LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

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-BF042815.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 1.541 28 31 34 rVB 6407733 8758042 100.00% 25.431%
2 1.690 40 44 51 rvB 257001 576946 6.59% 1.675%
3 1.781 51 52 58 rvv 490734 778789 8.89% 2.261%
4 1.873 58 60 62 rvv 277597 366522 4.18% 1.064%
5 1.918 62 64 91 rVB 2707884 4989567 56.97% 14.488%

5.187 348 350 356 rvB 222529 277126 3.16% 0.805%
5.679 390 393 395 rBV 1889572 1898837 21.68% 5.514%
499 502 505 rBV 2185670 1993141 22.76% 5.787%
7.085 514 516 519 rBV 1504243 1992954 22.76% 5.787%
7.382 540 542 544 rVB 588298 511250 5.84% 1.485%

=
QO ~NO®
(9}
O
N
ol

11 7.565 556 558 561 rvVB 1225403 1431091 16.34% 4._.155%
12 8.068 600 602 605 rBV 1234010 1148953 13.12% 3.336%
13 8.959 678 680 682 rBvV 816171 693915 7.92% 2.015%
14 10.308 795 798 800 rBV 2323535 2129853 24.32% 6.184%
15 11.142 868 871 873 rBvV 576652 741549 8.47% 2.153%

16 12.114 954 956 959 rBV 1414038 1393539 15.91% 4.046%
17 12.982 1030 1032 1035 rBV 815067 765803 8.74% 2.224%
18 14.983 1204 1207 1209 rBV 2536654 2407987 27.49% 6.992%
19 16.286 1319 1321 1324 rBV 762197 797543 9.11% 2.316%
20 18.069 1474 1477 1480 rBV 628732 785700 8.97% 2.281%

Sum of corrected areas: 34439107
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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: BF078812.D

6000000
5000000
4000000
3000000 1.92

2000000 5.68

1000000
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1.& e 519 7.38

O A —— A

T
Time--> 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: BF078812.D

6000000
5000000
4000000

3000000
10.31

2000000
8.07 12.11

1000000 8.96 12.98
A 11.14

A

-

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 14.50
Abundance TIC: BF078812.D

6000000
5000000
4000000
3000000 14.98

2000000

1000000 16.29 18.07

o

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.54 342.61 ng 8758040 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 23
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 31 (1.541 min): BF078812.D (-28) (-) m/z 73.10 100.00%
7B
43
5000
89
- - 140 160 180
O et e m/z 43.10 55.29%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AN ----AffTﬁ—ru-
140 160 1.80
89 m/z 89.10 31.20%
0 25 \\ 37\‘ 57 ‘
“'|“"w"w"“l'“'|“"w"w"”|'“'|“"w"w
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
7 140 160 180
5000 89 m/z 41.05 11.63%
27
18 37 53 59 101
G R S U S I S SULILL IS UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #719: N-Ethylformamide
30 73 140 160 1.80

m/z 45.10 8.96%

5000 s
44
15
0 | 38 ||, 51

m/z--> 10 20 30 40 50 60 70 80 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.87 14.34 ng 366522 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 60 (1.873 min): BF078812.D (-58) (-) m/z 73.05 100.00%
7B
5000
43 55 87 I
39 1.60 1.80 2.00 2.20
51 | 59 69 83
0“m“W“W“W“W“W“W“W“WJL“L“W“W“W“W“mIW“W“W“W“W m/z 43.10 32.60%
m/z--> 0 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-
5000
43 1.60 1.80 2.00 2.20
55 87 m/z 55.10 28.39%
0 2?33 39 1) 50 ‘ 59 69 |, 80
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
1.60 1.80 2.00 2.20
5000 m/z 87.05 25 .44%
43
0 2 15 942933 39 47 53 59 6569 7781 88
AR L) LA ) UL ML) L) AL RALL LARLY KAL) ML LALS) NRAS) WARLN ARL LARLI LA LA RS LA
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- e e e e R
73 1.60 1.80 2.00 2.20
m/z 41.05 12.44%
5000 43
58
O“N“W“W”W“W“W““JW“W“W“W“W“W”W“W““'““W“J“W“W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.60 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

5.19 10.84 ng 277126 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 350 (5.187 min): BFO78812.D (-348) (-) m/z 43.10 100.00%
a3
5000 59
101
37, 53 | 83 | 480 5.00 520 5.40 5.600
r-r—rr—trtt—rrre e m/z 59.10 49.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR RS U AR
59 4.80 5.00 5.20 5.40 5.60
m/z 58.10 16.91%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 57 m/z 101.10 14 .93%
29
101
37 50 78
e S I UL SULIURS SUSIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime e e
43 480 5.00 520 5.40 5.60
m/z 41.05 8.02%
5000
101
o 15 253137 | 5 %8 g9 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042915\
Data File : BF078812.D

Aca On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample : 62024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042815_.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 unknown7.08 Concentration Rank 3

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

7.08 77.96 ng 1992950 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 516 (7.085 min): BF078812.D (-514) (-) m/z 132.00 100.00%
5000 68
40 5 ‘ 75 % 03 680 7.00 7.20 7.40
0 ..,....,....,...!,“.'.‘.‘7:,!!..?%!~.-.|,..':~.,..f.‘.7,....,.':..,.1.1:‘3.,...., - m/z 68.10 49.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 B AN R S MR
6.80 7.00 7.20 7.40
104 m/z 66.10 31.86%
oL 14 27 37 4451 58 % 71 8597 | 115 |
> 90 % 4 5 e 7o 8 o 100 130 130 130 1k
Abundance
132
680 7.00 7.20 7.40
5000 m/z 134.00 31.17%
33 44 97 105

70 78
51 60 86 115

m/z--> 10 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- R Am i ma e

132 6.80 7.00 7.20 7.40
m/z 69.10 20.07%

117
5000
39 91
51
27 ‘ 105 ‘

o8l Lo Lol Mol L

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042915\
Data File : BF078812.D

Acq On : 29 Apr 2015 14:40

Operator : TP/1Z

Sample - G2024-06

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042815_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]
Propane, 2,2-dime... 1.54 342.6 ng 8758040 1 7.38 511250 20.0
Butane, 2-methoxy... 1.87 14.3 ng 366522 1 7.38 511250 20.0
2-Pentanone, 4-hy... 5.19 10.8 ng 277126 1 7.38 511250 20.0
unknown?7 .08 7.08 78.0 ng 1992950 1 7.38 511250 20.0
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