LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 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-BF071015.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 2.155 4 6 13 rBv 184788 291389 52.56% 8.106%
2 2.258 13 15 27 rvVB 244808 354542 63.95% 9.863%
3 5.356 284 286 298 rBB 33768 50077 9.03% 1.393%
4 5.767 321 322 330 rBB 115216 121986 22.00% 3.393%
5 6.156 354 356 360 rBB 9562 9929 1.79% 0.276%
6 6.784 409 411 416 rBV 51748 66368 11.97% 1.846%
7 6.910 420 422 425 rBVY 306033 250987 45.27% 6.982%
8 7.127 440 441 444 rBB 49281 61431 11.08% 1.709%
9 7.287 453 455 458 rBB 233007 229814 41 .45% 6.393%
10 7.699 489 491 493 rBV 224847 182800 32.97% 5.085%
11 8.419 552 554 557 rBB 103205 88718 16.00% 2.468%
12 9.493 646 648 650 rvB 541036 415187 74.89% 11.550%
13 9.893 681 683 685 rBV 14841 14139 2.55% 0.393%
14 10.122 701 703 706 rBV 6527 9838 1.77% 0.274%

15 10.179 706 708 710 rVvB 136178 111039 20.03% 3.089%

16 10.968 775 777 780 rBB 300520 247378 44.62% 6.882%
17 11.665 837 838 841 rBvV 102037 124324 22.43% 3.458%

18 12.179 881 883 885 rBV 8935 13522 2.44% 0.376%
19 13.299 979 981 984 rBV 403693 554390 100.00% 15.422%
20 14.305 1064 1069 1072 rBVZ2 3035 7296 1.32% 0.203%

21 14.522 1086 1088 1091 rBV 190526 180203 32.50% 5.013%
22 16.271 1238 1241 1244 rBV 158583 209461 37.78% 5.827%

Sum of corrected areas: 3594818
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BFO071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF071015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080433.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 1

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

2.26 115.43 ng 354542 1,4-Dichlorobenzene-d4 7.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 15 (2.258 min): BF080433.D (-13) (-) m/z 73.10 100.00%
3
5000 43
55 P
a7 ll| s0 | 2.202.30 2.40 2.50 2.60 2.70
X 1 N B RO TS S m/z 43.05 46.59%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 2.202.30 2.40 2.50 2.60 2.70
55 87 m/z 55.10 30.21%
0 %9 35 ‘M‘\ ‘ 67 ||, 80
LI NI SN FULELEL SR SR SR UL SURLLIL SULEL SR
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance
73
2.202.30 2.40 2.50 2.60 2.70
5000 m/z 87.10 24 .93%
43
. 5 15 29 46 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2022: 1,3-Dioxolane, 2-methyl-
7B 2.202.30 2.40 2.50 2.60 2.70
m/z 41.10 15.20%
5000 43
58
29 8(
0 ”'l"'w'"'|“‘“““"w**"l“"l"'w'*"l“"l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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.

5.36 16.30 ng 50077 1,4-Dichlorobenzene-d4 7.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 36
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 286 (5.356 min): BF080433.D (-284) (-) m/z 43.10 100.00%
43
59
5000
101 L IR I I L I
| 83 | 5.00 520 5.40 5.60
ottt e m/z 59.10 57.15%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L IR UL L
5.00 520 5.40 5.60
59 m/z 101.10 16.97%
27 ‘ 83 101
0 Sy T R - | A 7 £ 7 S R
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
59
500 520 540 560
5000 31 43 73 m/z 58.10 15.14%
o 26 38 53 67 84 101
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- e
509 5.00 520 5.40 5.60
m/z 41.10 9.53%
5000
41
0~ '|"'wl"'3'6"|*"4'6%'53"l R '|??' '|"§6'|"' S N L TR UL L
m/z--> 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 unknown6.91 Concentration Rank 3

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

6.91 81.71 ng 250987 1,4-Dichlorobenzene-d4 7.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 422 (6.910 min): BF080433.D (-420) (-) m/z 132.00 100.00%
5000
96 I A S L
47 | 75 104 6.60 6.80 7.00 7.20
0.,”.W.HJM.M,H...L.“.”,”.W.H.PH”,”.W.”.,h”,” m/z 68.10 43.84%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #13677. 3- Chloto 6-fluoro-pyrazine
132
69
104
5000 IR RN S U LA
6.60 6.80 7.00 7.20
78 m/z 134.00 31.65%
31 4 51
0'|“'wt“wwl“|L'w'“lw'“l“'w'“'w'“l“'w'“'|““ T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
660 680 7.00 720
5000 m/z 66.10 27.61%
33 44 g7 105
51 60 70 78 g 115
O T T T T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e e R
132 6.60 6.80 7.00 7.20
m/z 69.10 17.10%
117
5000
39 91
51 65
P W NS N BB W N ) Y N9 I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015.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 unknownl2.18 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.18 2.18 ng 13522 Phenanthrene-d10 11.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 45
2 _alpha.-d-Riboside, 1-0-dodecyl- 318 C17H3405 1000154-76-8 40
3 Lactose 342 C12H22011 000063-42-3 36
4 _beta.-D-Glucopyranoside, 4-nitr... 301 C12H15NO8 002492-87-7 33
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 33
Abundance Scan 883 (12.179 min): BF080433.D (-881) (-) m/z 73.10 100.00%
5000
. 129 207
—v—rv—v—v—v—rv—v—v—
11.80 12.00 12.20 12.40
O rrpreerfrete m/z 43.10 93.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #56047: Dodecanoic acid
73
43
5000
129 200 11.80 12.00 12.20 12.40
ZT ‘1m. ‘ 157 m/z 60.00 80.26%
0 ...lu‘...l‘.‘..‘l ‘ ‘ \ M...Mu‘..|..‘..‘H....‘ ..‘.}8.?..“.... SRR RAsaxmassaREESRERIS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
11,80 12.00 12.20 12.40
5000 57 m/z 41.10 70.63%
41
99

169
115133, 49 197215 241259 287 319

25
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #137740: Lactose
3 11.80 12.00 12.20 12.40
m/z 55.10 67.06%
5000

126 145163 191207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12. OO 12.20 12.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071315\
Data File : BF080433.D

Acq On 13 Jul 2015 18:35

Operator : TP/UM

Sample : G2945-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071015_.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... 2.26 115.4 ng 354542 1 7.14 61431 20.0
2-Pentanone, 4-hy... 5.36 16.3 ng 50077 1 7.14 61431 20.0
unknown6 .91 6.91 81.7 ng 250987 1 7.14 61431 20.0
unknownl12.18 12.18 2.2 ng 13522 4 11.66 124324 20.0
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