
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   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-BF112115.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   3.987   173  175  181 rBV    79189    154520   2.44%   0.352%
  2   4.707   235  238  253 rBV  1118172   1609230  25.42%   3.669%
  3   5.187   277  280  297 rBV  1801413   2526584  39.90%   5.760%
  4   5.587   313  315  320 rBV   100749    117712   1.86%   0.268%
  5   6.250   371  373  380 rBV  1918286   1878094  29.66%   4.281%
 
  6   6.364   380  383  385 rBV  3017970   3487702  55.08%   7.951%
  7   6.582   400  402  405 rBV   809279   1058652  16.72%   2.413%
  8   6.742   414  416  419 rBV  4045869   4110548  64.92%   9.371%
  9   7.164   450  453  455 rBV  3339660   4013389  63.39%   9.149%
 10   7.873   513  515  518 rBV  1374311   1356564  21.43%   3.093%
 
 11   8.959   607  610  613 rBV  6071991   6088935  96.17%  13.881%
 12   9.622   666  668  671 rBV  1646372   1577611  24.92%   3.596%
 13   9.862   684  689  693 rBV    42447     64598   1.02%   0.147%
 14  10.411   734  737  740 rBV  2825863   2721992  42.99%   6.205%
 15  11.096   795  797  800 rBV  1592553   1591665  25.14%   3.628%
 
 16  11.656   843  846  851 rBV2  669450    733827  11.59%   1.673%
 17  12.354   904  907  912 rBV2   73272    191328   3.02%   0.436%
 18  12.445   912  915  917 rVV   771337   1070977  16.91%   2.441%
 19  12.502   919  920  925 rVB2   47615    103238   1.63%   0.235%
 20  12.685   933  936  939 rBV  4369224   6331575 100.00%  14.434%
 
 21  13.165   975  978  981 rBV3   36650     72072   1.14%   0.164%
 22  13.599  1012 1016 1019 rBV2   56812    111640   1.76%   0.255%
 23  13.725  1024 1027 1029 rBV  1668243   1669252  26.36%   3.805%
 24  15.005  1136 1139 1140 rBV    44050     67845   1.07%   0.155%
 25  15.074  1143 1145 1148 rBV   947728   1156303  18.26%   2.636%
 
 
 
                        Sum of corrected areas:    43865853
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.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\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.99    2.92 ng         154520   1,4-Dichlorobenzene-d4      6.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 94
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 90
 3 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 86
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 5 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 86
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0

5000

m/z-->

Abundance Scan 175 (3.987 min): BF083269.D (-173) (-)
55 83
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37 6749
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5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
8355
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m/z-->

Abundance #3097: 3-Hexen-2-one
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6937 49 62
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5000

m/z-->

Abundance #3309: 2-Pentene, 2,4-dimethyl-
83

55

41

27 98
15 67

77614933 91

3.60 3.80 4.00 4.20 4.40

m/z  55.10  100.00%

3.60 3.80 4.00 4.20 4.40

m/z  83.10   97.51%

3.60 3.80 4.00 4.20 4.40

m/z  43.10   48.32%

3.60 3.80 4.00 4.20 4.40

m/z  98.10   37.04%

3.60 3.80 4.00 4.20 4.40

m/z  39.10   26.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.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.
---------------------------------------------------------------------
  4.71   30.40 ng        1609230   1,4-Dichlorobenzene-d4      6.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
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0

5000

m/z-->

Abundance Scan 238 (4.707 min): BF083269.D (-235) (-)
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m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59
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53 73 86
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m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

4.40 4.60 4.80 5.00

m/z  43.10  100.00%

4.40 4.60 4.80 5.00

m/z  59.10   54.23%

4.40 4.60 4.80 5.00

m/z 101.10   15.35%

4.40 4.60 4.80 5.00

m/z  58.10   13.39%

4.40 4.60 4.80 5.00

m/z  41.10    8.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  2-Pentanone, 4-methoxy-4-me...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.59    2.22 ng         117712   1,4-Dichlorobenzene-d4      6.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-methoxy-4-methyl-    130 C7H14O2        000107-70-0 78
 2 Butane, 2-methoxy-2,3,3-trimethyl-  130 C8H18O         027705-21-1 23
 3 2-Pentanone, 3-methyl-              100 C6H12O         000565-61-7 22
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 22
 5 2-Hexanone                          100 C6H12O         000591-78-6 9 
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0

5000

m/z-->

Abundance Scan 315 (5.587 min): BF083269.D (-313) (-)
43 73

11510055 836736
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0

5000

m/z-->

Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73

1151005529 8315 6737
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0

5000

m/z-->

Abundance #13310: Butane, 2-methoxy-2,3,3-trimethyl-
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11529 65 993523 91
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5000

m/z-->

Abundance #3787: 2-Pentanone, 3-methyl-
43

29
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72
100855137 63

5.20 5.40 5.60 5.80 6.00

m/z  43.10  100.00%

5.20 5.40 5.60 5.80 6.00

m/z  73.10   93.90%

5.20 5.40 5.60 5.80 6.00

m/z 115.10   11.80%

5.20 5.40 5.60 5.80 6.00

m/z  41.10   10.68%

5.20 5.40 5.60 5.80 6.00

m/z  39.10    6.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.36                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.36   65.89 ng        3487700   1,4-Dichlorobenzene-d4      6.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 
 3 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 383 (6.364 min): BF083269.D (-380) (-)
132

68

96
40 7554 10448 62 87 11581
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0

5000

m/z-->

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

69
104

785131 38 44
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0

5000

m/z-->

Abundance #13916: Benzene, 1,3,5-trifluoro-
132

8163
1121018831 575037 7444
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0

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
8961 103 110 12434

6.00 6.20 6.40 6.60

m/z 132.10  100.00%

6.00 6.20 6.40 6.60

m/z  68.10   43.56%

6.00 6.20 6.40 6.60

m/z 134.10   34.15%

6.00 6.20 6.40 6.60

m/z  66.10   26.46%

6.00 6.20 6.40 6.60

m/z  69.05   16.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tetradecanoic acid              Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.66    9.22 ng         733827   Phenanthrene-d10           11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetradecanoic acid                  228 C14H28O2       000544-63-8 94
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 5 Methyl-.alpha.-d-ribofuranoside     164 C6H12O5        1000129-83-1 43
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0

5000

m/z-->

Abundance Scan 846 (11.656 min): BF083269.D (-843) (-)
43 7360
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5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360
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5000
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Abundance #65566: Tridecanoic acid
7360
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0

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43 7360

29

129 25697 213115 157171 185143 227199

11.40 11.60 11.80 12.00

m/z  43.10  100.00%

11.40 11.60 11.80 12.00

m/z  73.10   91.93%

11.40 11.60 11.80 12.00

m/z  60.05   83.17%

11.40 11.60 11.80 12.00

m/z  57.10   74.75%

11.40 11.60 11.80 12.00

m/z  41.10   72.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  13-Octadecenal, (Z)-            Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.35    2.40 ng         191328   Phenanthrene-d10           11.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 13-Octadecenal, (Z)-                266 C18H34O        058594-45-9 80
 2 (S)(+)-Z-13-Methyl-11-pentadecen... 282 C18H34O2       1000130-84-8 72
 3 11-Tridecen-1-ol                    198 C13H26O        1000130-96-8 64
 4 cis-11-Hexadecenal                  238 C16H30O        053939-28-9 64
 5 18-Nonadecen-1-ol                   282 C19H38O        1000142-89-2 58

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 907 (12.354 min): BF083269.D (-904) (-)
55

41

69
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111125 149 165 264207

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #98133: 13-Octadecenal, (Z)-
55

41
69

83
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12113527 149 248166 266223181 209195

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #107574: (S)(+)-Z-13-Methyl-11-pentadecen-1-ol acetate
43

69 83
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111 222137152 193 282167 207 239253

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #54925: 11-Tridecen-1-ol
43
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82

96
111 180138152166 196

12.00 12.20 12.40 12.60

m/z  55.10  100.00%

12.00 12.20 12.40 12.60

m/z  41.10   75.06%

12.00 12.20 12.40 12.60

m/z  43.10   66.57%

12.00 12.20 12.40 12.60

m/z  69.10   53.30%

12.00 12.20 12.40 12.60

m/z  67.10   41.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.45   12.83 ng        1070980   Chrysene-d12               13.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 87
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 81
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 64
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 60

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 915 (12.445 min): BF083269.D (-912) (-)
43 73

129

97 241185
284111 171 199143 22759 157 213 256

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #108843: Octadecanoic acid
43 7357

129

97 284185 241115 17114327 199 227157 255269

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73

43
57
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228185

87 11527 143 171 199157

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

57

256
129

21327 97 115 157171185 227143 241

12.20 12.40 12.60 12.80

m/z  43.10  100.00%

12.20 12.40 12.60 12.80

m/z  73.10   96.46%

12.20 12.40 12.60 12.80

m/z  57.10   81.70%

12.20 12.40 12.60 12.80

m/z  60.05   77.39%

12.20 12.40 12.60 12.80

m/z  55.10   69.49%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF112515\
  Data File : BF083269.D                                          
  Acq On    : 25 Nov 2015  13:00
  Operator  : UM/IZ
  Sample    : G4534-01
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\Methods\8270-BF112115.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   3.99     2.9 ng     154520  1   6.59 1058650  20.0
2-Pentanone, 4-hy...   4.71    30.4 ng    1609230  1   6.59 1058650  20.0
2-Pentanone, 4-me...   5.59     2.2 ng     117712  1   6.59 1058650  20.0
unknown6.36            6.36    65.9 ng    3487700  1   6.59 1058650  20.0
Tetradecanoic acid    11.66     9.2 ng     733827  4  11.10 1591670  20.0
13-Octadecenal, (Z)-  12.35     2.4 ng     191328  4  11.10 1591670  20.0
Octadecanoic acid     12.45    12.8 ng    1070980  5  13.73 1669250  20.0
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