
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.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   2.310    32   38   54 rVB  2452904   3306592  71.24%   8.164%
  2   5.204   526  530  540 rVB   105843    113657   2.45%   0.281%
  3   5.592   592  596  599 rBV  2252813   1929305  41.56%   4.763%
  4   6.504   748  751  758 rBV   173190    198990   4.29%   0.491%
  5   6.587   761  765  769 rVV  1329518   1188800  25.61%   2.935%
 
  6   6.745   787  792  795 rBV  3559610   3496175  75.32%   8.632%
  7   6.975   827  831  834 rBV  1468040   1130594  24.36%   2.791%
  8   7.134   854  858  861 rVB  3824587   3287206  70.82%   8.116%
  9   7.539   921  927  930 rBV  2696662   2726285  58.73%   6.731%
 10   7.751   959  963  964 rBV2   57768     58530   1.26%   0.145%
 
 11   7.775   964  967  974 rVV    93253     96445   2.08%   0.238%
 12   7.851   977  980  985 rBV    70370     57084   1.23%   0.141%
 13   8.257  1045 1049 1052 rBV  1841141   1435196  30.92%   3.543%
 14   8.533  1093 1096 1100 rBV   288471    237044   5.11%   0.585%
 15   8.745  1128 1132 1135 rBV   226632    184198   3.97%   0.455%
 
 16   8.875  1151 1154 1163 rVB   198269    151778   3.27%   0.375%
 17   9.333  1227 1232 1235 rBV  5506817   4641681 100.00%  11.460%
 18  10.016  1343 1348 1352 rBV2 1999481   1966722  42.37%   4.856%
 19  10.804  1478 1482 1486 rBV  2743649   2742402  59.08%   6.771%
 20  10.898  1495 1498 1503 rBV    77334     67554   1.46%   0.167%
 
 21  11.510  1598 1602 1605 rBV  1701052   1509670  32.52%   3.727%
 22  11.716  1633 1637 1641 rBV    74329     65766   1.42%   0.162%
 23  12.533  1773 1776 1781 rBV   304627    243618   5.25%   0.601%
 24  12.904  1835 1839 1842 rBV   103386     99617   2.15%   0.246%
 25  13.092  1867 1871 1874 rBV  4399361   4033654  86.90%   9.959%
 
 26  13.563  1944 1951 1952 rBV   123126    122357   2.64%   0.302%
 27  13.580  1952 1954 1961 rVV2  136477    232063   5.00%   0.573%
 28  13.639  1961 1964 1973 rVB    80952     91570   1.97%   0.226%
 29  14.151  2047 2051 2055 rBV  1321783   1130626  24.36%   2.791%
 30  14.604  2124 2128 2133 rVB   152153    146025   3.15%   0.361%
 
 31  14.921  2176 2182 2187 rBV2  322081    509409  10.97%   1.258%
 32  15.004  2193 2196 2200 rVB    58136     60347   1.30%   0.149%
 33  15.280  2239 2243 2254 rVB   395484    455007   9.80%   1.123%
 34  15.680  2305 2311 2318 rBV2 1209966   1710280  36.85%   4.222%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.145  2384 2390 2405 rBV   360281    597213  12.87%   1.474%
 
 36  16.686  2476 2482 2495 rVB   194702    362270   7.80%   0.894%
 37  17.321  2585 2590 2597 rVB2   60353    118433   2.55%   0.292%
 
 
                        Sum of corrected areas:    40504163
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF109974.D

  2.31

  5.20

  5.59

  6.50

  6.59

  6.75

  6.97

  7.13

  7.54

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF109974.D

  7.75  7.77  7.85

  8.26

  8.53  8.75  8.87

  9.33

 10.02

 10.80

 10.90

 11.51

 11.72
 12.53

 12.90

 13.09

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance TIC: BF109974.D

 13.56 13.58 13.64

 14.15

 14.60
 14.92

 15.00
 15.28

 15.68

 16.14
 16.69  17.32

8270-BF101518.M Fri Oct 19 17:22:34 2018                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
FIELD-BLANK

Instrument :
BNA_F
ClientSampleId :
FIELD-BLANK



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.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  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.31   58.49 ng        3306590   1,4-Dichlorobenzene-d4      6.97

 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 39
 3 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 37
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 27
 5 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
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0

5000

m/z-->

Abundance Scan 38 (2.310 min): BF109974.D (-32) (-)
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43
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0
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m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 55 87
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80
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m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
97 11265 80 129

10 20 30 40 50 60 70 80 90 100 110 120 130
0

5000

m/z-->

Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73

55
43

27
15 8363 98 115

2.20 2.40 2.60

m/z  73.05  100.00%

2.20 2.40 2.60

m/z  43.05   41.41%

2.20 2.40 2.60

m/z  55.05   28.72%

2.20 2.40 2.60

m/z  87.10   25.83%

2.20 2.40 2.60

m/z  41.05   13.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.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 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.20    2.01 ng         113657   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 42
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 3 1,8-Nonanediol, 8-methyl-           174 C10H22O2       054725-73-4 23
 4 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 17
 5 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 12
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m/z-->

Abundance Scan 529 (5.198 min): BF109974.D (-526) (-)
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Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #40911: 1,8-Nonanediol, 8-methyl-
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69 83 12398 141 159

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   54.06%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   16.44%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   16.16%

4.80 5.00 5.20 5.40 5.60

m/z  41.00   10.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1-Butanamine, N-butyl-          Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50    3.52 ng         198990   1,4-Dichlorobenzene-d4      6.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Butanamine, N-butyl-              129 C8H19N         000111-92-2 91
 2 4-Ethylamino-n-butylamine           116 C6H16N2        064429-16-9 83
 3 n-Butylethylenediamine              116 C6H16N2        019522-69-1 83
 4 Prilocaine                          220 C13H20N2O      000721-50-6 64
 5 1-Propanamine, 2-methyl-N-(2-met... 129 C8H19N         000110-96-3 46
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0

5000

m/z-->

Abundance Scan 750 (6.498 min): BF109974.D (-748) (-)
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Abundance #13042: 1-Butanamine, N-butyl-
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Abundance #8259: 4-Ethylamino-n-butylamine
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0

5000

m/z-->

Abundance #8255: n-Butylethylenediamine
44

30
86

5718 73 1169911

6.20 6.40 6.60 6.80

m/z  44.05  100.00%

6.20 6.40 6.60 6.80

m/z  86.10   93.53%

6.20 6.40 6.60 6.80

m/z  41.00   27.10%

6.20 6.40 6.60 6.80

m/z  57.10   22.92%

6.20 6.40 6.60 6.80

m/z  43.05    9.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown6.75                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75   61.85 ng        3496180   1,4-Dichlorobenzene-d4      6.97

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
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5000

m/z-->

Abundance Scan 793 (6.751 min): BF109974.D (-787) (-)
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Abundance #14142: 3-Chloro-6-fluoro-pyrazine
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Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
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0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z 134.00   34.45%

6.40 6.60 6.80 7.00

m/z  68.10   29.52%

6.40 6.60 6.80 7.00

m/z  66.00   18.80%

6.40 6.60 6.80 7.00

m/z  96.00   11.87%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzothiazole                   Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.53    3.30 ng         237044   Naphthalene-d8              8.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzothiazole                       135 C7H5NS         000095-16-9 97
 2 1,2-Benzisothiazole                 135 C7H5NS         000272-16-2 91
 3 3-Allylbenzothiazolium bromide      255 C10H10BrNS     016407-55-9 90
 4 1H-Pyrazolo[3,4-d]pyrimidin-4-amine 135 C5H5N5         002380-63-4 64
 5 Thieno[2,3-c]pyridine               135 C7H5NS         000272-12-8 64
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Abundance Scan 1095 (8.528 min): BF109974.D (-1093) (-)
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Abundance #15459: 1,2-Benzisothiazole
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Abundance #106063: 3-Allylbenzothiazolium bromide
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8.20 8.40 8.60 8.80

m/z 135.00  100.00%

8.20 8.40 8.60 8.80

m/z 108.00   37.48%

8.20 8.40 8.60 8.80

m/z  69.00   21.22%

8.20 8.40 8.60 8.80

m/z  82.00   12.11%

8.20 8.40 8.60 8.80

m/z  63.00    9.91%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown8.75                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.75    2.57 ng         184198   Naphthalene-d8              8.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbamic acid, bis(1-methylethyl... 159 C8H17NO2       031603-49-3 42
 2 l-Alanine, N-methoxycarbonyl-, i... 203 C9H17NO4       1000313-37-2 40
 3 l-Alanine, N-methoxycarbonyl-, p... 189 C8H15NO4       1000313-37-1 28
 4 l-Alanine, N-methoxycarbonyl-, h... 245 C12H23NO4      1000313-37-7 28
 5 Carbamic acid, butylmethyl-, met... 145 C7H15NO2       054644-60-9 25

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1133 (8.751 min): BF109974.D (-1128) (-)
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m/z-->

Abundance #30654: Carbamic acid, bis(1-methylethyl)-, methyl ester
102

144

58
43

70 15986 116 128
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5000

m/z-->

Abundance #63607: l-Alanine, N-methoxycarbonyl-, isobutyl ester
102

584128 8870 13011679
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0

5000

m/z-->

Abundance #52590: l-Alanine, N-methoxycarbonyl-, propyl ester
102

584328 70 88 13011679

8.40 8.60 8.80 9.00

m/z 102.10  100.00%

8.40 8.60 8.80 9.00

m/z 144.10   46.84%

8.40 8.60 8.80 9.00

m/z  44.00   17.23%

8.40 8.60 8.80 9.00

m/z  88.00   11.94%

8.40 8.60 8.80 9.00

m/z  41.00   11.83%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Formamide, N,N-dibutyl-         Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.87    2.12 ng         151778   Naphthalene-d8              8.26

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Formamide, N,N-dibutyl-             157 C9H19NO        000761-65-9 94
 2 Diisopropylethylamine               129 C8H19N         007087-68-5 59
 3 1,2-Ethanediamine, N-propyl-        102 C5H14N2        000111-39-7 47
 4 2-Pentanamine, N-ethyl-4-methyl-    129 C8H19N         042966-64-3 47
 5 Dimethyl(2-octyl)amine              157 C10H23N        007378-97-4 43
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5000

m/z-->

Abundance Scan 1153 (8.869 min): BF109974.D (-1151) (-)
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Abundance #29486: Formamide, N,N-dibutyl-
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Abundance #13032: Diisopropylethylamine
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114

44
12930

865615 98
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0

5000

m/z-->

Abundance #4380: 1,2-Ethanediamine, N-propyl-
7230

44

5618 10285

8.60 8.80 9.00 9.20

m/z  72.10  100.00%

8.60 8.80 9.00 9.20

m/z 114.10   54.94%

8.60 8.80 9.00 9.20

m/z  44.00   27.83%

8.60 8.80 9.00 9.20

m/z  41.10   24.51%

8.60 8.80 9.00 9.20
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1-Hexadecanol                   Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.53    3.23 ng         243618   Phenanthrene-d10           11.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexadecanol                       242 C16H34O        036653-82-4 95
 2 Bromoacetic acid, pentadecyl ester  348 C17H33BrO2     131143-01-6 94
 3 n-Heptadecanol-1                    256 C17H36O        001454-85-9 94
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 5-Octadecene, (E)-                  252 C18H36         007206-21-5 91
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Abundance Scan 1775 (12.527 min): BF109974.D (-1773) (-)
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Abundance #95987: 1-Hexadecanol
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Abundance #182418: Bromoacetic acid, pentadecyl ester
43 57 83
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Abundance #107662: n-Heptadecanol-1
55 83

69 97
41
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m/z  55.00  100.00%

12.20 12.40 12.60 12.80

m/z  43.05   88.40%
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m/z  69.05   68.74%

8270-BF101518.M Fri Oct 19 17:22:37 2018                                              Page: 11

Instrument :
BNA_F
ClientSampleId :
FIELD-BLANK

Instrument :
BNA_F
ClientSampleId :
FIELD-BLANK



                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  9-Octadecenamide, (Z)-          Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.56    2.16 ng         122357   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 59
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 53
 5 Dodecanamide                        199 C12H25NO       001120-16-7 50
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0

5000

m/z-->

Abundance Scan 1951 (13.563 min): BF109974.D (-1944) (-)
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Abundance #128445: 9-Octadecenamide, (Z)-
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Abundance #106565: Hexadecanamide
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Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Dodecanamide                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.58    4.11 ng         232063   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanamide                        199 C12H25NO       001120-16-7 53
 2 Butanal, oxime                       87 C4H9NO         000110-69-0 50
 3 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 45
 4 Succinic acid, 2-methoxyethyl oc... 288 C15H28O5       1000325-80-8 43
 5 Tetradecanamide                     227 C14H29NO       000638-58-4 42
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0

5000

m/z-->

Abundance Scan 1954 (13.580 min): BF109974.D (-1952) (-)
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Abundance #60440: Dodecanamide
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Abundance #1870: Butanal, oxime
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Abundance #128445: 9-Octadecenamide, (Z)-
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Tricosane                       Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.60    2.58 ng         146025   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 93
 2 Hexacosane                          366 C26H54         000630-01-3 90
 3 Heneicosane                         296 C21H44         000629-94-7 90
 4 Octacosane                          394 C28H58         000630-02-4 90
 5 Tetracosane                         338 C24H50         000646-31-1 90
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Abundance Scan 2127 (14.598 min): BF109974.D (-2124) (-)
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50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
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m/z  57.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  71.10   64.65%

14.20 14.40 14.60 14.80 15.00

m/z  43.05   57.92%

14.20 14.40 14.60 14.80 15.00

m/z  85.05   47.34%

14.20 14.40 14.60 14.80 15.00

m/z  55.10   21.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heptadecane                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.92    5.96 ng         509409   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane                         240 C17H36         000629-78-7 96
 2 Tetracosane                         338 C24H50         000646-31-1 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Octacosane                          394 C28H58         000630-02-4 91
 5 Eicosane                            282 C20H42         000112-95-8 91
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Abundance Scan 2182 (14.921 min): BF109974.D (-2176) (-)
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57

85

29
113 141 240169 196

50 100 150 200 250 300
0

5000

m/z-->

Abundance #175559: Tetracosane
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Abundance #141426: Heneicosane
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m/z  57.10  100.00%
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m/z  43.05   62.64%
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m/z  85.05   47.62%

14.60 14.80 15.00 15.20

m/z  55.05   25.84%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octacosane                      Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.28    5.32 ng         455007   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosane                          394 C28H58         000630-02-4 91
 2 Heptacosane                         380 C27H56         000593-49-7 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 91
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Abundance Scan 2243 (15.280 min): BF109974.D (-2239) (-)
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Hexacosane                      Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.14    6.98 ng         597213   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Tetratetracontane                   619 C44H90         007098-22-8 91
 5 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 91
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Abundance Scan 2389 (16.139 min): BF109974.D (-2384) (-)
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Heneicosane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.69    4.24 ng         362270   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 5 Hentriacontane                      437 C31H64         000630-04-6 91
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Abundance Scan 2483 (16.692 min): BF109974.D (-2476) (-)
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF101818\
  Data File : BF109974.D                                          
  Acq On    : 18 Oct 2018  22:19
  Operator  : JU/SJ
  Sample    : J5573-04
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518.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...   2.31    58.5 ng    3306590  1   6.97 1130590  20.0
2-Pentanone, 4-hy...   5.20     2.0 ng     113657  1   6.97 1130590  20.0
1-Butanamine, N-b...   6.50     3.5 ng     198990  1   6.97 1130590  20.0
unknown6.75            6.75    61.9 ng    3496180  1   6.97 1130590  20.0
Benzothiazole          8.53     3.3 ng     237044  2   8.26 1435200  20.0
unknown8.75            8.75     2.6 ng     184198  2   8.26 1435200  20.0
Formamide, N,N-di...   8.87     2.1 ng     151778  2   8.26 1435200  20.0
1-Hexadecanol         12.53     3.2 ng     243618  4  11.51 1509670  20.0
9-Octadecenamide,...  13.56     2.2 ng     122357  5  14.15 1130630  20.0
Dodecanamide          13.58     4.1 ng     232063  5  14.15 1130630  20.0
Tricosane             14.60     2.6 ng     146025  5  14.15 1130630  20.0
Heptadecane           14.92     6.0 ng     509409  6  15.68 1710280  20.0
Octacosane            15.28     5.3 ng     455007  6  15.68 1710280  20.0
Hexacosane            16.14     7.0 ng     597213  6  15.68 1710280  20.0
Heneicosane           16.69     4.2 ng     362270  6  15.68 1710280  20.0
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