LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 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-BF060915_.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

2.181 86 87 97 rvB 129576 307374 5.81% 1.367%
2.330 97 100 102 rVV 4117971 5287915 100.00% 23.515%
rvB 624787 1189817 22.50% 5.291%
2.764 135 138 142 rVB 153634 252600 4.78% 1.123%
5.644 388 390 393 rBV 168579 158702 3.00% 0.706%

abrwNPE
N
W
()]
N
=
o
N
=
o
w
=
=
N

6.033 422 424 426 rBV 1874859 1593362 30.13% 7.086%
7.016 507 510 512 rBV 2065103 1708836 32.32% 7.599%
7.187 522 525 527 rBV 1576887 1660380 31.40% 7.384%
7.416 543 545 547 rVB 374001 303942 5.75% 1.352%
7.576 557 559 561 rBV 1597223 1286495 24.33% 5.721%

=
QO ~NO®

11 7.976 591 594 596 rBV 735451 875866 16.56% 3.895%
12 8.707 656 658 660 rBvV 517234 402850 7.62% 1.791%
13 9.782 750 752 755 rVB 2513568 2021096 38.22% 8.988%
14 10.479 811 813 816 rBV 503114 459462 8.69% 2.043%
15 11.279 880 883 885 rBv2 880911 1017971 19.25% 4.527%

16 11.988 943 945 947 rBV 606359 509734 9.64% 2.267%
17 13.668 1089 1092 1094 rBV 2370378 2433866 46.03% 10.823%

18 14.925 1200 1202 1205 rBV 503212 532141 10.06% 2.366%
19 16.823 1365 1368 1376 rBV 313219 484671 9.17% 2.155%

Sum of corrected areas: 22487080
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF079884.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.33 347.96 ng 5287920 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 100 (2.330 min): BF079884.D (-97) (-) m/z 73.10 100.00%
73
43
5000
89
et
55 2.00 2.20 2.40 2.60
o} IS | PSS N ANNNNNS— - m/z 43.10 54.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 A NARRE A AR SRR
2.00 2.20 2.40 2.60
a1 89 m/z 89.10 29.23%
'“l“'w'“Um'“U“Mw'fa'“'J*”l“'i'”'w'“l”“l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
30 73
2.00 220 240 260
5000 m/z 41.05 11.26%
58
44
15 51
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #837: 1-Propanol, 2-methyl- B e R Raamn m
43 2.00 2.20 2.40 2.60
33 m/z 45.10 8.55%
5000
59 74
R R A A AR RS AR RS RS RSN SARSS SARAN SARRS AR SRR SRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.20 2.40 2.60

8270-BF060915.M Thu Jun 11 13:44:09 2015 S

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.76 16.62 ng 252600 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 33
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 138 (2.764 min): BF079884.D (-135) (-) m/z 73.10 100.00%
3
5000 43
55 87 S N —
36| o6 2.40 2.60 2.80 3.00
SRS 1A 1 NS SN S NS— - N m/z 43.05 41.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LR SRR S L
43 2.40 2.60 2.80 3.00
55 87 m/z 55.10 26.84%
29 ‘ ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
g 87 240 260 280 300
5000 m/z 87.10 24 _43%
29
15 97
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2022: 1,3-Dioxolane, 2-methyl- {\,....,....,....,....,.
73 2.40 2.60 2.80 3.00
m/z 41.10 14 .83%
5000 43
58
29 ﬁ7
11 A .
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 240 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.64 10.44 ng 158702 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
3 Acetone 58 C3H60 000067-64-1 16
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 390 (5.644 min): BF079884.D (-388) (-) m/z 43.05 100.00%
43
5000 59
101 e ERA Een &00
540 5.60 5.80 6.00
...,....,....,....,...3?','.':..,“.3?.-!,....,....,5.‘.3..,....,|....,. m/z 59.10 43.60%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL AL
59 540 560 580 6.00
m/z 58.10 19.41%
25 3 37 | 83 g3 1%
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43
" 540 560 580 6.00
5000 57 m/z 101.10 13.63%
29
101
37 50 78
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #205: Acetone A mamEE T
43 540 5.60 5.80 6.00
m/z 41.10 7.52%
5000
15
58
27
"w?'“|A"w'm\'““ﬁ"w'“'l“'w"“l“"w"w'“'l' RN UL UL L
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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 unknown7.19 Concentration Rank 2

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

7.19 109.26 ng 1660380 1,4-Dichlorobenzene-d4 7.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 525 (7.187 min): BF079884.D (-522) (-) m/z 132.10 100.00%
132
5000
68
96 SRS SERRE BARRE S
40 54 6.80 7.00 7.20 7.40 7.60
S -|-|.'. 8 | o m/z 68.10  34.31%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRS NRRAS SRR AR R
6.80 7.00 7.20 7.40 7.60
m/z 134.10 33.91%
31 51 ‘ ‘
| H | |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 21.71%
158 189
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R B L A A
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 13.56%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 6.80 7.00 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061015\
Data File : BF079884.D

Acq On : 11 Jun 2015 2:31

Operator : TP/1Z

Sample : G2574-03

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060915_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... 2.33 348.0 ng 5287920 1 7.42 303942 20.0
Butane, 2-methoxy... 2.76 16.6 ng 252600 1 7.42 303942 20.0
2-Pentanone, 4-hy... 5.64 10.4 ng 158702 1 7.42 303942 20.0
unknown?7 .19 7.19 109.3 ng 1660380 1 7.42 303942 20.0
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