LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\

Data File : BF081567.D

Acq On > 9 Sep 2015 22:50 Instrument :
Operator : UM/IZ BNA_F

Sample - 63582-01 ClientSampleld :
Misc - LIBERTY-I-8-001
ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF090115.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 height area % max. total
1 4.318 237 239 241 rBvV 13540 21958 1.12% 0.147%
2 4_.375 241 244 256 rVB 469179 842167 42.88% 5.621%
3 4_570 256 261 265 rBV 9307 28611 1.46% 0.191%
4 4.890 286 289 291 rBV 1018474 1366984 69.61% 9.123%
5 6.010 384 387 389 rBV 1579233 1690791 86.09% 11.284%
6 6.101 393 395 397 rvv 1556834 1467984 74.75% 9.797%
7 6.216 400 405 411 rVvVv 50148 145551 7.41% 0.971%
8 6.330 413 415 418 rVB 443670 374650 19.08% 2.500%
9 6.490 426 429 431 rBV 1320921 1322781 67.36% 8.828%
10 6.913 463 466 468 rBV 1115412 1121627 57.11% 7.486%

11 7.622 526 528 530 rBV 542681 468827 23.87% 3.129%
12 8.707 620 623 625 rBV 2161273 1963887 100.00% 13.107%
13 9.107 656 658 660 rBvV 211162 178584 9.09% 1.192%
14 9.359 678 680 683 rvB 544933 471875 24.03% 3.149%

15 9.793 713 718 720 rBV3 10698 26501 1.35% 0.177%
16 10.136 746 748 751 rBV2 211495 276276 14.07% 1.844%
17 10.296 758 762 765 rBV2 34659 44888 2.29% 0.300%
18 10.742 799 801 802 rBV 27330 28974 1.48% 0.193%

19 10.822 806 808 811 rvv 529886 470904 23.98% 3.143%
20 12.411 944 947 949 rBV 1741403 1640818 83.55% 10.951%

21 13.325 1025 1027 1034 rVB 159409 198289 10.10% 1.323%
22 13.428 1034 1036 1041 rBV 438584 420684 21.42% 2.808%

23 13.645 1053 1055 1061 rBV3 11603 20749 1.06% 0.138%

24 13.954 1080 1082 1086 rBV 18165 27028 1.38% 0.180%

25 14.731 1148 1150 1153 rBV 247105 270289 13.76% 1.804%

26 15.154 1185 1187 1195 rVB2 27561 54867 2.79% 0.366%

27 15.954 1254 1257 1267 rVB6 9913 37270 1.90% 0.249%
Sum of corrected areas: 14983814
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090915\

BF081567.D

9 Sep 2015 22:50

ums1z

63582-01

16 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4._.38 44 _96 ng 842167 1,4-Dichlorobenzene-d4 6.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25

Abundance Scan 244 (4.375 min): BF081567.D (-241) (-) m/z 43.10 100.00%

43
59
5000
101

4.00 420 4.40 4.60 4.80

83
S0l Sl eo 88 | m/z 59.10  56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LI L L L L L L L L L L B
400 4.20 4.40 4.60 4.80
m/z 58.10 13.98%
25 3 a7, | 83 o3 %
I LA B L AL e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
R B
400 4.20 4.40 4.60 4.80
5000 m/z 101.10 13.97%
41
29 101
53 73 86
A B B s B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B R R B
59 400 420 440 460 480

m/z 41.10 9.02%

5000 41
31
‘ 69 &7
15 M‘ Ll syl ‘ \ 98

m/z--> 10 20 40 50 60 70 80 90 100 110 4.00 4.20 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.10 Concentration Rank 1

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

6.10 78.37 ng 1467980 1,4-Dichlorobenzene-d4 6.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10

Abundance Scan 395 (6.101 min): BF081567.D (-393) (-) m/z 132.10 100.00%
132
5000 68
75 % 580 6.00 620 640
104 . . . .
..,....,....,...!,“.'.‘.‘? " b '|,..':.,..5.‘.7,....,.'!..,.1.1:‘3.,...., - m/z 68.10 49.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
5.80 6.00 6.20 6.40
a1 70 m/z 66.10 34 .08%
4451 60 | 77 g5 | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 108 580 6.00 6.20 6.40
5000 m/z 134.10 32.60%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- EEmma e R Rmma
132 5.80 6.00 6.20 6.40
m/z 69.10 20.65%
5000

63
15 28 30 52 % 77 90 10 g6 |,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.22 Concentration Rank 5

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

6.22 7.77 ng 145551 1,4-Dichlorobenzene-d4 6.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid, 2-methyl-, (E)- 114 C6H1002 016957-70-3 42
2 1,2-Dimethylcyclopropanecarboxyl... 114 C6H1002 1000191-14-6 40
3 3-Methyl-3-nitrobut-1-ene 115 C5H9NO2 001809-67-2 38
4 Butane, 2,3-dimethyl-2-nitro- 131 C6H13NO02 034075-28-0 23
5 3-Penten-1-ol, 2-methyl- 100 C6H120 062238-37-3 17

Abundance Scan 405 (6.216 min): BF081567.D (-400) (-) m/z 41.10 100.00%
4.1
69
5000
53 114
| ||59 81 % 5.80 6.00 6.20 6.40 6.60
SNBSS N RSP MBS VAL - SIS A AN E— m/z 69.10 59.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7085: 2-Pentenoic acid, 2-methyl-, (E)-
| 69
5000 114
5.80 6.00 6.20 6.40 6.60
27 53 m/z 114.10 23.61%
99
SN < 1 2 0 -0 1 N N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
i 5 VAR AN RS I
5.80 6.00 6.20 6.40 6.60
m/z 39.10 23.36%
5000 114 0
27 53
33 47 |59 77 85 %
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7552: 3-Methyl-3-nitrobut-1-ene
4 5.80 6.00 6.20 6.40 6.60
6 m/z 53.05 15.35%
5000
27
53
”,”..“.Mw”.“lt”ﬁﬁhw§§ﬂi.”.“ééw.”.,”.w.”.“.. NS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.32 9.43 ng 198289 Chrysene-di12 13.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
3 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 87
4 1-Pentadecanol 228 C15H320 000629-76-5 83
5 1-Tetracosanol 354 C24H500 000506-51-4 83

Abundance Scan 1027 (13.325 min): BF081567.D (-1025) (-) m/z 55.10 100.00%

5

83

5000

:

13.00 13.20 13.40 13.60
m/z 57.10 98.55%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55

:

13.IOO 13!20 13.I40 13!60
m/z 43.10 92.62%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
LB BB R B
83 13.00 13.20 13.40 13.60
5000 m/z 83.05 61.89%
29 111
139154 182 209 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143984: Trichloroacetic acid, tetradecy! ester R e e R

13.00 13.20 13.40 13.60
m/z 69.10 59.70%

5000

:

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Octadecene

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.15 4_.06 ng 54867 Perylene-d12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 91
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 90
4 1-Eicosanol 298 C20H420 000629-96-9 74
5 1-Heptadecene 238 C17H34 006765-39-5 72

Abundance Scan 1187 (15.154 min): BF081567.D (-1185) (-) m/z 57.10 100.00%
7
5000 MM
14.80 15.00 15.20 15.40
m/z 43.10 74.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89783: 1-Octadecene
43
5000 NI R SR B I
29 14.80 15.00 15.20 15.40
125 m/z 55.10 70.16%
“ 1 139154168182196210224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
;| 698 14.80 15.00 15.20 15.40
5000 97 m/z 97.10 52.23%
111
21 125139153167182196210224 252 280
wmﬁmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester L A B B
3 14.80 15.00 15.20 15.40
97 m/z 83.10 46.28%
5000
125
139154168182196210224238 253
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 1540

8270-BF090115.M Thu Sep 10 08:52:36 2015

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/I1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl5.95 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.76 ng 37270 Perylene-d12 14.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole, trimethyl- 111 C6H9ONO 020662-84-4 43
2 1-[1,2,4]Triazol-1-ylethanone 111 C4H5N30 015625-88-4 38
3 E-11,13-Tetradecadien-1-ol 210 C14H260 1000131-00-3 38
4 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 38
5 1-Docosene 308 C22H44 001599-67-3 35
Abundance Scan 1257 (15.954 min): BF081567.D (-1254) (-) m/z 43.10 100.00%
57
83 ¥ 111
5000 68 135 147

15.60 15.80 16.00 16.20

A e m/z 57.10  87.49%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #5955: Oxazole, trimethyl-
43 55 111
68
5000 82 I|IIII|IIII|IIII|IIII|I
15.60 15.80 16.00 16.20
m/z 55.10 73.69%
96
27 ‘ ‘
III‘IIIIIII‘IIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
R e R B
15.60 15.80 16.00 16.20
5000 m/z 97.10 59.14%
70 83 111
28
60 96
A B e I R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62977: E-11,13-Tetradecadien-1-ol R e R B
41 5 15.60 15.80 16.00 16.20
69 m/z 41.10 59.04%
5000 83
97
L
ol L T T T 139 154164 175185195 208
L B o e LA B s R e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090915\
Data File : BF081567.D

Acq On : 9 Sep 2015 22:50

Operator : UM/1Z

Sample - G3582-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF090115.M
Quant Title : 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... 4.38 45.0 ng 842167 1 6.33 374650 20.0
unknown6.10 6.10 78.4 ng 1467980 1 6.33 374650 20.0
unknown6 .22 6.22 7.8 ng 145551 1 6.33 374650 20.0
1-Docosene 13.32 9.4 ng 198289 5 13.43 420684 20.0
1-Octadecene 15.15 4.1 ng 54867 6 14.73 270289 20.0
unknown15.95 15.95 2.8 ng 37270 6 14.73 270289 20.0
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