LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acq On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 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_G\METHODS\8270-BG032515_.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 2.794 14 18 36 rvB 898737 977725 31.10% 5.996%
2 4.921 375 380 387 rvB 83540 116933 3.72% 0.717%
3 5.379 452 458 466 rBVY 783100 1137271 36.17% 6.974%
4 6.965 720 728 737 rBVY 777115 1198505 38.12% 7 .350%
5 7.323 780 789 799 rBVY 776828 1241716 39.49% 7.615%

7.793 862 869 876 rBvV 165556 261872 8.33% 1.606%
8.110 916 923 932 rBV 588860 932783 29.67% 5.720%
8.944 1058 1065 1076 rVB 435630 708763 22.54% 4._.346%
10.578 1336 1343 1350 rVB 237997 391013 12.44% 2.398%
13.039 1755 1762 1769 rBVY 1335391 1877397 59.71% 11.513%

=
QO ~NO®

11 14.414 1990 1996 2007 rVB2 369965 557147 17.72% 3.417%
12 15.900 2243 2249 2260 rBV 1011231 1385900 44.08% 8.499%
13 17.151 2456 2462 2470 rBV2 521254 719903 22.90% 4._.415%
14 19.777 2903 2909 2921 rBV 2530133 3144277 100.00% 19.282%
15 21.322 3167 3172 3184 rBV 690054 842139 26.78% 5.164%

16 23.607 3554 3561 3572 rBV 405264 813635 25.88% 4._.989%

Sum of corrected areas: 16306979
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acqg On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG016150.D
2500000
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Abundance TIC: BG016150.D
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BG016150.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acq On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.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 unknown2.79 Concentration Rank 2

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

2.79 74.67 ng 977725 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
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 N-Ethylformamide 73 C3H7NO 000627-45-2 7
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 17 (2.788 min): BG016150.D (-14) (-) m/z 73.15 100.00%
7B A
5000 2
89
37 55 83 2.80 2.90 3.00 3.10 3.20
B L B e R m/z 43.15 35.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.80 2.90 3.00 3.10 3.20
89 m/z 89.15 25.90%
1 e s
SN -8 AN N N [+
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 41.15 7.37%
57
29 41
15 50 87
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
73 2.80 2.90 3.00 3.10 3.20
43 m/z 45.15 5.57%
55
5000
29
5 e ole | e 8 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acq On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 8.93 ng 116933 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 35
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 16

Abundance Scan 380 (4.921 min): BG016150.D (-375) (-) m/z 43.15 100.00%
43
59
5000
101
P T
83 ‘ 4.60 4.80 5.00 5.20
...,....,....,..??-,':.-..ﬁQ.'.'Ii....,....,.~...,...!,....,. m/z 59.15 67.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN L A AR
59 460 480 500 520
m/z 101.15 30.72%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
31 59
4.60 480 500 520
5000 m/z 58.10 19.33%
41
25 47 53 73 87 102
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8152: 2-Pentanol, 2,4-dimethyl-
509 4.60 4.80 5.00 5.20
m/z 41.15 8.84%
5000
43 101
31
T "|'}§'|' '“””"§ZHM‘J"|??W =i-§§-f%-- '|??"|' T IS SARBE NS SURRE AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acq On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.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 3 unknown7.32 Concentration Rank 1

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

7.32 94 .83 ng 1241720 1,4-Dichlorobenzene-d4 7.79
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 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 788 (7.317 min): BG016150.D (-780) (-) m/z 132.15 100.00%
132
5000 o8
0 s || 77 a7 %105 118 7.00 7.20 7.40 7.60
ey gl (7 87 L WOUIS W m/z 68.15  36.40%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A I L I IR
7.00 7.20 7.40 7.60
21 51 78 m/z 134.15 31.65%
‘ L ‘ | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 7.00 7.0 7.40 7.60
5000 gg 116 m/z 66.15 22.66%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal  E Emmarm TR
132 7.00 7.20 7.40 7.60
m/z 69.15 13.84%
5000 67
41 97
53
T S
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| i
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032615\
Data File : BG016150.D

Acq On : 26 Mar 2015 20:58

Operator : TP/1Z

Sample - PB82338BL

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032515_.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]
unknown2 .79 2.79 74.7 ng 977725 1 7.79 261872 20.0
2-Pentanone, 4-hy... 4.92 8.9 ng 116933 1 7.79 261872 20.0
unknown? .32 7.32 94.8 ng 1241720 1 7.79 261872 20.0
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