LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 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-BF031115.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

1.241 29 31 34 rBV 1229612 1208457 84.85% 11.473%

1

2 1.344 37 40 44 rVB 9481 24766 1.74% 0.235%
3 1.630 62 65 73 rVB 11669 20515 1.44% 0.195%
4 1.733 73 74 82 rBvV 22599 47217 3.32% 0.448%
5 4.819 342 344 348 rBV 81515 99523 6.99% 0.945%

5.367 390 392 395 rBV 616992 837618 58.81% 7.952%
6.670 504 506 508 rBV 948457 854725 60.01% 8.115%
6.796 514 517 519 rBV 813562 912477 64.07% 8.663%
7.070 539 541 544 rBB 221379 216054 15.17% 2.051%
7.253 555 557 560 rBvV 517974 710088 49.86% 6.742%

=
QO ~NO®

11 7.768 600 602 605 rBvV 534663 505169 35.47% 4._.796%
12 8.648 677 679 682 rBV 332840 307101 21.56% 2.916%
13 9.996 795 797 800 rBV 1325650 1156008 81.17% 10.975%
14 10.819 867 869 871 rBvV 343225 350035 24.58% 3.323%
15 11.791 952 954 957 rBV2 460550 640002 44 .94% 6.076%

16 12.648 1027 1029 1032 rBV 348098 372557 26.16% 3.537%
17 14.648 1201 1204 1207 rBV 1491131 1424218 100.00% 13.522%

18 15.951 1315 1318 1320 rBV 288951 419131 29.43% 3.979%
19 17.757 1473 1476 1479 rBV 287738 427218 30.00% 4._.056%

Sum of corrected areas: 10532879
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO78049.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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.

1.24 111.87 ng 1208460 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 5
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 4

Abundance Scan 31 (1.241 min): BF078049.D (-29) (-) m/z 73.10 100.00%
73
5000 43
89
37 49 55 100 120 140 160
o T U N P m/z 43.05 49.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BN
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 28 .53%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
100 120 140 160
5000 m/z 41.10 9.78%
41 57
29
15 50
e S I UL SULIURS SUSIILS IS IULILS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methyloutyric acid i B e B
7B 1.00 1.20 1.40 1.60
43 m/z 45.10 7.27%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8‘9 100
miz--> 10 20 30 40 50 60 70 8 90 100 110 | | 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2 1-Pentene, 2-methyl- Concentration Rank 6

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

1.34 2.29 ng 24766 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 72
2 Cvclohexane 84 C6H12 000110-82-7 72
3 Cvclopropane. propvl- 84 C6H12 002415-72-7 23
4 2-Butene. 1.4-dimethoxv- 116 C6H1202 026649-86-5 12
5 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 9

Abundance Scan 40 (1.344 min): BF078049.D (-37) (-) m/z 56.10 100.00%
% 84
41
5000 69
51 78

| 1.00 1.20 1.40 1.60
A s st Lt A A M I I R A m/z 84.05 82.23%

0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1464: 1-Pentene, 2-methyl-
56
41
5000 | AL ANLEL I L L L L LBLLB |
69 84 1.00 1.20 1.40 1.60
29 m/z 41.10 70.77%
| || 50%3 | e2es,
Ofrrrrprr e T T e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56 84
R R
1.00 1.20 1.40 1.60
5000 41 m/z 55.00 42 .11%
69
27
o 15 30 38 44 5093 6265 7477 81
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1467: Cyclopropane, propyl- A EREEE S
41 56 1.00 1.20 1.40 1.60
m/z 69.10 41 .90%
5000
27
69
38, 5023 63 84
L L - I .
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.00 1.20 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4

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

4.82 9.21 ng 99523 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 344 (4.819 min): BF078049.D (-342) (-) m/z 43.10 100.00%
a3
59
5000
101 UL L R R
| 83 | 440 460 4.80 5.00 5.20
Obrrr el e e m/z 59.10 55.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L LI R R
59 440 460 4.80 5.00 5.20
m/z 101.10 21.13%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 5.00 520
5000 M m/z 58.10 16.18%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4330: Butane, 1-ethoxy- T R e
59 440 460 4.80 5.00 5.20
31 m/z 41.10 9.43%
5000 41
73
ol 22 L 51“‘ |87 102
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 4.60 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032715\
Data File : BF078049.D

Aca On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
Quant Title : 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 unknown6.80 Concentration Rank 2

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

6.80 84.47 ng 912477 1,4-Dichlorobenzene-d4 7.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 517 (6.796 min): BF078049.D (-514) (-) m/z 132.00 100.00%
32
5000
68
0 ‘ % 6.40 6.60 6.80 7.00 7.20
40 54 - - - - :
S AL, 8 s e m/z 134.00 33.51%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A I I AL
6.40 6.60 6.80 7.00 7.20
31 51 m/z 68.10 32.42%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
VRS LARNS AR RS
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.58%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil e BARaS R
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 12.91%
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 6.40 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF032715\
Data File : BF078049.D

Acq On 27 Mar 2015 21:11

Operator : TP/1Z

Sample - PB82359BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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... 1.24 111.9 ng 1208460 1 7.07 216054 20.0
1-Pentene, 2-methyl- 1.34 2.3 ng 24766 1 7.07 216054 20.0
2-Pentanone, 4-hy... 4.82 9.2 ng 99523 1 7.07 216054 20.0
unknown6 .80 6.80 84.5 ng 912477 1 7.07 216054 20.0
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