3,3,5-trimethyl-
69 8.60 8.80 9.00 9.20
41 m/z 70.10 26.12%
5000 55
27 83
N O Y =
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 unknownl10.13 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.13 3.03 ng 50249 Acenaphthene-d10 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Benzenediol. 2-methvl- 124 C7H802 000095-71-6 25
2 Cvclohexene.l-propvl- 124 C9H16 002539-75-5 22
3 5-Methvl-2-pvrazinvimethanol 124 C6H8N20 061892-95-3 22
4 5-Ethylcvclopent-1-enecarboxalde... 124 C8H120 036431-60-4 22
5 1,3-Hexadiene, 3-ethyl-2-methyl-_._.. 124 C9H16 074752-97-9 22
Abundance Scan 809 (10.133 min): BF078037.D (-803) (-) m/z 95.10 100.00%
a1 9%
4l 55 124
5000 107
| ‘ HI\I \| O 350 10,00 1020 1040
ok ..,....," : MR | | K m/z 81.10 80.24%
m/z--> 10 20 30 40 50 7 90 100 110 120 130
Abundance #10100: 1,4 Benzened|ol, 2-methyl-
124
5000 BERAERRRARSRARARABARRE
95 9. 80 10 00 10 20 10.40
107 m/z 41.10 65.52%
0--|----|--?‘?‘|---‘lh‘-‘ i \HH IH H‘M i H\ H...l.ll.l..‘l‘.l.... l ‘..l..
m/z--> 10 20 30 40 50 90 100 110 120 130
Abundance
81
'9.80 10.00 10.20 1040
5000 67 m/z 124.10 58.00%
95
. 41 55 124
ol 15 74 109
B SR IR IR UL LI SULIL I UL S S BN BRRRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10009: 5-Methyl-2-pyrazinylmethanol
95 124 9.80 10.00 10.20 10.40
m/z 55.10 50.27%
5000 42
55
N OO T O 0NN N OO B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9. 80 10 00 10 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 unknownl10.21 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.21 2.01 ng 33337 Acenaphthene-d10 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 11
2 2.4-Heptadiene. 2.6-dimethvl- 124 C9H16 004634-87-1 11
3 2-Cvclopenten-1-one. 3.5.5-trime... 124 C8H120 024156-95-4 11
4 trans.cis-2.8-Dimethylspirol5.51... 180 C13H24 095472-52-9 11
5 1,1-Dimethyl-1-silacyclo-2,4-hex... 124 C7H12Si 052023-18-4 11
Abundance Scan 816 (10.213 min): BF078037.D (-815) (-) m/z 109.10 100.00%
109 123
5000
180 —
1 1‘|‘7 1‘|35 9.80 10.00 10.20 10.40 10.60
o L Tm/z 123.10 93.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5873: 1,4-Pentadiene, 2,3,3-trimethyl-
95
41 67
5000 55 R SUNIUSA SN BN BN
27 9.80 10.00 10.20 10.40 10.60
29 110 m/z 95.10 73.34%
0 ,uﬂ.ukhnwb,ﬂﬁ.NW..Ul,..u.,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
109
67 UV ISR BN
9.80 10.00 10.20 10.40 10.60
5000 124 m/z 107 .05 42 .35%
41 55 81
29 95
L L L L WL L WL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10232: 2-Cyclopenten-1-one, 3,5,5-trimethy!-
109 9.80 10.00 10.20 10.40 10.60
m/z 69.10 35.95%
5000
39 81 124
I,
O e e e e U SN BN B
m/z--> 20 40 60 80 100 120 140 160 180 9.80 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 unknownl0.76 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.76 5.43 ng 90071 Acenaphthene-d10 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 43
2 1.6-Anhvdro-_beta.-D-alucopvrano... 162 C6H1005 000498-07-7 38
3 _beta.-D-Ribopvranoside. methvl 164 C6H1205 017289-61-1 35
4 Hexanoic acid 116 C6H1202 000142-62-1 32
5 _alpha.-Aminooxy-propionic acid,... 133 C5H11NO3 005766-86-9 32
Abundance Scan 864 (10.762 min): BF078037.D (-859) (-) m/z 60.10 100.00%
60
5000 126
41 73 163
5 83 % 109 137 153 10.40 10.60 10.80 11.00
0 S N m/z 57.10 37.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42883: D-Allose
60
5000 73 NN SUNLRE
10.40 10.60 10.80 11.00
43 m/z 126.10 37.54%
98
b 8 sz 163 e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
10.40 10.60 10.80 11.00
5000 2 m/z 55.10 30.96%
29
0 B g5 98
L L L SO L WL L SR B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32138: .beta.-D-Ribopyranoside, methy! R R RREEEEa
60 10.40 10.60 10.80 11.00
m/z 73.00 27.23%
5000
43 &
il |
0 Y 0 100 114 133 145 163
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00

8270-BF031115.M Mon Mar 30 13:48:16 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 2-(5-Isopropyl-2-methylphen... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.28 4.20 ng 69636 Acenaphthene-d10 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(5-Isopropvl-2-methviphenvlet... 178 C12H180 004389-64-4 50
2 Benzoic acid. 4-(1-methvlethvD)-... 178 C11H1402 020185-55-1 43
3 1.3-Disilaindan. 1.3-dimethvl- 178 C9H14Si2 017864-73-2 35
4 Silane. triethoxvmethvl- 178 C7H1803Si 002031-67-6 23
5 4-l1sopropylphenylacetic acid 178 C11H1402 004476-28-2 17

Abundance Scan 909 (11.276 min): BF078037.D (-904) (- m/z 163.10 100.00%
163
5000 91 119 133 178 192
150
41 51 67 77 103
11.00 11.20 11.40 11.60
0 m/z 133.10 46.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41248: 2-(5-1sopropyl-2-methylphenyl)ethanol
147 163 178
5000 105
o1 117 a3 11.00 11.20 11.40 11.60
a1 . m/z 192.10 45 _59Y%
oL .].-7| |2\|7| I\I‘\I IS\}\I I?ﬁ . "“I — ‘;\ ; I\I‘\I .‘l‘i e ‘.‘l — l\l —— ‘I T
m/z--> 20 40 80 100 120 140 160 180
Abundance
163
11.00 11.20 11.40 11.60
5000 o1 119 147 178 m/z 178.10 43.26%
4 5977 103 181
e L L L S W UL WL B L S|
m/z--> 20 40 80 100 120 140 160 180
Abundance #41749: 1,3-Disilaindan, 1,3-dimethyl-
163 11.00 11.20 11.40 11.60
m/z 119.10 42 .03%
5000
178
43 59 73 g5 93 105 121 13514° | M
0 T ‘I\ : I\ ! ‘l : ‘:‘ ‘:‘ : w?wlhl | \I SR ‘l‘ — \I\ \I Iuh‘wlwl l“wi‘\l‘ |H=W ‘i T
m/z--> 20 40 80 100 120 140 160 180 11.00 11.20 11.40 11.60

8270-BF031115.M Mon Mar 30 13:48:18 2015
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.49 3.41 ng 56641 Acenaphthene-d10 10.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 78
3 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 64
4 2-Fluoro-4-cvanotoluene 135 C8H6FN 170572-49-3 64
5 Hexestrol 270 C18H2202 005635-50-7 59
Abundance Scan 928 (11.494 min): BF078037.D (-926) (-) m/z 135.10 100.00%
135
5000
107
41 57 11.20 11.40 11.60 11.80
7 161
Olrrrrererrhtete bbb ke O 190206 | W/2 107.00  16.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60212: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135
5000 LN B B SURBLLE UL
11,20 11,40 11.60 11.80
. 107 m/z 41.10 9.99Y%
ol18 | | 7591 163 296
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
135
1120 1140 11.60 11.80
5000 m/z 136.10 9.90%
107
41 57 74 91 161 188206 231247 281 300
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #31858: Phenol, 4-(1,1-dimethylpropyl)-
135 11.20 11.40 11.60 11.80
m/z 57.05 9.87%
5000 107
77 164
0:::::::“:::‘:::::::‘::||||"||| ||‘||||||||||||||||||||||||||||||||||| S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11,20 11.40 11.60 11.80

8270-BF031115.M Mon Mar 30 13:48:19 2015 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 1-Octadecanol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.35 ng 47188 Chrysene-di12 15.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanol 270 C18H380 000112-92-5 93
2 1-Nonadecanol 284 C19H400 001454-84-8 81
3 1-Heptadecanol 256 C17H360 001454-85-9 81
4 Cvclohexadecane 224 C16H32 000295-65-8 74
5 1-Hexadecanol 242 C16H340 036653-82-4 74
Abundance Scan 1307 (15.825 min): BF078037.D (-1305) (-) m/z 57.10 100.00%
| Mhﬁ—j\\w\
5000
125 LRI L SO SURIURA S
143159 281 15.60 15.80 16.00 16.20
Obrrrprrrflis m/z 55.10 85.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100813: 1-Octadecanol
43
5000 LRI AL SO SURIURA S
29 15.60 15.80 16.00 16.20
m/z 83.10 79.53%
o L‘\“‘ 139153168182106710224 252
m/z--> ﬁo 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83
97 LRI L SO SURIURA S
15.60 15.80 16.00 16.20
5000 m/z 43.10 77.91%
29 111
125
oL14 139154168182196210224238 952266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92320: 1-Heptadecanol Al BT S S
69 83 15.60 15.80 16.00 16.20
4 m/z 69.10 T7.47%
- W
5 125
o 139154168182 210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15%0 15%0 16b0 1650
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078037.D

Aca On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : 6G1654-09

Misc :

ALS Vial : 3 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 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.13 2.38 ng 48925 Perylene-d12 17.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 80
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 59
4 1.6.10.14.18.22-Tetracosahexaen-... 426 C30H500 054159-46-5 59
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 58
Abundance Scan 1421 (17.128 min): BF078037.D (-1419) (-) m/z 69.10 100.00%
69
5000 dk&ﬁ_Nw‘deﬂﬂALlngﬂdvvv_hﬁ
16.80 17.00 17.20 17.40
(o} m/z 81.05 54 _.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene
69
5000 LR PR SRR IUMRE B
16.80 17.00 17.20 17.40
41 o 137 m/z 41.10 29.71%
oLl L L7 | (168 191 247 245 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
16.80 17.00 17.20 17.40
5000 m/z 137.10 15.54%
41
95 137
0 117 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70984: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69 16.80 17.00 17.20 17.40
m/z 95.10 15.46%
| 4NMwM%~VvAMVAAwwwxw
5000
93 136
0 .“l ‘.‘,‘h.“ Iulkhlul NN |1(.‘31. Il?]] |2|22” SR —
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40

8270-BF031115.M Mon Mar 30 13:48:22 2015

Page: 15



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032715\
Data File : BF078037.D

Acq On : 27 Mar 2015 15:26

Operator : TP/1Z

Sample : G1654-09

Misc :

ALS Vial : 3 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... 1.50 29.6 ng 297403 1 7.07 201207 20.0
2-Pentanone, 4-hy... 4.82 3.6 ng 36493 1 7.07 201207 20.0
unknown6 .80 6.80 80.6 ng 810604 1 7.07 201207 20.0
unknown8 .58 8.58 3.8 ng 55250 2 8.65 288775 20.0
unknown8 .92 8.92 2.6 ng 37089 2 8.65 288775 20.0
unknown10.13 10.13 3.0 ng 50249 3 10.82 331788 20.0
unknown10.21 10.21 2.0 ng 33337 3 10.82 331788 20.0
unknownl10.76 10.76 5.4 ng 90071 3 10.82 331788 20.0
2-(5-1sopropyl-2-_.. 11.28 4.2 ng 69636 3 10.82 331788 20.0
Phenol, 4-(1,1,3,... 11.49 3.4 ng 56641 3 10.82 331788 20.0
1-Octadecanol 15.83 2.4 ng 47188 5 15.94 401714 20.0
Squalene 17.13 2.4 ng 48925 6 17.69 411503 20.0
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