
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   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-BF062717.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   3.193   185  188  203 rBV2   21127     58748   1.30%   0.155%
  2   4.975   486  491  500 rVB   788145   1023528  22.64%   2.695%
  3   5.393   556  562  565 rBV  4140889   4489310  99.31%  11.821%
  4   6.404   728  734  737 rBV  4169534   4520393 100.00%  11.902%
  5   6.540   752  757  760 rBV  4104011   4289106  94.88%  11.293%
 
  6   6.769   792  796  800 rVB  1395796   1140961  25.24%   3.004%
  7   6.928   819  823  826 rVB  3323637   3037315  67.19%   7.997%
  8   7.328   886  891  894 rBV  2820533   2832231  62.65%   7.457%
  9   8.051  1009 1014 1017 rBV  1911503   1591353  35.20%   4.190%
 10   9.128  1192 1197 1200 rBV  3810963   3831730  84.77%  10.089%
 
 11   9.516  1259 1263 1266 rBV   613461    532986  11.79%   1.403%
 12   9.804  1306 1312 1316 rBV  1795510   1577303  34.89%   4.153%
 13  10.245  1385 1387 1390 rVB    66281     55962   1.24%   0.147%
 14  10.586  1440 1445 1449 rBV  2233071   2268072  50.17%   5.972%
 15  10.722  1464 1468 1469 rBV    69767     63964   1.42%   0.168%
 
 16  11.280  1559 1563 1566 rBV  1412368   1377565  30.47%   3.627%
 17  11.816  1650 1654 1658 rBV2  159259    146600   3.24%   0.386%
 18  12.492  1766 1769 1772 rBV   107229     93969   2.08%   0.247%
 19  12.604  1783 1788 1791 rBV3   46641     64616   1.43%   0.170%
 20  12.716  1801 1807 1810 rBV   102248    103953   2.30%   0.274%
 
 21  12.869  1828 1833 1836 rBV  2675367   2529092  55.95%   6.659%
 22  13.768  1983 1986 1991 rVB   139767    124333   2.75%   0.327%
 23  13.916  2006 2011 2014 rBV   989467   1022323  22.62%   2.692%
 24  14.927  2180 2183 2187 rBV2   46808     64373   1.42%   0.169%
 25  15.274  2239 2242 2247 rVB    66496     79886   1.77%   0.210%
 
 26  15.339  2248 2253 2257 rBV   829045    991735  21.94%   2.611%
 27  16.721  2484 2488 2494 rVB4   33545     67560   1.49%   0.178%
 
 
                        Sum of corrected areas:    37978967
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.97   17.94 ng        1023530   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 490 (4.969 min): BF096300.D (-486) (-)
43.0

59.0

101.1
83.068.9

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8346: 2-Hexanol, 2-methyl-
59.0

101.0
41.031.0 83.069.015.0 50.0

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   51.18%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   13.97%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   12.86%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    7.96%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.54                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.54   75.18 ng        4289110   1,4-Dichlorobenzene-d4      6.77

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Amphetaminil                        250 C17H18N2       017590-01-1 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

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

5000

m/z-->

Abundance Scan 757 (6.540 min): BF096300.D (-752) (-)
132.0

68.1

96.140.0 54.0
85.0 107.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   40.45%

6.20 6.40 6.60 6.80

m/z 134.00   32.73%

6.20 6.40 6.60 6.80

m/z  66.00   26.84%

6.20 6.40 6.60 6.80

m/z  69.10   15.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.82    2.13 ng         146600   Phenanthrene-d10           11.28

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 76
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 58
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 58

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

5000

m/z-->

Abundance Scan 1655 (11.822 min): BF096300.D (-1650) (-)
60.0

129.0

85.0
213.1157.1 185.139.0 105.0 256.3

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60.0

129.0

83.0
213.0 256.0157.0 185.0

110.040.0

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

97.0 199.0 242.0
157.0

15.0 177.0

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
73.0

43.0

129.0

185.0
97.0 228.0

157.0 209.015.0

11.60 11.80 12.00 12.20

m/z  60.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.00   97.44%

11.60 11.80 12.00 12.20

m/z  73.00   93.21%

11.60 11.80 12.00 12.20

m/z  57.10   78.17%

11.60 11.80 12.00 12.20

m/z  55.00   77.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1-Pentadecanethiol              Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    2.43 ng         124333   Chrysene-d12               13.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentadecanethiol                  244 C15H32S        025276-70-4 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 3 n-Heptadecanol-1                    256 C17H36O        001454-85-9 91
 4 Behenic alcohol                     326 C22H46O        000661-19-8 91
 5 n-Nonadecanol-1                     284 C19H40O        001454-84-8 91

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

5000

m/z-->

Abundance Scan 1986 (13.768 min): BF096300.D (-1983) (-)
57.0

97.1

125.1
153.0 193.1 244.1

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

5000

m/z-->

Abundance #97496: 1-Pentadecanethiol
55.0 83.0

111.0 244.029.0
210.0

182.0139.0

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0 83.0

111.0

29.0
139.0 167.0 266.0196.0 294.0238.0

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

5000

m/z-->

Abundance #107662: n-Heptadecanol-1
55.0 83.0

111.0

29.0
139.0 210.0168.0 238.0

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  55.00   80.92%

13.40 13.60 13.80 14.00

m/z  43.05   75.42%

13.40 13.60 13.80 14.00

m/z  97.10   64.96%

13.40 13.60 13.80 14.00

m/z  83.10   57.20%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
  Data File : BF096300.D                                          
  Acq On    : 29 Jun 2017  19:13
  Operator  : SJ/MA
  Sample    : I3932-01
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.97    17.9 ng    1023530  1   6.77 1140960  20.0
unknown6.54            6.54    75.2 ng    4289110  1   6.77 1140960  20.0
n-Hexadecanoic acid   11.82     2.1 ng     146600  4  11.28 1377570  20.0
1-Pentadecanethiol    13.77     2.4 ng     124333  5  13.92 1022320  20.0
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