LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 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-BF060515.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

1.370 15 16 18 rvB 15974908 11001058 100.00% 32.645%
1.690 43 44 90 rvB4 177052 1483690 13.49% 4._.403%
rvB 85095 195194 1.77% 0.579%
2.433 106 109 112 rBV 1926476 2675057 24.32% 7.938%
6.090 427 429 432 rBV 1676953 1619808 14.72% 4._.807%
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7.073 512 515 517 rBV 1908128 1772744 16.11% 5.260%
7.245 527 530 532 rBV 2007415 1797616 16.34% 5.334%
7.473 548 550 552 rBvV 418778 405585 3.69% 1.204%
7.633 562 564 566 rBV 1426348 1328404 12.08% 3.942%
8.033 596 599 601 rBV 1311776 1223068 11.12% 3.629%

=
QO ~NO®

11 8.765 661 663 666 rBvV 668734 676571 6.15% 2.008%
12 9.839 755 757 760 rBV 2784820 2616839 23.79% 7.765%
13 10.548 817 819 821 rBV 596830 642710 5.84% 1.907%
14 11.336 886 888 891 rBV 1396660 1217837 11.07% 3.614%
15 12.056 948 951 953 rBV 816542 713432 6.49% 2.117%

16 13.748 1096 1099 1101 rBV 2693295 2697846 24.52% 8.006%
17 15.028 1208 1211 1214 rBV 743498 757231 6.88% 2.247%
18 16.971 1378 1381 1385 rBV 570442 874652 7.95% 2.595%

Sum of corrected areas: 33699342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BFO79781.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.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 1 unknownl.37 Concentration Rank 1

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

1.37 542.48 ng 11001100 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenal, 3-methyl- 84 C5H80 000107-86-8 5
2 Thiophene 84 C4H4S 000110-02-1 4
3 Furan, 2,3-dihydro-4-methyl- 84 C5H80 034314-83-5 4
4 Acetaldehyde, dimethylhydrazone 86 C4H10N2 007422-90-4 4
5 2-Butenal, 2-methyl- 84 C5H80 001115-11-3 4

Abundance Scan 16 (1.370 min): BF079781.D (-15) (-) m/z 84.00 100.00%
a
5000 \\\[\\\\
T T
51 1.301.401.50 1.60 1.70 1.80
SN~ SYF (— I,....,....,....,.l.??,... m/z 86.00 91.08%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1391: 2-Butenal, 3-methyl-
84
55
41
5000 29 1.'301.1101.\1301.%01.'701.1'30
‘ m/z 88.00 21.46%
"'I""I""I"'lI"'H""'w'""I"'('ilg"" "" N SR B S S
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
58 A U AR AN RN RS A
45 1.301.401.50 1.60 1.70 1.80
5000 m/z 51.00 7.93%
1 12 26 37 69
mmwmﬂwmwm
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1422: Furan, 2,3-dihydro-4-methyl- ARARENLEANS LEEna s n e e
5 84 1.301.401.50 1.60 1.70 1.80
m/z 49.10 5.45%
41
5000 -
‘ 69
"'I""I"'l"c-gl"l'I""'i""i"‘l"I""‘I"" "" N SR B B S AL A A N A
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 1.301.401.50 1.60 1.70 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.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 2 Ethane, 1,l1-dimethoxy- Concentration Rank 4

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

1.69 73.16 ng 1483690 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,1-dimethoxy- 90 C4H1002 000534-15-6 78
2 Formamide, N-methyl- 59 C2H5NO 000123-39-7 7
3 Guanidine 59 CH5N3 000113-00-8 5
4 Acetamide 59 C2H5NO 000060-35-5 5
5 Propanoic acid, 2-hydroxy-2-meth... 132 C6H1203 000080-55-7 4

Abundance Scan 44 (1.690 min): BF079781.D (-43) (-) m/z 59.10 100.00%
59
5000 75 \
i 140 160 180 200
...,....,....,..?7.,.|..'.?1....;....,....,?:?.?9,...., m/z 75.10 36.60%
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #2264: Ethane, 1,1-dimethoxy-
59
5000 A
75 1.40 1.60 1.80 2.00
31 43 m/z 43.10 21.06%
15
AR '|"%6JJ"' '|'L'4?|"' LR U I '??" 1
m/z--> 10 20 30 40 50 60 70 8 90
Abundance
59
0 140 160 180 200
5000 m/z 47.00 9.55%
15 41
LI AL SN SN FURLL FU L SR S S I
m/z--> 10 20 30 40 50 60 70 8 90
Abundance #250: Guanidine B EEEaEr o
43 59 1.40 1.60 1.80 2.00
m/z 60.10 3.93%
5000
28
I I I I s I e R U R U L A
m/z--> 10 20 30 40 50 60 70 80 90 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.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 4 Propane, 2,2-dimethoxy- Concentration Rank 2

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

2.43 131.91 ng 2675060 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 59
2 N-Hydroxymethylacetamide 89 C3H7NO2 000625-51-4 12
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propyl nitrite 89 C3H7NO2 000543-67-9 9

Abundance Scan 109 (2.433 min): BF079781.D (-106) (-) m/z 73.10 100.00%
<]
5000 43
89
2.00 2.20 2.40 2.60 2.80
3 49 55 84
SR 1 Y iSSP « S NES— m/z 43.10 51.57%
m/iz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.00 2.20 2.40 2.60 2.80
a1 89 m/z 89.10 27.92%
'“'I”"%q'W"”I'§§i"“k'ﬂql'”'l?z'l”"P"'" AR AR RARAA AR ALY
m/iz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
43
200 220 240 2.60 2.80
0,
5000 - 89 m/z 41.05 10.25%
49 60
ﬂmﬁwﬁwﬁwﬁwﬁwﬁwﬁwﬁrﬁwﬁwﬁm
m/iz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #2102: Propane, 2-methoxy-2-methyl- e
73 2.00 2.20 2.40 2.60 2.80
m/z 45.10 7 .84%
5000
41
- ‘ 57
'“W”“Phh“”P”“”Lﬂq”ﬁkd””P”W““"l'”W””P”W””P”W SRS SR
m/iz-> 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.00 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.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 unknown7.24 Concentration Rank 3

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

7.24 88.64 ng 1797620 1,4-Dichlorobenzene-d4 7.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 530 (7.245 min): BF079781.D (-527) (-) m/z 132.10 100.00%
132
5000 68
6 TTTTTTTT T T T T T T T
40 ,_ 54 75 104 7.00 7.20 7.40 7.60
..,....,....,...:,".'.‘.‘7.,:.'..??:l-.',..'..,..5.‘?,...'.,.':..,.1.1.5.,....,~'...,... m/z 68.10 38.27%
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 N
5000 R N IR L
7.00 7.20 7.40 7.60
0
31 4 Sﬁ 78 m/z 134.10 33.21%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 720 7.40 7.60
5000 67 m/z 66.10 24.10%
41 97
53 2 117
34 60 89 105 124
wwmmﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R  amas m e .
132 7.00 7.20 7.40 7.60
m/z 69.10 15.24%
5000
104
66
14 27 37445158 0 7T g9 g7 | 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060615\
Data File : BF079781.D

Acq On : 6 Jun 2015 21:05

Operator : TP/1Z

Sample - PB83834BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060515.M
Quant Title : 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]
unknownl1 .37 1.37 542.5 ng 11001100 1 7.47 405585 20.0
Ethane, 1,1-dimet... 1.69 73.2 ng 1483690 1 7.47 405585 20.0
Propane, 2,2-dime... 2.43 131.9 ng 2675060 1 7.47 405585 20.0
unknown? .24 7.24 88.6 ng 1797620 1 7.47 405585 20.0
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