
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   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-BF063016.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   2.021    35   38   41 rVB    57496     76488   2.39%   0.266%
  2   3.027   123  126  141 rBV   102546    221078   6.92%   0.769%
  3   4.959   292  295  301 rVB   184493    261373   8.18%   0.909%
  4   5.381   329  332  334 rBV  2671721   2844334  89.01%   9.897%
  5   6.422   420  423  425 rBV  2716221   3055456  95.62%  10.631%
 
  6   6.547   431  434  437 rBV  2404958   3195540 100.00%  11.119%
  7   6.787   452  455  456 rBV   578437    678623  21.24%   2.361%
  8   6.936   466  468  471 rVB  1933864   2183577  68.33%   7.598%
  9   7.347   501  504  506 rBV  2018042   2032020  63.59%   7.070%
 10   8.067   564  567  569 rBV  1167214    984120  30.80%   3.424%
 
 11   9.142   658  661  664 rBV  2697450   2873028  89.91%   9.997%
 12   9.542   693  696  698 rBV   436663    480783  15.05%   1.673%
 13   9.816   717  720  722 rBV  1304153   1096082  34.30%   3.814%
 14  10.605   786  789  791 rBV  2147645   2262458  70.80%   7.872%
 15  10.731   798  800  806 rVB    52852     52895   1.66%   0.184%
 
 16  11.176   837  839  841 rBV   113624    104649   3.27%   0.364%
 17  11.291   847  849  852 rVB  1264045   1070217  33.49%   3.724%
 18  11.359   852  855  859 rVB2   34546     77663   2.43%   0.270%
 19  11.599   875  876  879 rVB    67525     64111   2.01%   0.223%
 20  12.879   985  988  990 rBV  2800504   2700021  84.49%   9.395%
 
 21  13.359  1028 1030 1036 rBV    36215     55095   1.72%   0.192%
 22  13.759  1063 1065 1066 rBV    70295     82430   2.58%   0.287%
 23  13.794  1066 1068 1076 rVV   183603    322084  10.08%   1.121%
 24  13.919  1076 1079 1081 rVB   790837    921012  28.82%   3.205%
 25  14.434  1123 1124 1131 rVB    34763     64906   2.03%   0.226%
 
 26  15.302  1197 1200 1203 rBV   469599    642624  20.11%   2.236%
 27  15.840  1242 1247 1258 rVB    33628    127715   4.00%   0.444%
 28  17.691  1404 1409 1414 rVB4   24057     56094   1.76%   0.195%
 29  19.063  1523 1529 1536 rVB    54396    153205   4.79%   0.533%
 
 
                        Sum of corrected areas:    28739681
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  Propane, 1,1-dimethoxy-         Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.02    2.25 ng          76488   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 64
 2 Glycolaldehyde dimethyl acetal      106 C4H10O3        030934-97-5 45
 3 2-Propanol, 1,1-dimethoxy-          120 C5H12O3        042919-42-6 38
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 14
 5 1,3-Dioxolane, 2-(1-bromoethyl)-    180 C5H9BrO2       005267-73-2 10

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance Scan 38 (2.021 min): BF088671.D (-35) (-)
75

45

5739 10384

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #4784: Propane, 1,1-dimethoxy-
75

45
31

15 5739 10325 88
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0

5000

m/z-->

Abundance #4987: Glycolaldehyde dimethyl acetal
75

31 45

15
59 105

10 20 30 40 50 60 70 80 90 100 110 120
0

5000

m/z-->

Abundance #9253: 2-Propanol, 1,1-dimethoxy-
75

47 5731 89
39 103 119

1.80 2.00 2.20 2.40

m/z  75.10  100.00%

1.80 2.00 2.20 2.40

m/z  73.10   73.54%

1.80 2.00 2.20 2.40

m/z  45.10   36.60%

1.80 2.00 2.20 2.40

m/z  41.10   25.46%

1.80 2.00 2.20 2.40

m/z  47.10   20.34%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  2  unknown3.03                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.03    6.52 ng         221078   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 43
 2 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 43
 3 Propylene Glycol                     76 C3H8O2         000057-55-6 43
 4 2-Pentanol                           88 C5H12O         006032-29-7 9 
 5 2-Butanol                            74 C4H10O         000078-92-2 9 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance Scan 126 (3.027 min): BF088671.D (-123) (-)
45

6142 5739 75

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #946: (S)-(+)-1,2-Propanediol
45

3127 614219 573915 7553

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45

29
1915 6142 573326 39 7612 53

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #938: Propylene Glycol
45

29 6142 5719 3915 26 33 7653 7336

2.80 3.00 3.20 3.40

m/z  45.10  100.00%

2.80 3.00 3.20 3.40

m/z  43.10   18.10%

2.80 3.00 3.20 3.40

m/z  61.00    6.51%

2.80 3.00 3.20 3.40

m/z  44.10    5.62%

2.80 3.00 3.20 3.40

m/z  42.10    3.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  3  Propane, 2-methyl-2-(1-meth...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.96    7.70 ng         261373   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 295 (4.959 min): BF088671.D (-292) (-)
43
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835337
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0

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59

41
10129

53 73 86
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0

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8337 5325

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 51 7337 83 95

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   60.16%

4.60 4.80 5.00 5.20

m/z 101.10   20.75%

4.60 4.80 5.00 5.20

m/z  58.10   16.40%

4.60 4.80 5.00 5.20

m/z  41.10    8.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  4  unknown6.55                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.55   94.18 ng        3195540   1,4-Dichlorobenzene-d4      6.79

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 434 (6.547 min): BF088671.D (-431) (-)
132

68

96
40 54 77 10587 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   49.44%

6.20 6.40 6.60 6.80

m/z 134.00   32.39%

6.20 6.40 6.60 6.80

m/z  66.10   31.40%

6.20 6.40 6.60 6.80

m/z  69.10   20.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  n-Tetracosanol-1                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.79    6.99 ng         322084   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 4 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 5 1-Nonadecene                        266 C19H38         018435-45-5 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1068 (13.794 min): BF088671.D (-1066) (-)
57 83

111

39 139 168 207

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139
167 308195 336222 250 280

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #127771: 3-Eicosene, (E)-
57

83

11129

139 280167 196 252224

13.40 13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   90.87%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   86.86%

13.40 13.60 13.80 14.00 14.20

m/z  55.10   84.99%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   79.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  7  unknown15.84                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.84    3.97 ng         127715   Perylene-d12               15.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Allyl-6-methoxyphenol             164 C10H12O2       000501-19-9 42
 2 Butanoic acid, 2-methyl-, 2-meth... 248 C15H20O3       084731-73-7 37
 3 (5R,8R,8aS)-5,8-Dipropyl-1,2,3,5... 207 C14H25N        1012322-42-7 35
 4 Phenol, 2-methoxy-5-(1-propenyl)... 164 C10H12O2       019784-98-6 33
 5 trans-Isoeugenol                    164 C10H12O2       005932-68-3 28

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1247 (15.840 min): BF088671.D (-1242) (-)
164

137
57 8341 111 191 324209 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #33304: 3-Allyl-6-methoxyphenol
164

77 103 131
55

39 147

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #100685: Butanoic acid, 2-methyl-, 2-methoxy-4-(2-propenyl...
164

57

41 91 131 248115 14775 19115

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #66986: (5R,8R,8aS)-5,8-Dipropyl-1,2,3,5,8,8a-hexahydroind...
164

120
70 93 13854 206

15.60 15.80 16.00 16.20

m/z 164.05  100.00%

15.60 15.80 16.00 16.20

m/z 137.10   34.75%

15.60 15.80 16.00 16.20

m/z 133.00   25.54%

15.60 15.80 16.00 16.20

m/z  57.10   25.24%

15.60 15.80 16.00 16.20

m/z  43.10   23.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  8  unknown19.06                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.06    4.77 ng         153205   Perylene-d12               15.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 7-Heptadecyne, 17-chloro-           270 C17H31Cl       056554-75-7 43
 2 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H22O        1000188-72-8 41
 3 1-Pentadecyne                       208 C15H28         000765-13-9 38
 4 6.beta.Bicyclo[4.3.0]nonane, 5.b... 332 C15H25I        1000195-85-9 38
 5 Sesquirosefuran                     218 C15H22O        039007-93-7 38

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

5000

m/z-->

Abundance Scan 1529 (19.063 min): BF088671.D (-1523) (-)
69 10995

12355

41 163137 191
205

231 273177 246

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

5000

m/z-->

Abundance #119360: 7-Heptadecyne, 17-chloro-
8167 95

41

109

27 123
165 185137151 241199 227 270213 255

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

5000

m/z-->

Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
9541 81

12367

218
147

27 109 175 203161 189
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070316\
  Data File : BF088671.D                                          
  Acq On    :  4 Jul 2016   2:43
  Operator  : UM/SJ
  Sample    : H3817-13
  Misc      :  
  ALS Vial  : 33   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\Database\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Propane, 1,1-dime...   2.02     2.3 ng      76488  1   6.79  678623  20.0
unknown3.03            3.03     6.5 ng     221078  1   6.79  678623  20.0
Propane, 2-methyl...   4.96     7.7 ng     261373  1   6.79  678623  20.0
unknown6.55            6.55    94.2 ng    3195540  1   6.79  678623  20.0
n-Tetracosanol-1      13.79     7.0 ng     322084  5  13.92  921012  20.0
unknown15.84          15.84     4.0 ng     127715  6  15.30  642624  20.0
unknown19.06          19.06     4.8 ng     153205  6  15.30  642624  20.0
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