
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   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 : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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   2.435     7   13   18 rVB    15106     51018   1.33%   0.152%
  2   2.698    34   36   43 rVB   119585    159655   4.15%   0.477%
  3   5.053   239  242  248 rBV   265080    427824  11.12%   1.278%
  4   5.464   275  278  280 rBV  2787392   2937827  76.33%   8.777%
  5   6.493   365  368  370 rBV  2333047   3042001  79.03%   9.089%
 
  6   6.619   377  379  382 rBV  2613633   3200216  83.15%   9.561%
  7   6.847   397  399  402 rBV   655423    878074  22.81%   2.623%
  8   7.007   411  413  416 rVB  2571272   2514034  65.32%   7.511%
  9   7.419   446  449  451 rBV  2216381   2215818  57.57%   6.620%
 10   8.162   509  514  516 rBV2 1465591   2671668  69.41%   7.982%
 
 11   8.207   516  518  520 rVB    40208     38543   1.00%   0.115%
 12   8.847   572  574  578 rBV   139911    118222   3.07%   0.353%
 13   8.950   580  583  585 rBV    65198     64441   1.67%   0.193%
 14   9.213   603  606  609 rBV  3711281   3828019  99.46%  11.437%
 15   9.887   663  665  667 rBV  1341028   1298369  33.73%   3.879%
 
 16   9.922   667  668  670 rVB   158094    116286   3.02%   0.347%
 17  10.093   681  683  685 rBV    73412     60164   1.56%   0.180%
 18  10.436   711  713  715 rVB    72726     58815   1.53%   0.176%
 19  10.676   731  734  737 rBV2 1978987   2456636  63.83%   7.340%
 20  11.373   792  795  797 rBV  1497370   1356817  35.25%   4.054%
 
 21  12.779   916  918  921 rBV   352399    296648   7.71%   0.886%
 22  12.859   921  925  927 rVB2   41865     48904   1.27%   0.146%
 23  12.962   931  934  936 rBV  3849914   3848943 100.00%  11.499%
 24  13.488   977  980  982 rBV   161951    164187   4.27%   0.491%
 25  14.002  1023 1025 1028 rBV   875134    875740  22.75%   2.616%
 
 26  15.431  1147 1150 1153 rBV   581995    741937  19.28%   2.217%
 
 
                        Sum of corrected areas:    33470806
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  n-Propyl acetate                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.70    3.64 ng         159655   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Propyl acetate                    102 C5H10O2        000109-60-4 83
 2 Oxirane, 2,3-dimethyl-, cis-         72 C4H8O          001758-33-4 7 
 3 Isobutylamine                        73 C4H11N         000078-81-9 7 
 4 1-Butanamine                         73 C4H11N         000109-73-9 7 
 5 Pentane                              72 C5H12          000109-66-0 5 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance Scan 36 (2.698 min): BF085602.D (-34) (-)
43

61
73

39 5751 84

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #4160: n-Propyl acetate
43

61
73

27 3115 39 57 87

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #689: Oxirane, 2,3-dimethyl-, cis-
43

29
26

15 3919 7250 5746 533612 32

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

5000

m/z-->

Abundance #734: Isobutylamine
30

734127 5515 38 50 68

2.40 2.60 2.80 3.00

m/z  43.10  100.00%

2.40 2.60 2.80 3.00

m/z  61.10   27.53%

2.40 2.60 2.80 3.00

m/z  73.10   14.64%

2.40 2.60 2.80 3.00

m/z  42.10   11.41%

2.40 2.60 2.80 3.00

m/z  41.10    9.33%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.05    9.74 ng         427824   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 242 (5.053 min): BF085602.D (-239) (-)
43

59

101

8351

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #4330: Butane, 1-ethoxy-
59

31

41

73
15 1028751

4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   57.75%

4.80 5.00 5.20 5.40

m/z 101.10   22.45%

4.80 5.00 5.20 5.40

m/z  58.10   16.88%

4.80 5.00 5.20 5.40

m/z  41.10    8.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  unknown6.62                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.62   72.89 ng        3200220   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 
 4 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance Scan 379 (6.619 min): BF085602.D (-377) (-)
132

68

96
40 75 1045447 61 87 115

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

10 20 30 40 50 60 70 80 90 100 110 120 130 140

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132

1059733 44
70 786051 86 115

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   41.85%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   32.19%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   26.58%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   17.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Hexadecanoic acid, butyl ester  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.78    6.77 ng         296648   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecanoic acid, butyl ester      312 C20H40O2       000111-06-8 91
 2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H40O2       031158-91-5 90
 3 2-Methyl-n-1-tridecene              196 C14H28         018094-01-4 35
 4 Pentadecane, 8-methylene-           224 C16H32         055668-09-2 32
 5 1-Hexene, 2-methyl-                  98 C7H14          006094-02-6 27

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance Scan 918 (12.779 min): BF085602.D (-916) (-)
56

41
73

129 25797 239185 213157112

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #124073: Hexadecanoic acid, butyl ester
56

41
73

257129 239101 185 213 31215726 283

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56

41
73

129 25797 23926 185112 213 312157 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

m/z-->

Abundance #53651: 2-Methyl-n-1-tridecene
56

41

83 111 196140 168

12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   55.68%

12.40 12.60 12.80 13.00

m/z  43.10   40.17%

12.40 12.60 12.80 13.00

m/z  41.05   38.13%

12.40 12.60 12.80 13.00

m/z  55.10   31.71%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Octadecanoic acid, butyl ester  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.49    3.75 ng         164187   Chrysene-d12               14.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid, butyl ester      340 C22H44O2       000123-95-5 96
 2 Octadecanoic acid, 2-methylpropy... 340 C22H44O2       000646-13-9 64
 3 n-Butyl myristate                   284 C18H36O2       000110-36-1 53
 4 Nipecotic acid                      129 C6H11NO2       000498-95-3 47
 5 Cyclohexanamine                      99 C6H13N         000108-91-8 27

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 980 (13.488 min): BF085602.D (-977) (-)
56

73 129 285
26797 185 24139 340157

50 100 150 200 250 300

5000

m/z-->

Abundance #137336: Octadecanoic acid, butyl ester
56

7329
129 28526797 185 241 340157 213 311

50 100 150 200 250 300

5000

m/z-->

Abundance #137350: Octadecanoic acid, 2-methylpropyl ester
57

29 285
26783 129 340185111 241157 213 310

50 100 150 200 250 300

5000

m/z-->

Abundance #108844: n-Butyl myristate
56

229
73 211129 28418510139 157 255

13.20 13.40 13.60 13.80

m/z  56.10  100.00%

13.20 13.40 13.60 13.80

m/z  57.10   60.55%

13.20 13.40 13.60 13.80

m/z  43.10   41.41%

13.20 13.40 13.60 13.80

m/z  41.10   35.32%

13.20 13.40 13.60 13.80

m/z  55.10   33.65%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
  Data File : BF085602.D                                          
  Acq On    : 20 Mar 2016   7:07
  Operator  : UM/SJ
  Sample    : H1804-11
  Misc      :  
  ALS Vial  : 60   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
n-Propyl acetate       2.70     3.6 ng     159655  1   6.86  878074  20.0
2-Pentanone, 4-hy...   5.05     9.7 ng     427824  1   6.86  878074  20.0
unknown6.62            6.62    72.9 ng    3200220  1   6.86  878074  20.0
Hexadecanoic acid...  12.78     6.8 ng     296648  5  14.00  875740  20.0
Octadecanoic acid...  13.49     3.8 ng     164187  5  14.00  875740  20.0
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