LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 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-BF043015.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

1.438 19 22 24 rBV 2573237 3156209 100.00% 20.171%
1.575 31 34 42 rVB 114447 207880 6.59% 1.329%
rvB2 162500 319963 10.14% 2.045%
1.861 57 59 76 rVB 1573498 2536041 80.35% 16.207%
5.096 340 342 346 rVB 34069 42430 1.34% 0.271%
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5.599 384 386 389 rBV 790385 785251 24.88% 5.018%
6.856 494 496 499 rBvV 667670 806347 25.55% 5.153%
rBv 708304 864637 27.39% 5.526%
7.290 532 534 537 rBvV 230253 321668 10.19% 2.056%
7.485 549 551 553 rBvV 686680 642229 20.35% 4._.104%
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11 7.988 592 595 597 rBvV 604603 537492 17.03% 3.435%
12 8.868 670 672 675 rVvV 348759 459814 14.57% 2.939%

13 9.771 749 751 754 rBV 42214 46278 1.47% 0.296%
14 10.216 788 790 793 rBV 1119415 1020777 32.34% 6.524%
15 10.719 831 834 837 rBV 67334 93371 2.96% 0.597%

16 11.051 861 863 865 rBvV 536786 537523 17.03% 3.435%
17 12.034 946 949 951 rBv2 580027 724304 22.95% 4.629%
18 12.891 1022 1024 1026 rBV 567025 591769 18.75% 3.782%
19 13.611 1085 1087 1089 rBV3 21777 36304 1.15% 0.232%
20 14.891 1197 1199 1202 rBV 1228614 1223511 38.77% 7.819%

21 16.194 1310 1313 1315 rBV 564532 693723 21.98% 4.433%

Sum of corrected areas: 15647521
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051115\

BF079143.D

12 May 2015 6:10

TP/1Z

G2176-03

32 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.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\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 unknownl.44 Concentration Rank 1

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

1.44 196.24 ng 3156210 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 22 (1.438 min): BF079143.D (-19) (-) m/z 73.10 100.00%
7B
5000 43
89
55 1.210 1.60 1.|80
0“|“”v'“v“”ﬁmﬂ'WWH'WJ“l““V'“VHW'“W“'W““|““v" m/z 43.05 47.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LI L L f*ﬁ T
1.40 160 1.80
31 89 m/z 89.10 29.86%
O“I“”P'mm”j»mﬁ'Ei'“wh'W“'L”“I““I““I“”P'“P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
140 160 180
5000 55 m/z 41.05 9.37%
43
0 27 35 65 81 89 101109 119 129137145
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2103: Propane, 2-methoxy-2-methyl-
78 140 160 1.80
m/z 45.05 7.31%
5000
57
29 41 ‘
0 15 | ‘ | M | 49 ! 87
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 140 160  1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 3 unknownl.75 Concentration Rank 5

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

1.75 19.89 ng 319963 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 47
2 Acetone 58 C3H60 000067-64-1 37
3 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 35
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 Guanidine, methyl- 73 C2H7N3 000471-29-4 9

Abundance Scan 49 (1.747 min): BF079143.D (-47) (-) m/z 43.10 100.00%
43
73
5000
58 N
55 87 USRS RS R L I
3639II 50 | 7 | 1.40 1.60 1.80 2.00
Ofreprrrerrrrprrrs e T e e m/z  73.10 61.43%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #724: Acetamide, N-methyl-
30 43 73
5000 58 LS R R R I
15 1.40 1.60 1.80 2.00
m/z 58.10 25.03%
o 18 26“33 40| | 5154
vz B 10 15 3 55 B B b 4 oo s 60 65 70 95 B B % o
Abundance
43
1.40 1.60 1.80 2.00
5000 m/z 55.05 17.41%
58
15
o 27 31 3639
SAR) LRAR LAY LA LAY KA RAREY RARAN ALY RALAS AL KARL) RARLY RARLY RAAM LAY RLAL) LALES LSRN
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-
7 1.40 1.60 1.80 2.00
m/z 87.10 15.06%
5000
0 2? 33 39 || 50 ‘ 59 69 |, 80 "
mz-> 5 10 15 20 25 30 35 40 4'5 50 55 60 65 70 75 80 85 90 95 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.10 2.64 ng 42430 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 28
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 342 (5.096 min): BF079143.D (-340) (-) m/z 43.05 100.00%
43
59
5000
101 SRS SN SRS
3%, |, I| 83 4.80 5.00 5.20 5.40 :
O B B L AL o e Rt L s e U m/z 59.10 57 .47%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I LA S U I
4.80 5.00 5.20 5.40
59 m/z 101.10 20.65%
0 7 5 s e ey O
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 16.61%
55
0 37 49 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone e
43 4.80 5.00 5.20 5.40
m/z 41.10 7.11%
5000
15
58
0 2 A %\7\\ 1]
RIS L SURILIL UL UL SULIL UL IS UL UL UL R HRE L R U I
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 unknown7.00 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.00 53.76 ng 864637 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
Abundance Scan 509 (7.005 min): BF079143.D (-507) (-) m/z 132.00 100.00%
5000

6.60 6.80 7.00 7.20 7.40

01 m/z 68.10 46.31%
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 [T [ frrrprrr [ rrrr[rr
6.60 6.80 7.00 7.20 7.40
0
31 51 78 m/z 134.00 30.76%
38
0 ‘ 1 ‘ N !
T T R T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
T T
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 29.44%
104
51 o, 96 77
0 14 27 37 44 58 89 97 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine e BAmar ma s
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 17.67%
5000
33 44 o g7 105
60 78
SIS OO S0 A O R |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079143.D

Aca On : 12 May 2015 6:10

Operator : TP/1Z

Sample : 62176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 unknown9.77 Concentration Rank 8

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

9.77 2.01 ng 46278 Naphthalene-d8 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 38
2 Cvclopropanecarboxvlic acid.butv... 142 C8H1402 054947-39-6 9
3 4-Methvl-5H-furan-2-one 98 C5H602 006124-79-4 9
4 Cvclopropanecarboxyvlic acid. pro... 128 C7H1202 060128-01-0 9
5 1-Octyn-4-ol 126 C8H140 052517-92-7 9

Abundance Scan 751 (9.771 min): BF079143.D (-749) (-) m/z 69.05 100.00%
6o
5000
41
g7 108 040 9.60 9.80 10.00
58 : : : :
o..,....,....,....|;.'|.|..,..::,...!:-...7?..'!'.,...9~.7,.|...1,1.1...,.. m/z 41.10 29.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7052: Ethyl cyclopropanecarboxylate
69
5000 SRR RS SRR AR B
41 9.40 9.60 9.80 10.00
29 86 m/z 39.10 18.23%
0 15 | ‘ ‘ |, \47 5\8 | | ‘ 99 114
mrs o B b G 70 s % 100 110 1%
Abundance
69
4 o 040 9.60 9.80 10.00
5000 m/z 103.00 16.74%
56
50 99
e A RS AR RS RN RS RARRN RS RARRS SRS RARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3043: 4-Methyl-5H-furan-2-one e e ,A.
69 9.40 9.60 9.80 10.00
41 m/z 87.00 16.25%
5000
98
0 wu 34 | 50 57 63 ||, 7783 91 N A
m/z--> fo 26 §0 45 §0 eb fo 85 do 160 110 150 gho 9%0 980 1050 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079143.D

Acq On : 12 May 2015 6:10

Operator : TP/1Z

Sample : G2176-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl .44 1.44 196.2 ng 3156210 1 7.30 321668 20.0
unknownl.75 1.75 19.9 ng 319963 1 7.30 321668 20.0
2-Pentanone, 4-hy... 5.10 2.6 ng 42430 1 7.30 321668 20.0
unknown? .00 7.00 53.8 ng 864637 1 7.30 321668 20.0
unknown9 .77 9.77 2.0 ng 46278 2 8.87 459814 20.0
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