
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   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_G\METHODS\8270-BG052919.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   3.183    12   16   23 rVB   153529    213175   5.73%   0.953%
  2   5.639   427  434  444 rBV   305842    498766  13.40%   2.229%
  3   7.243   700  707  715 rBV   211162    379690  10.20%   1.697%
  4   7.631   765  773  787 rBV   585672   1014718  27.26%   4.535%
  5   8.107   847  854  859 rBV   144694    255028   6.85%   1.140%
 
  6   8.430   901  909  919 rVB   534495    922995  24.80%   4.125%
  7   9.282  1045 1054 1062 rBV   490345    876915  23.56%   3.919%
  8   9.382  1063 1071 1082 rVB2   70285    165328   4.44%   0.739%
  9  10.927  1327 1334 1347 rBV   190576    372557  10.01%   1.665%
 10  11.697  1458 1465 1479 rBV    62064    129879   3.49%   0.580%
 
 11  12.702  1630 1636 1643 rBV5   16870     38978   1.05%   0.174%
 12  12.990  1680 1685 1695 rBV4   20011     39122   1.05%   0.175%
 13  13.360  1738 1748 1757 rBV  1467971   2267127  60.90%  10.133%
 14  14.176  1882 1887 1894 rBV2   51891     87086   2.34%   0.389%
 15  14.735  1974 1982 1989 rBV2  356024    573706  15.41%   2.564%
 
 16  16.221  2228 2235 2251 rBV  1333520   2001812  53.78%   8.947%
 17  17.478  2442 2449 2455 rBV2  506125    775397  20.83%   3.466%
 18  17.655  2474 2479 2483 rVB    25330     37727   1.01%   0.169%
 19  18.330  2589 2594 2604 rBV2  256850    389470  10.46%   1.741%
 20  19.458  2782 2786 2788 rBV2   40790     51285   1.38%   0.229%
 
 21  19.488  2788 2791 2801 rVV2  153196    222319   5.97%   0.994%
 22  19.599  2805 2810 2822 rVV2  175317    261766   7.03%   1.170%
 23  19.740  2822 2834 2842 rVV  3309757   3722487 100.00%  16.637%
 24  20.075  2881 2891 2896 rBV  2916902   3714464  99.78%  16.602%
 25  20.346  2932 2937 2942 rVB    34202     44726   1.20%   0.200%
 
 26  20.722  2997 3001 3005 rBV6   33774     48360   1.30%   0.216%
 27  20.839  3017 3021 3025 rBV2   65292     70600   1.90%   0.316%
 28  21.350  3103 3108 3123 rVB2  193480    311369   8.36%   1.392%
 29  21.756  3169 3177 3186 rBV2  532379    901666  24.22%   4.030%
 30  21.903  3197 3202 3208 rVB    93003    129850   3.49%   0.580%
 
 31  22.520  3302 3307 3318 rBV   103380    167385   4.50%   0.748%
 32  23.225  3421 3427 3436 rBV2  103167    196515   5.28%   0.878%
 33  23.424  3455 3461 3467 rBV3   24931     46063   1.24%   0.206%
 34  24.053  3560 3568 3584 rVB3   91843    213185   5.73%   0.953%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   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_G\METHODS\8270-BG052919.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  25.075  3725 3742 3757 rVB2  293460   1071803  28.79%   4.790%
 
 36  26.180  3922 3930 3939 rVB4   56098    160798   4.32%   0.719%
 
 
                        Sum of corrected areas:    22374117
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.18   16.72 ng         213175   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 64
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Propane, 2-methoxy-2-methyl-         88 C5H12O         001634-04-4 9 
 5 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 15 (3.178 min): BG041122.D (-12) (-)
73

43
8755

181

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #4492: Butane, 2-methoxy-2-methyl-
73

5543
87

27
101

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

29

15 97

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #734: N-Ethylformamide
30

73

5844

18

3.20 3.30 3.40 3.50 3.60

m/z  73.00  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.00   43.30%

3.20 3.30 3.40 3.50 3.60

m/z  87.00   29.71%

3.20 3.30 3.40 3.50 3.60

m/z  55.00   25.89%

3.20 3.30 3.40 3.50 3.60

m/z  71.00   12.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.63                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.63   79.58 ng        1014720   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 Pyrazolo(2,3-a)pyridine, 7-methyl-  132 C8H8N2         034760-58-2 22
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 22
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 773 (7.631 min): BG041122.D (-765) (-)
132

68

9640 54 77 10587 115 175

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132

97

70
31 6044 86 106 116

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14512: Pyrazolo(2,3-a)pyridine, 7-methyl-
132

104
78

39 51 63 9227 117

7.20 7.40 7.60 7.80 8.00

m/z 132.00  100.00%

7.20 7.40 7.60 7.80 8.00

m/z  68.00   48.14%

7.20 7.40 7.60 7.80 8.00

m/z  66.00   34.41%

7.20 7.40 7.60 7.80 8.00

m/z 134.00   33.90%

7.20 7.40 7.60 7.80 8.00

m/z  69.10   20.45%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexanoic acid, 2-ethyl-         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.38   12.97 ng         165328   1,4-Dichlorobenzene-d4      8.11

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexanoic acid, 2-ethyl-             144 C8H16O2        000149-57-5 83
 2 Heptanoic acid, 2-ethyl-            158 C9H18O2        003274-29-1 53
 3 Octanoic acid, 2-methyl-, methyl... 172 C10H20O2       002177-86-8 38
 4 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H16O2        071672-33-8 28
 5 Pentanoic acid, 2-methyl-, methy... 130 C7H14O2        002177-77-7 28

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance Scan 1071 (9.382 min): BG041122.D (-1063) (-)
73 88

41
57

101 116
129

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #20862: Hexanoic acid, 2-ethyl-
73 88

41 57

101 11629
129 14419

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #30204: Heptanoic acid, 2-ethyl-
8873

101
41 55

29
158

20 40 60 80 100 120 140 160
0

5000

m/z-->

Abundance #39606: Octanoic acid, 2-methyl-, methyl ester
88

5741 101

7129 115 129 143 157 172

9.00 9.20 9.40 9.60 9.80

m/z  73.00  100.00%

9.00 9.20 9.40 9.60 9.80

m/z  88.00   87.18%

9.00 9.20 9.40 9.60 9.80

m/z  41.05   40.40%

9.00 9.20 9.40 9.60 9.80

m/z  57.10   28.15%

9.00 9.20 9.40 9.60 9.80

m/z  55.00   20.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Nonanoic acid                   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.70    6.97 ng         129879   Naphthalene-d8             10.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonanoic acid                       158 C9H18O2        000112-05-0 72
 2 Octanoic acid                       144 C8H16O2        000124-07-2 59
 3 Hexanoic acid                       116 C6H12O2        000142-62-1 50
 4 Pentanoic acid, 3-methyl-           116 C6H12O2        000105-43-1 47
 5 .alpha.-D-Glucose                   180 C6H12O6        000492-62-6 38

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1466 (11.703 min): BG041122.D (-1458) (-)
60 73

41

115
12987 98

195

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #30180: Nonanoic acid
60 73

41

29
115

12987 98
15815

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #20837: Octanoic acid
60

73

43

1018529 115
129 14415

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #8070: Hexanoic acid
60

734127

87
99

11.40 11.60 11.80 12.00

m/z  60.00  100.00%

11.40 11.60 11.80 12.00

m/z  73.00   96.06%

11.40 11.60 11.80 12.00

m/z  57.10   68.90%

11.40 11.60 11.80 12.00

m/z  41.00   61.06%

11.40 11.60 11.80 12.00

m/z  55.00   51.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Pentafluoropropionic acid, ...  Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.70    2.09 ng          38978   Naphthalene-d8             10.93

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentafluoropropionic acid, 2-phe... 268 C11H9F5O2      081089-48-7 50
 2 2-Phenethyl-.beta.-phenylpropionate 254 C17H18O2       028049-10-7 42
 3 Benzylmalonic acid                  194 C10H10O4       000616-75-1 42
 4 4-Nitrosophenyl-.beta.-phenylpro... 255 C15H13NO3      1000129-40-0 42
 5 Styrene                             104 C8H8           000100-42-5 38

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

5000

m/z-->

Abundance Scan 1636 (12.702 min): BG041122.D (-1630) (-)
91 104
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38 131
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0

5000

m/z-->

Abundance #116796: Pentafluoropropionic acid, 2-phenylethyl ester
104

91

51 65 78 11927

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

5000

m/z-->

Abundance #105786: 2-Phenethyl-.beta.-phenylpropionate
104

91

77
51

14264 160128 178 193 254

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

5000

m/z-->

Abundance #55703: Benzylmalonic acid
91

104

15013278
51

6527 19412 119

12.40 12.60 12.80 13.00

m/z  91.00  100.00%

12.40 12.60 12.80 13.00

m/z 104.00   86.70%

12.40 12.60 12.80 13.00

m/z 150.00   38.96%

12.40 12.60 12.80 13.00

m/z  77.00   28.23%

12.40 12.60 12.80 13.00

m/z  76.00   26.55%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.33   10.05 ng         389470   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 70
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 25
 5 Oxalic acid, propyl tridecyl ester  314 C18H34O4       1000309-26-6 15

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

5000

m/z-->

Abundance Scan 2594 (18.330 min): BG041122.D (-2589) (-)
7343 60

129 213
87 157 171 185115 256101 199 227143 240

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
7360

43

129
29 17111587

214185143 157101

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

18.00 18.20 18.40 18.60

m/z  73.00  100.00%

18.00 18.20 18.40 18.60

m/z  43.10   93.06%

18.00 18.20 18.40 18.60

m/z  60.00   87.99%

18.00 18.20 18.40 18.60

m/z  55.05   83.86%

18.00 18.20 18.40 18.60

m/z  57.05   80.70%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Adipic acid, butyl 4-heptyl...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.49    5.73 ng         222319   Phenanthrene-d10           17.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl citrate                       360 C18H32O7       000077-94-1 90
 2 Adipic acid, butyl 4-heptyl ester   300 C17H32O4       1000349-73-7 59
 3 Adipic acid, butyl pent-4-en-2-y... 270 C15H26O4       1000354-11-9 53
 4 Adipic acid, 3,3-dimethylbut-2-y... 286 C16H30O4       1000353-66-7 50
 5 Adipic acid, butyl 3-hexyl ester    286 C16H30O4       1000353-62-3 50

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 2791 (19.488 min): BG041122.D (-2788) (-)
185

129

57

259102
157 213 539

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #190469: Butyl citrate
185

129

41 259
87 157 213 361287

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #144585: Adipic acid, butyl 4-heptyl ester
185129

57 101 15629 227

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance #119034: Adipic acid, butyl pent-4-en-2-yl ester
129 185

69
41 101

156

19.20 19.40 19.60 19.80

m/z 185.00  100.00%

19.20 19.40 19.60 19.80

m/z 129.00   67.43%

19.20 19.40 19.60 19.80

m/z  57.05   42.85%

19.20 19.40 19.60 19.80

m/z  41.00   25.32%

19.20 19.40 19.60 19.80

m/z 259.05   14.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octadecanoic acid               Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.60    6.75 ng         261766   Phenanthrene-d10           17.48

 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 83
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 72
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 68
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 64

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2810 (19.599 min): BG041122.D (-2805) (-)
43 73

129 24197 185
284

213157 259

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131258: Octadecanoic acid
43 73

129

97 284185 241
157 213 26515

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #84453: Tetradecanoic acid
73

43

129
228185

97
166

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

73

284
12997 185 241213157 265 311 372

19.20 19.40 19.60 19.80 20.00

m/z  43.05  100.00%

19.20 19.40 19.60 19.80 20.00

m/z  73.00   84.78%

19.20 19.40 19.60 19.80 20.00

m/z  60.00   83.42%

19.20 19.40 19.60 19.80 20.00

m/z  41.00   82.29%

19.20 19.40 19.60 19.80 20.00

m/z  55.00   78.49%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Butyl citrate                   Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.74   82.57 ng        3722490   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butyl citrate                       360 C18H32O7       000077-94-1 91
 2 Adipic acid, butyl 4-heptyl ester   300 C17H32O4       1000349-73-7 64
 3 Adipic acid, butyl 3-hexyl ester    286 C16H30O4       1000353-62-3 56
 4 Adipic acid, 4-heptyl isobutyl e... 300 C17H32O4       1000349-73-6 56
 5 Hexanedioic acid, bis(2-methylpr... 258 C14H26O4       000141-04-8 56

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 2834 (19.740 min): BG041122.D (-2822) (-)
185

129

57
259

102 157 213 287 327 549

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #190469: Butyl citrate
185

129

41 259
87 157 213 361287

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #144585: Adipic acid, butyl 4-heptyl ester
185129

57 101 15629 227

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance #132687: Adipic acid, butyl 3-hexyl ester
129

185

10143 15673 213

19.40 19.60 19.80 20.00

m/z 185.00  100.00%

19.40 19.60 19.80 20.00

m/z 129.00   64.20%

19.40 19.60 19.80 20.00

m/z  57.05   25.78%

19.40 19.60 19.80 20.00

m/z  41.10   21.43%

19.40 19.60 19.80 20.00

m/z 259.10   16.92%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  3-Eicosene, (E)-                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.35    6.91 ng         311369   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 95
 2 1-Octadecene                        252 C18H36         000112-88-9 94
 3 5-Eicosene, (E)-                    280 C20H40         074685-30-6 86
 4 1-Heptadecene                       238 C17H34         006765-39-5 86
 5 9-Eicosene, (E)-                    280 C20H40         074685-29-3 83

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3108 (21.350 min): BG041122.D (-3103) (-)
57

85
239

111 285197155132 414343265

50 100 150 200 250 300 350 400
0

5000

m/z-->

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

83

11129

139 280167 196 252224

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104184: 1-Octadecene
57

83

11129

139 252168 224196

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223

21.00 21.20 21.40 21.60

m/z  57.10  100.00%

21.00 21.20 21.40 21.60

m/z  43.05   82.30%

21.00 21.20 21.40 21.60

m/z  55.00   54.52%

21.00 21.20 21.40 21.60

m/z  71.10   52.06%

21.00 21.20 21.40 21.60

m/z  41.00   44.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Eicosane                        Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.90    2.88 ng         129850   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Heneicosane                         296 C21H44         000629-94-7 87
 3 Tetracosane                         338 C24H50         000646-31-1 87
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 5 Docosane                            310 C22H46         000629-97-0 86

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3202 (21.903 min): BG041122.D (-3197) (-)
57

85

113 169 197139 284 309238 443

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #129491: Eicosane
57

85

29

113 282141 169 197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #175557: Tetracosane
57

85

29
113 141 169 197 338225 253 281 309

21.60 21.80 22.00 22.20

m/z  57.10  100.00%

21.60 21.80 22.00 22.20

m/z  43.00   76.65%

21.60 21.80 22.00 22.20

m/z  71.10   64.12%

21.60 21.80 22.00 22.20

m/z  85.05   49.65%

21.60 21.80 22.00 22.20

m/z  41.05   28.81%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Tricosane                       Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.52    3.71 ng         167385   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 91
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 87
 3 Heptacosane                         380 C27H56         000593-49-7 87
 4 Heneicosane                         296 C21H44         000629-94-7 86
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3307 (22.520 min): BG041122.D (-3302) (-)
57

85

113 169141 208 279239259 327 356

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #164577: Tricosane
57

85

29 324113 141 169 197 225 253 281

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202661: Heptacosane
57

85

29 113 141 169 197 380225 253 281 309 337

22.20 22.40 22.60 22.80

m/z  57.10  100.00%

22.20 22.40 22.60 22.80

m/z  71.00   61.46%

22.20 22.40 22.60 22.80

m/z  43.00   60.42%

22.20 22.40 22.60 22.80

m/z  85.05   47.05%

22.20 22.40 22.60 22.80

m/z  41.00   30.94%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Heptadecane, 9-hexyl-           Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.22    4.36 ng         196515   Chrysene-d12               21.76

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-hexyl-               324 C23H48         055124-79-3 86
 2 Sulfurous acid, butyl decyl ester   278 C14H30O3S      1000309-17-7 86
 3 Octadecane                          254 C18H38         000593-45-3 80
 4 Tetratetracontane                   619 C44H90         007098-22-8 76
 5 Octacosane                          394 C28H58         000630-02-4 76

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3426 (23.219 min): BG041122.D (-3421) (-)
57

85

113 141 169 221 355197 253273 295 321 403

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #164584: Heptadecane, 9-hexyl-
43

71

21099 127 239155 182 267 323296

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #125656: Sulfurous acid, butyl decyl ester
57

85

29
141112 193

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #105884: Octadecane
57

85

29 113 141 254169 197 225

23.00 23.20 23.40 23.60

m/z  57.00  100.00%

23.00 23.20 23.40 23.60

m/z  43.05   65.09%

23.00 23.20 23.40 23.60

m/z  71.10   55.92%

23.00 23.20 23.40 23.60

m/z  85.05   47.13%

23.00 23.20 23.40 23.60

m/z  55.00   28.22%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Tetratetracontane               Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.05    3.98 ng         213185   Perylene-d12               25.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetratetracontane                   619 C44H90         007098-22-8 90
 2 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 90
 3 Eicosane                            282 C20H42         000112-95-8 90
 4 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 89
 5 Octacosane                          394 C28H58         000630-02-4 87

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3567 (24.047 min): BG041122.D (-3560) (-)
57

99
207155 253 355 535

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241527: Tetratetracontane
57

97
141 183 225 267 309 351 393 463 561505432 603

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #223853: Heneicosane, 11-decyl-
57

295
99

141 183 22526 337 435

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #129491: Eicosane
57

99 282141 183 22526

23.80 24.00 24.20 24.40

m/z  57.10  100.00%

23.80 24.00 24.20 24.40

m/z  43.10   69.08%

23.80 24.00 24.20 24.40

m/z  71.10   66.66%

23.80 24.00 24.20 24.40

m/z  85.05   48.27%

23.80 24.00 24.20 24.40

m/z  41.05   25.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  Hexacosane                      Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 26.18    3.00 ng         160798   Perylene-d12               25.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexacosane                          366 C26H54         000630-01-3 87
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 87
 3 Tetratetracontane                   619 C44H90         007098-22-8 87
 4 Heneicosane, 11-decyl-              437 C31H64         055320-06-4 83
 5 Heptacosane                         380 C27H56         000593-49-7 83

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3930 (26.180 min): BG041122.D (-3922) (-)
57

20799
281141 239 355

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #194493: Hexacosane
57

99
141 183 367225 267 309

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

99
141 365183 225 26726 309

0 50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241528: Tetratetracontane
57

97
141 183 225 26726 309 351 393 435 491 535 574 617

25.80 26.00 26.20 26.40

m/z  57.00  100.00%

25.80 26.00 26.20 26.40

m/z  43.05   68.42%

25.80 26.00 26.20 26.40

m/z  71.05   67.35%

25.80 26.00 26.20 26.40

m/z  85.05   47.81%

25.80 26.00 26.20 26.40

m/z  41.00   24.22%

8270-BG052919.M Mon Jun 10 18:48:27 2019                                              Page: 18

Instrument :
BNA_G
ClientSampleId :
CULVER-CBTC-TP1-060419



                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG060719\
  Data File : BG041122.D                                          
  Acq On    :  8 Jun 2019   6:39
  Operator  : HP/JU
  Sample    : K3191-07
  Misc      :  
  ALS Vial  : 27   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG052919.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...   3.18    16.7 ng     213175  1   8.11  255028  20.0
unknown7.63            7.63    79.6 ng    1014720  1   8.11  255028  20.0
Hexanoic acid, 2-...   9.38    13.0 ng     165328  1   8.11  255028  20.0
Nonanoic acid         11.70     7.0 ng     129879  2  10.93  372557  20.0
Pentafluoropropio...  12.70     2.1 ng      38978  2  10.93  372557  20.0
n-Hexadecanoic acid   18.33    10.1 ng     389470  4  17.48  775397  20.0
Adipic acid, buty...  19.49     5.7 ng     222319  4  17.48  775397  20.0
Octadecanoic acid     19.60     6.8 ng     261766  4  17.48  775397  20.0
Butyl citrate         19.74    82.6 ng    3722490  5  21.76  901666  20.0
3-Eicosene, (E)-      21.35     6.9 ng     311369  5  21.76  901666  20.0
Eicosane              21.90     2.9 ng     129850  5  21.76  901666  20.0
Tricosane             22.52     3.7 ng     167385  5  21.76  901666  20.0
Heptadecane, 9-he...  23.22     4.4 ng     196515  5  21.76  901666  20.0
Tetratetracontane     24.05     4.0 ng     213185  6  25.08 1071800  20.0
Hexacosane            26.18     3.0 ng     160798  6  25.08 1071800  20.0
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