
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   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-BF092317.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   2.152     6   11   19 rVB   584773    741072  19.27%   2.772%
  2   3.951   312  317  323 rVB    30643     38837   1.01%   0.145%
  3   5.087   507  510  522 rVB   221423    263258   6.84%   0.985%
  4   5.487   573  578  581 rBV  1831063   1720065  44.72%   6.435%
  5   6.487   744  748  757 rBV  1153263   1089303  28.32%   4.075%
 
  6   6.634   768  773  776 rBV  3012890   2887325  75.07%  10.802%
  7   6.863   808  812  815 rBV  1008718    816776  21.24%   3.056%
  8   7.022   834  839  842 rBV  2890708   2656249  69.07%   9.937%
  9   7.428   903  908  911 rBV  2051025   2180977  56.71%   8.159%
 10   8.145  1026 1030 1032 rBV  1313887   1130695  29.40%   4.230%
 
 11   8.163  1032 1033 1036 rVB   124861     81681   2.12%   0.306%
 12   8.704  1119 1125 1128 rBV2   31053     39516   1.03%   0.148%
 13   8.951  1161 1167 1171 rBV4   22666     46106   1.20%   0.172%
 14   9.222  1207 1213 1216 rBV  3931635   3846008 100.00%  14.388%
 15   9.898  1324 1328 1332 rBV2 1464558   1231642  32.02%   4.608%
 
 16  10.104  1360 1363 1368 rBV3   37627     53703   1.40%   0.201%
 17  10.510  1429 1432 1436 rBV   195956    178436   4.64%   0.668%
 18  10.692  1458 1463 1466 rBV  1951320   2012929  52.34%   7.531%
 19  11.022  1516 1519 1526 rVB2   74394     78761   2.05%   0.295%
 20  11.227  1549 1554 1558 rBV2   36852     75070   1.95%   0.281%
 
 21  11.386  1577 1581 1584 rBV  1334016   1093601  28.43%   4.091%
 22  12.780  1814 1818 1821 rVB    79294     73226   1.90%   0.274%
 23  12.969  1845 1850 1853 rBV  2947393   2953820  76.80%  11.050%
 24  13.480  1934 1937 1941 rVB    50472     44219   1.15%   0.165%
 25  13.851  1996 2000 2006 rBV    40437     41995   1.09%   0.157%
 
 26  14.021  2025 2029 2037 rVB   765867    675864  17.57%   2.528%
 27  15.492  2274 2279 2287 rBV   535135    679156  17.66%   2.541%
 
 
                        Sum of corrected areas:    26730290
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.15   18.15 ng         741072   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 40
 3 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 37
 4 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 32
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 22
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m/z-->

Abundance Scan 11 (2.152 min): BF099176.D (-6) (-)
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55 87
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Abundance #4486: Butane, 2-methoxy-2-methyl-
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Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
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29

15 67 97
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5000
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Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73

55
43

27
15 8337 67 98 115

2.20 2.30 2.40 2.50 2.60

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.05   37.80%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   26.97%

2.20 2.30 2.40 2.50 2.60

m/z  87.10   25.11%

2.20 2.30 2.40 2.50 2.60

m/z  41.10   12.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09    6.45 ng         263258   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 64
 2 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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Abundance Scan 511 (5.093 min): BF099176.D (-507) (-)
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43

59
10127 8337 53 67 9177

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

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
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Abundance #3152: 5-Hexen-2-one
43

552715 83 9837 7149 65 77

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   59.78%

4.80 5.00 5.20 5.40

m/z 101.10   21.37%

4.80 5.00 5.20 5.40

m/z  58.00   18.05%

4.80 5.00 5.20 5.40

m/z  41.00    9.58%

8270-BF092317.M Mon Oct 09 01:31:34 2017                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
OWL-C2-GW



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63   70.70 ng        2887330   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 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   38.73%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.02%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   25.00%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   14.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Isopropenylnaphthalene        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.51    2.90 ng         178436   Acenaphthene-d10            9.90

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Isopropenylnaphthalene            168 C13H12         001855-47-6 81
 2 1,1'-Biphenyl, 2-methyl-            168 C13H12         000643-58-3 81
 3 Naphthalene, 1-(2-propenyl)-        168 C13H12         002489-86-3 58
 4 1,1'-Biphenyl, 3-methyl-            168 C13H12         000643-93-6 58
 5 1,1-Diphenyl-2-propanol             212 C15H16O        029338-49-6 53
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Abundance Scan 1432 (10.510 min): BF099176.D (-1429) (-)
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Abundance #36895: 1-Isopropenylnaphthalene
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Abundance #36907: 1,1'-Biphenyl, 2-methyl-
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Abundance #36909: Naphthalene, 1-(2-propenyl)-
168

153

141115
836339 12827 51 7415 10292

10.20 10.40 10.60 10.80

m/z 168.05  100.00%

10.20 10.40 10.60 10.80

m/z 153.10   63.51%

10.20 10.40 10.60 10.80

m/z 167.10   60.32%

10.20 10.40 10.60 10.80

m/z 165.05   41.26%

10.20 10.40 10.60 10.80

m/z 152.10   36.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecanoic acid, butyl ester  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.78    2.17 ng          73226   Chrysene-d12               14.02

 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 64
 3 (n-Butylthio)acetonitrile           129 C6H11NS        071037-08-6 47
 4 Cyclohexanamine                      99 C6H13N         000108-91-8 30
 5 1-Heptene, 2-methyl-                112 C8H16          015870-10-7 27
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Abundance #154932: Hexadecanoic acid, butyl ester
56

29 73
257129 239101 185 213 312157 283

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

5000

m/z-->
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Abundance #12899: (n-Butylthio)acetonitrile
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12.40 12.60 12.80 13.00

m/z  56.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.00   51.55%

12.40 12.60 12.80 13.00

m/z  43.05   38.00%

12.40 12.60 12.80 13.00

m/z  41.00   37.95%

12.40 12.60 12.80 13.00

m/z  55.00   30.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100617\
  Data File : BF099176.D                                          
  Acq On    :  7 Oct 2017   5:11
  Operator  : SJ/JU
  Sample    : I5542-02
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.15    18.1 ng     741072  1   6.86  816776  20.0
2-Pentanone, 4-hy...   5.09     6.5 ng     263258  1   6.86  816776  20.0
unknown6.63            6.63    70.7 ng    2887330  1   6.86  816776  20.0
1-Isopropenylnaph...  10.51     2.9 ng     178436  3   9.90 1231640  20.0
Hexadecanoic acid...  12.78     2.2 ng      73226  5  14.02  675864  20.0
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