LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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-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 height area % max. total
1 1.218 27 29 32 rvB 231677 229026 17.07% 2.650%
2 1.332 35 39 44 rVB 13554 27424 2.04% 0.317%
3 1.733 72 74 85 rvB 24081 40283 3.00% 0.466%
4  4.796 340 342 350 rBB 67503 86367 6.44% 0.999%
5 5.344 388 390 393 rBVY 629069 804882 59.99% 9.313%

6.647 502 504 507 rBV 840050 785602 58.55% 9.090%
6.773 513 515 518 rBV 823556 843885 62.90% 9.764%
7.059 538 540 543 rBB 182824 168632 12.57% 1.951%
7.242 554 556 559 rBvV 607889 668602 49.83% 7.736%
7.756 599 601 604 rBvV 572111 497833 37.11% 5.760%

=
QO ~NO®

11 8.636 676 678 681 rBvV 271754 235738 17.57% 2.728%
12 9.985 794 796 798 rBV 1276041 1094885 81.61% 12.668%
13 10.808 866 868 870 rBV 275371 270523 20.16% 3.130%
14 11.791 951 954 956 rBV 460016 605160 45.11% 7.002%
15 12.648 1026 1029 1031 rBV 245190 281507 20.98% 3.257%

16 14.648 1201 1204 1206 rBV 960342 1341659 100.00% 15.524%
17 15.917 1313 1315 1318 rBV 237809 323593 24.12% 3.744%
18 17.620 1461 1464 1467 rBV 285542 337093 25.13% 3.900%

Sum of corrected areas: 8642694
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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

Abundance TIC: BF078082.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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

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 3

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

1.22 27.16 ng 229026 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 50
2 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9
4 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 29 (1.218 min): BF078082.D (-27) (-) m/z 73.10 100.00%
73
5000 43
89
55 100 120 140 1.60
R 1 RS RS N m/z 43.05 46.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 AR A SR R
1.00 120 140 1.60
a1 89 m/z 89.10 27.66%
T |'?§'|"??|""| '“?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 8.97%
41
- 57
51
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methyloutyric acid T
78 1.00 120 140 1.60
43 m/z 45.10 6.93%
55
5000
29
5| sllas 61 | e ®
miz--> 10 20 30 40 50 60 70 80 90 100 110 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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

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.

1.33 3.25 ng 27424 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
2 Cyclopropane, 1,1,2-trimethyl- 84 C6H12 004127-45-1 9
3 Cyclobutane 56 C4HS8 000287-23-0 9
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 9
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 7

Abundance Scan 39 (1.332 min): BF078082.D (-35) (-) m/z 56.10 100.00%
56
84
41
5000
69
ERARSARERS TTTTTTTTT
| | 40 1.00 1.20 1.40 1.60
'm“W“W“W“W“W”W“W“W“d“h“ﬂ“ﬂ'W“W“W“W“W“W“W”W m/z 84.05 76.81%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1465: 1-Pentene, 2-methyl-
56
41
5000 NSRS SUABE SRR SR
27 69 84 1.00 120 1.40 1.60
m/z 41.10 57.01%
5 3137, 51 6165 7377
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
41
69 100 120 140 160
5000 m/z 55.10 34.02%
84
27 55
31 37 51 | 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 A
Abundance #170: Cyclobutane e e R
28 41 1.00 1.20 1.40 1.60
m/z 69.00 33.96%
56
5000
1 15 24| 37/ S50
R LA AL Ly k) ek LR B! ) LA LAY ARSI LA AR A A A A AR NSEBE SR A SRR
m/z--> 0 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\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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

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.

4.80 10.24 ng 86367 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 342 (4.796 min): BF078082.D (-340) (-) m/z 43.10 100.00%
43
59
5000
101 B R LS U
| 83 | 4.40 460 4.80 5.00 5.20
"W““I““P'Jﬁ“'PJW'“W'“W“'W”“I““P'“P“'P“W'“W m/z 59.10 55.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 B R LS LR
4.40 4.60 4.80 5.00 5.20
59 101 m/z 101.10 21.01%
20 34 | 51 ‘ 67 8 91
mz> 10 20 30 40 80 60 70 80 80 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 17.60%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one e RRaa T L A RE.
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 8.70%
5000
55
D L1l | esm 8 8

m/z--> 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\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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

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 unknown6.77 Concentration Rank 1

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

6.77 100.09 ng 843885 1,4-Dichlorobenzene-d4 7.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 515 (6.773 min): BF078082.D (-513) (-) m/z 132.00 100.00%
32
5000 68
96 rrTrTTTTT T T T T T T T
47 % 61 || [ 104 6.40 6.60 6.80 7.00
..,....,....,...:“.'...,:!.. S M || M m/z 68.10 42.79%
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 USRI S S U
640 6.60 6.80 7.00
78 m/z 134.00 32.28%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.40 660 680 7.00
5000 m/z 66.10 27.14%
104
66
14 27 37 4451 5 T 89 g7 115
wwwwmmmmm
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- I e e o SR o
132 6.40 6.60 6.80 7.00
m/z 69.10 17.27%
117
5000
39 91
51
27 105
..,”..,.”M,..”hu..4th?ﬁ.lt.“..h,§4.‘:.%ﬁ.ﬂ. T ;%q‘h'“ N LSRR SRR L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033015\
Data File : BF078082.D

Acq On : 30 Mar 2015 15:30

Operator : TP/1Z

Sample - PB82403BL

Misc :

ALS Vial : 3 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... 1.22 27.2 ng 229026 1 7.06 168632 20.0
1-Pentene, 2-methyl- 1.33 3.3 ng 27424 1 7.06 168632 20.0
2-Pentanone, 4-hy... 4.80 10.2 ng 86367 1 7.06 168632 20.0
unknown6 .77 6.77 100.1 ng 843885 1 7.06 168632 20.0
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