LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 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_G\METHODS\8270-BG101015.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 3.140 45 51 59 rBV 51530 88308 4.67% 1.147%
2 3.216 59 64 78 rvVB 200188 269992 14.26% 3.507%
3 5.137 385 391 399 rvB 60060 88001 4_.65% 1.143%
4 5.601 464 470 480 rVB 140678 221099 11.68% 2.872%
5 7.188 735 740 751 rvVB 96484 162680 8.59% 2.113%

7.564 797 804 812 rBV 275613 448410 23.69% 5.824%
8.028 877 883 890 rvB 57578 94245 4.98% 1.224%
237918 410869 21.71% 5.336%
9.191 1071 1081 1090 rBV 231708 405901 21.44% 5.272%
10.836 1354 1361 1370 rBV 91300 151808 8.02% 1.972%
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11 13.286 1771 1778 1786 rBV 680333 1037489 54.81% 13.475%
12 14.109 1912 1918 1923 rBV 34465 48914 2.58% 0.635%
13 14.661 2005 2012 2019 rBV2 151344 239461 12.65% 3.110%
14 16.148 2258 2265 2279 rBV 610663 923495 48.79% 11.994%

15 16.365 2298 2302 2313 rBV 11760 20104 1.06% 0.261%
16 17.405 2471 2479 2485 rBV 223467 329972 17.43% 4._.286%
17 18.298 2626 2631 2639 rBV3 17128 27737 1.47% 0.360%
18 20.020 2917 2924 2929 rBV 1455872 1892888 100.00% 24.585%
19 21.318 3141 3145 3152 rBV2 32655 49071 2.59% 0.637%

20 21.677 3199 3206 3214 rVB 252750 408820 21.60% 5.310%

21 24.896 3744 3754 3769 rBV3 136684 380200 20.09% 4.938%

Sum of corrected areas: 7699464
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG019142.D
1400000

1200000
1000000
800000
600000

400000
392 7.56 8.36 9.19
200000 5.60

31a 5.14 8.03
0'|""|""|""|""|""|""|""""""|""|"""""""""""""""""""

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG019142.D

1400000 20102

7.19 10.84

1200000
1000000

800000
13.29

16.15
600000

400000

17.41 21.68

200000 14.66
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Time--> 13.00 13.50 14.00 14.50 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 21.50 22.00 22.50
Abundance TIC: BG019142.D

1400000
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.22 57.30 ng 269992 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
3 Acetamide, N-ethyl- 87 C4HO9NO 000625-50-3 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 65 (3.222 min): BG019142.D (-59) (-) m/z 73.10 100.00%
73
5000 43 55 K
87
——— P —
39 3.00 320 3.40 3.60
51 | 59 7
Obrprrmeprarrrrrrrrergrererrerere e o bt b e || /2 43.10 45 09%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl- AA\
73
5000 U S AL AL T
43 3.00 320 3.40 3.60
55 87 m/z 55.10 36.56%
0 ‘2? 33 39 4650 ‘ 59 69| o 80
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
300 320 340 360
5000 43 m/z 87.10 27 .45%
58
0 46 55
S AL SR A MLAR) KA A KA KAL) LAY KA Ry M) KAk ALY KA R BRI KAkt A
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 J\\
Abundance #1852: Acetamide, N-ethyl- e
30 3.00 320 3.40 3.60
m/z 41.10 13.87%
5000 43 87 M
15 72
o 18 27 39 /|46 5154 59 68 |
s T T R i B T o e 300 320 340 360
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.14 18.67 ng 838001 1,4-Dichlorobenzene-d4 8.03
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 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 3-0Octanol 130 C8H180 000589-98-0 33

Abundance Scan 391 (5.137 min): BG019142.D (-385) (-) m/z 43.10 100.00%
a3
59
5000
o o 18 480 500 520 540
) PV W N J0VP 1 . S N m/z 59.10 57.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L R UL LA AR
59 480 500 520 540
m/z 58.10 15.13%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 14 .74%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e e R R
59 480 5.00 5.20 5.40
m/z 41.10 10.27%
5000
a1 101
15 31 ‘ 53 69 83
0"w"'w'”'W"“whh'w'm‘b"“w"'w“"w"'w"'w U LS R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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 4 unknown7.56 Concentration Rank 1

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

7.56 95.16 ng 448410 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 17
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 12
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 803 (7.558 min): BG019142.D (-797) (-) m/z 132.10 100.00%
32
5000 68
0 o5 gl| g P 750 70 760 780
Ol et e S e e e | Mz 68.10  48.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LIS PR R L
7.20 7.40 7.60 7.80
78 m/z 66.10 36.51%
31 35 ,, 51
0”'Wt”wPl”JL'W'”lW“”I”'W'”'P“”I”'W'”'I“”I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80
5000 97 m/z 134.10 32.65%
70
31
. 44 51 60 7 g6 105 116
miz--> 3 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- R B
132 7.20 7.40 7.60 7.80
m/z 69.10 20.19%
5000
69
57
39 76
89 103
0""l""l""lTl""l(??''|""l""l"?Tl""l'l'l'S'|""|"'l" ISR PR R L
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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 6 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.32 2.40 ng 49071 Chrysene-di12 21.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 86
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 83
5 1-Tetracosanol 354 C24H500 000506-51-4 83

Abundance Scan 3145 (21.318 min): BG019142.D (-3141) (-) m/z 55.10 100.00%

55

97

5000

21.00 21.20 21.40 21.60
m/z 43.05  85.42%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
5

21.00 21.20 21.I40 21.60
m/z 57.10 81.75%

5000

125

153168

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

43
69
97 21.00 21.20 21.40 21.60
5000 m/z 69.10 69.32%
27 125

153168 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecyl ester
43 21.00 21.20 21.40 21.60

69

m/z 97.20 68 .57%
5000

2
141 14617196 222

[

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21.00 21.20 21.40 21.60

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG101015\
Data File : BG019142.D

Acq On : 11 Oct 2015 6:41

Operator : UM/NP

Sample - G3929-17

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101015.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... 3.22 57.3 ng 269992 1 8.03 94245 20.0
2-Pentanone, 4-hy... 5.14 18.7 ng 88001 1 8.03 94245 20.0
unknown? .56 7.56 95.2 ng 448410 1 8.03 94245 20.0
1-Docosene 21.32 2.4 ng 49071 5 21.67 408820 20.0
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