LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\

Data File : BF081718.D

Aca On : 21 Sep 2015 17:15 Instrument :
Operator : UM/1Z BNA_F

Sample  : G3717-04 Al
Misc i LIP-16-9-16-15
ALS Vial : 8 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-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 heiaht area % max. total

1.212 8 11 14 rBV 2901554 3294125 96.01% 18.315%
1.441 28 31 37 rBvV 112944 282883 8.25% 1.573%
rvB 931722 3430857 100.00% 19.075%
4.424 289 292 306 rBV 83258 213585 6.23% 1.188%
5.316 367 370 388 rBV 214874 537238 15.66% 2.987%
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7.590 566 569 573 rBvV 116218 260661 7.60% 1.449%
7.670 573 576 588 rVB 614363 1274257 37.14% 7.085%
8.162 616 619 626 rBB 158374 275819 8.04% 1.534%
8.482 643 647 658 rBvV 678524 1195851 34.86% 6.649%
9.465 729 733 736 rBV 555173 999453 29.13% 5.557%

=
QO ~NO®

11 11.0583 869 872 883 rBvV 174910 332832 9.70% 1.850%
12 13.705 1099 1104 1107 rBV 1027200 1799514 52.45% 10.005%
13 15.191 1230 1234 1245 rBB 175521 351277 10.24% 1.953%
14 17.100 1397 1401 1416 rBB 540494 1046047 30.49% 5.816%
15 18.700 1537 1541 1551 rBV 188144 368657 10.75% 2.050%

16 22.072 1833 1836 1839 rBV 1407568 1765020 51.45% 9.813%
17 23.352 1945 1948 1956 rBV 220121 330328 9.63% 1.837%
18 24.781 2071 2073 2080 rBV 126998 227677 6.64% 1.266%

Sum of corrected areas: 17986081
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081718.D

Aca On : 21 Sep 2015 17:15

Operator : UM/I1Z

Sample : G3717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081718.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081718.D

Aca On : 21 Sep 2015 17:15

Operator : UM/I1Z

Sample : G3717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

1.21 238.86 ng 3294130 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 11 (1.212 min): BF081718.D (-8) (-) m/z 73.10 100.00%
7
5000 43
55 g7
39 1.20 1.30 1.40 1.50 1.60
51 | 59 6569
'“mwmwmwmwmwmwmwmwm'LJNHMWWHMHMWLhmwmwmwmwm' m/z 43.10 46.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 A
Abundance #4386: Butane, 2-methoxy-2-methyl-
5000
43 1.20 1.30 1.40 1.50 1.60
55 87 m/z 55.10 34.65%
‘2933 39 || 50 ‘ 59 69
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.20 1.30 1.40 1.50 1.60
5000 m/z 87.10 27 .02%
43
2 15 942933 39 |47 53 59 6569 7781 88
LA L) LA LA AL RN LARA LU EARE) ALY LELA) LALL) LAY RALE) NALARLAL) ALLYARLA LALEN Lakaa Lol
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 1.20 1.30 1.40 1.50 1.60
m/z 41.05 15.77%
5000 43
58
29 3(
]
m/z--> 0 5 10 15 20 25 3'0 35 4'0 4'5 50 55 60 65 70 75 8|0 85 90 95 1.20 1.30 1.40 1.50 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081718.D

Aca On : 21 Sep 2015 17:15

Operator : UM/I1Z

Sample : G3717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 6

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

4.42 15.49 ng 213585 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 292 (4.424 min): BF081718.D (-289) (-) m/z 43.10 100.00%
43
59
5000 /L
. 400 420 440 4.60 4.80
AR A RN AR NS RARAN AN REALA RS SR RARSS LAASRARSI AR m/z 59.10 55.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- k
43
5000 59 ISR AR SRR U S
4.00 420 4.40 4.60 4.80
m/z 58.10 14.31%
31 101
'W'“'P”Tﬂ'”ﬂ'”I”“I”'W'”'fi'ﬁa'“'”l”'ﬁ”'ﬂ'”ﬁ'”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
400 420 4.40 4.60 4.80
5000 41 m/z 101.10 13.94%
31
69 87
15 51 98
mmwmﬁwmwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EEaEE B e EE
59 4.00 420 4.40 4.60 4.80
m/z 41.10 9.45%
5000 41
68
"|“"l“"l“'JhL'?g'dlb"'v"'v"'v"'v"'v"'v%?§v"&4?'w ISR SR SRR S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092115\
Data File : BF081718.D

Aca On : 21 Sep 2015 17:15

Operator : UM/I1Z

Sample : G3717-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF090115.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 unknown7.67 Concentration Rank 3

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

7.67 92.40 ng 1274260 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 576 (7.670 min): BF081718.D (-573) (-) m/z 132.10 100.00%
132
5000 68 /\\
Ol & % 104 740 7.60 7.80 8.00
e e R b 8 e el m/Z 68.10  50.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LR S L R UL
7.40 7.60 7.80 8.00
51 78 m/z 66.10 35.93%

SN /G [N NOUR AN | SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

7.40 7.60 7.80 8.00

5000 97 m/z 134.10 32.12%
70
31
4481 60| 77 gg 105 116

wwwwmwwwwwmw

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e R  m e

132 7.40 7.60 7.80 8.00

m/z 69.10 20.65%

5000
63
15 28 3 %2 4 77 0 10 g6

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 780 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092115\
Data File : BF081718.D

Acq On : 21 Sep 2015 17:15

Operator : UM/1Z

Sample : G3717-04

Misc :

ALS Vial : 8 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 1.21 238.9 ng 3294130 1 8.16 275819 20.0
2-Pentanone, 4-hy... 4.42 15.5 ng 213585 1 8.16 275819 20.0
unknown? .67 7.67 92.4 ng 1274260 1 8.16 275819 20.0
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