
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   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-BF020318.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   2.146     4   10   24 rVB  2793174   3891122  51.61%   9.495%
  2   5.498   576  580  599 rVB  1987017   1950873  25.88%   4.760%
  3   6.398   730  733  736 rBV   100960     84587   1.12%   0.206%
  4   6.504   748  751  758 rBV  1152937   1148448  15.23%   2.802%
  5   6.557   758  760  764 rVB   109443     89888   1.19%   0.219%
 
  6   6.645   771  775  779 rBV  3199155   3264170  43.29%   7.965%
  7   6.698   781  784  793 rVB   138175    130633   1.73%   0.319%
  8   6.875   810  814  817 rBV  1176934    974701  12.93%   2.378%
  9   6.928   820  823  831 rVB   419308    381283   5.06%   0.930%
 10   7.034   837  841  844 rBV  3429364   3232817  42.88%   7.889%
 
 11   7.445   906  911  914 rBV  2717987   2729108  36.20%   6.659%
 12   7.892   982  987  990 rBV    80535     79565   1.06%   0.194%
 13   8.075  1011 1018 1021 rBV  4902764   7539527 100.00%  18.397%
 14   8.157  1029 1032 1038 rVB  1384752   1290307  17.11%   3.149%
 15   8.333  1059 1062 1068 rVB2  109349    115017   1.53%   0.281%
 
 16   8.398  1069 1073 1077 rBV2   78665     81249   1.08%   0.198%
 17   8.439  1077 1080 1088 rVB   157453    144245   1.91%   0.352%
 18   8.510  1088 1092 1096 rBV3   69103     99344   1.32%   0.242%
 19   9.233  1210 1215 1218 rBV  4280110   4039070  53.57%   9.856%
 20   9.304  1224 1227 1230 rVB   116256     87764   1.16%   0.214%
 
 21   9.622  1275 1281 1288 rBV   175231    220888   2.93%   0.539%
 22   9.833  1314 1317 1320 rBV   227668    170767   2.26%   0.417%
 23   9.916  1327 1331 1339 rVB  1261891   1204165  15.97%   2.938%
 24  10.292  1389 1395 1396 rBV2   81125     94142   1.25%   0.230%
 25  10.304  1396 1397 1399 rVV   117163     92396   1.23%   0.225%
 
 26  10.333  1399 1402 1405 rVB2  177543    154236   2.05%   0.376%
 27  10.704  1461 1465 1473 rBV  1872498   1949504  25.86%   4.757%
 28  10.804  1478 1482 1486 rVB2   88898     99030   1.31%   0.242%
 29  11.404  1580 1584 1591 rBV  1024641    921108  12.22%   2.248%
 30  12.986  1849 1853 1857 rBV  2687166   2686119  35.63%   6.555%
 
 31  13.868  2000 2003 2009 rBV   211097    243349   3.23%   0.594%
 32  14.051  2030 2034 2043 rBV   821737    813236  10.79%   1.984%
 33  14.892  2173 2177 2181 rBV   295480    290032   3.85%   0.708%
 34  15.545  2283 2288 2298 rBV   476884    688594   9.13%   1.680%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   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-BF020318.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    40981284
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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.
---------------------------------------------------------------------
  2.15   79.84 ng        3891120   1,4-Dichlorobenzene-d4      6.87

 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 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 25
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 11 (2.152 min): BF103148.D (-4) (-)
73

43
55

87

37 6749

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

5000

m/z-->

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

43 55 87
29

6735 80

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

5000

m/z-->

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

87

5541

29
9767 1127947 129

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

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

2.20 2.30 2.40 2.50 2.60

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   41.43%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   31.99%

2.20 2.30 2.40 2.50 2.60

m/z  87.00   25.42%

2.20 2.30 2.40 2.50 2.60

m/z  40.95   13.29%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.65                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   66.98 ng        3264170   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 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 

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 776 (6.651 min): BF103148.D (-771) (-)
132

68

9640 54 75 10448 61 87 115

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

69
104

785131 38 44

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
8961 103 110 12434

30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

1059733 44
70 786051 86 115

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.00   38.01%

6.40 6.60 6.80 7.00

m/z 134.00   33.43%

6.40 6.60 6.80 7.00

m/z  66.00   25.15%

6.40 6.60 6.80 7.00

m/z  69.00   14.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Benzene, 1,2,3-trimethyl-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.70    2.68 ng         130633   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3-trimethyl-           120 C9H12          000526-73-8 95
 2 Mesitylene                          120 C9H12          000108-67-8 91
 3 Benzene, 1,2,4-trimethyl-           120 C9H12          000095-63-6 91
 4 Benzene, 1-ethyl-3-methyl-          120 C9H12          000620-14-4 90
 5 Benzene, 1-ethyl-2-methyl-          120 C9H12          000611-14-3 90

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

5000

m/z-->

Abundance Scan 784 (6.698 min): BF103148.D (-781) (-)
105

120

77 915139 63 71

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

5000

m/z-->

Abundance #9418: Benzene, 1,2,3-trimethyl-
105

120

77 9139 5127 655815 97

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

5000

m/z-->

Abundance #9399: Mesitylene
105

120

77 9139 51 6527 5815 98

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

5000

m/z-->

Abundance #9420: Benzene, 1,2,4-trimethyl-
105

120

77 915127 41 6558

6.40 6.60 6.80 7.00

m/z 105.00  100.00%

6.40 6.60 6.80 7.00

m/z 120.00   42.48%

6.40 6.60 6.80 7.00

m/z 119.00   12.66%

6.40 6.60 6.80 7.00

m/z  76.95   11.30%

6.40 6.60 6.80 7.00

m/z  91.00   10.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1-Butoxy-2-ethylhexane          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.93    7.82 ng         381283   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Butoxy-2-ethylhexane              186 C12H26O        062625-25-6 50
 2 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 50
 3 Propanoic acid, 2,2-dimethyl-, o... 214 C13H26O2       027751-88-8 43
 4 Oxirane, [[(2-ethylhexyl)oxy]met... 186 C11H22O2       002461-15-6 38
 5 Heptyl isobutyl carbonate           216 C12H24O3       959068-08-7 37

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 823 (6.928 min): BF103148.D (-820) (-)
57

41 105

70 12083
92

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #50336: 1-Butoxy-2-ethylhexane
57

41
29

70 83 11298 128 141 157 186

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #13670: 1-Hexanol, 2-ethyl-
57

43
70 8329

98 11218

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #72722: Propanoic acid, 2,2-dimethyl-, octyl ester
57

41
10329

71 85
113 171157

6.60 6.80 7.00 7.20

m/z  57.00  100.00%

6.60 6.80 7.00 7.20

m/z  41.00   33.41%

6.60 6.80 7.00 7.20

m/z 105.00   33.28%

6.60 6.80 7.00 7.20

m/z  42.95   29.08%

6.60 6.80 7.00 7.20

m/z  55.00   24.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Ethanol, 2-(2-butoxyethoxy)-    Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.07  116.86 ng        7539530   Naphthalene-d8              8.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(2-butoxyethoxy)-        162 C8H18O3        000112-34-5 90
 2 Ethylene glycol monoisobutyl ether  118 C6H14O2        004439-24-1 64
 3 3,3-Dimethylbutane-2-ol             102 C6H14O         000464-07-3 53
 4 Tetraethylene glycol                194 C8H18O5        000112-60-7 50
 5 Propanoic acid, 2-hydroxy-, buty... 146 C7H14O3        000138-22-7 47

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance Scan 1017 (8.069 min): BF103148.D (-1011) (-)
5745

75 87 101 1321196737 144

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
5745

29

75
87 100 13211567 14437
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0

5000

m/z-->

Abundance #8872: Ethylene glycol monoisobutyl ether
57

45

29 75
87

18 10037

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
0

5000

m/z-->

Abundance #4468: 3,3-Dimethylbutane-2-ol
57

45

87
69

29
102

7.80 8.00 8.20 8.40

m/z  57.00  100.00%

7.80 8.00 8.20 8.40

m/z  45.00   86.43%

7.80 8.00 8.20 8.40

m/z  41.00   31.36%

7.80 8.00 8.20 8.40

m/z  75.00   17.08%

7.80 8.00 8.20 8.40

m/z  56.00   16.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Benzothiazole                   Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.44    2.24 ng         144245   Naphthalene-d8              8.16

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzothiazole                       135 C7H5NS         000095-16-9 95
 2 1,2-Benzisothiazole                 135 C7H5NS         000272-16-2 83
 3 3-Allylbenzothiazolium bromide      255 C10H10BrNS     016407-55-9 64
 4 Thieno[2,3-c]pyridine               135 C7H5NS         000272-12-8 64
 5 2-Fluoro-4-cyanotoluene             135 C8H6FN         170572-49-3 59

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1080 (8.439 min): BF103148.D (-1077) (-)
135

108

69
82 915445 11736

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #15454: Benzothiazole
135

108
69

82 915845
27 36

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #15459: 1,2-Benzisothiazole
135

108
69 918245 54

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #106063: 3-Allylbenzothiazolium bromide
135

41

108

69 12054 9182 17627 14915

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   35.44%

8.20 8.40 8.60 8.80

m/z  68.90   18.91%

8.20 8.40 8.60 8.80

m/z  63.00   12.33%

8.20 8.40 8.60 8.80

m/z  82.00    9.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hexadecane                      Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.83    2.84 ng         170767   Acenaphthene-d10            9.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 86
 2 Pentadecane                         212 C15H32         000629-62-9 83
 3 Tetradecane                         198 C14H30         000629-59-4 80
 4 5-Ethyldecane                       170 C12H26         017302-36-2 78
 5 Tridecane                           184 C13H28         000629-50-5 72

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

5000

m/z-->

Abundance Scan 1316 (9.828 min): BF103148.D (-1314) (-)
57

43

71

85

99 113 127 141 187

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

5000

m/z-->

Abundance #83025: Hexadecane
5743

71

85
29

99 113 127 141 155 169 183 226197

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

5000

m/z-->

Abundance #71393: Pentadecane
57

43
71

85

29
99 113 127 141 212155 169 18315

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

5000

m/z-->

Abundance #59880: Tetradecane
57

43
71

85

29
99 113 198127 141 155 16915

9.60 9.80 10.00 10.20

m/z  57.00  100.00%

9.60 9.80 10.00 10.20

m/z  43.00   70.71%

9.60 9.80 10.00 10.20

m/z  71.10   48.10%

9.60 9.80 10.00 10.20

m/z  85.00   30.22%

9.60 9.80 10.00 10.20

m/z  41.00   27.84%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Pentadecane                     Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.33    2.56 ng         154236   Acenaphthene-d10            9.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane                         212 C15H32         000629-62-9 59
 2 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 59
 3 1-Iodoundecane                      282 C11H23I        004282-44-4 50
 4 Tetracosane                         338 C24H50         000646-31-1 50
 5 Decane, 1-iodo-                     268 C10H21I        002050-77-3 50

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

5000

m/z-->

Abundance Scan 1401 (10.327 min): BF103148.D (-1399) (-)
57

43

85
71

14999 113 176127

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

5000

m/z-->

Abundance #71393: Pentadecane
57

43
71

85

29
99 113127141 21215516918315

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

5000

m/z-->

Abundance #28445: Octane, 2,4,6-trimethyl-
57

43

71 85
29

99 127113 141156

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

5000

m/z-->

Abundance #128607: 1-Iodoundecane
5743

71 85

29 99 155113127141 169 28218315 197211225

10.00 10.20 10.40 10.60

m/z  57.00  100.00%

10.00 10.20 10.40 10.60

m/z  43.00   54.73%

10.00 10.20 10.40 10.60

m/z  85.05   32.60%

10.00 10.20 10.40 10.60

m/z  41.00   28.23%

10.00 10.20 10.40 10.60

m/z  71.00   23.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Eicosane                        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.80    2.15 ng          99030   Phenanthrene-d10           11.40

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 58
 2 Pentadecane                         212 C15H32         000629-62-9 53
 3 Tetradecane                         198 C14H30         000629-59-4 53
 4 Undecane, 3-methyl-                 170 C12H26         001002-43-3 53
 5 Heptacosane                         380 C27H56         000593-49-7 53

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

5000

m/z-->

Abundance Scan 1481 (10.798 min): BF103148.D (-1478) (-)
57

179

143
85 23539 113 161 330

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

5000

m/z-->

Abundance #129492: Eicosane
57

85

29
113 141 169 282197 225 253

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

5000

m/z-->

Abundance #71393: Pentadecane
57

85

29
113 141 212169

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

5000

m/z-->

Abundance #59879: Tetradecane
57

85

29
113 198141 169

10.40 10.60 10.80 11.00 11.20

m/z  57.00  100.00%

10.40 10.60 10.80 11.00 11.20

m/z 178.90   54.57%

10.40 10.60 10.80 11.00 11.20

m/z  43.00   41.21%

10.40 10.60 10.80 11.00 11.20

m/z  41.00   40.19%

10.40 10.60 10.80 11.00 11.20

m/z  70.95   24.30%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Trifluoroacetoxy hexadecane     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    5.98 ng         243349   Chrysene-d12               14.05

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 95
 2 1-Docosene                          308 C22H44         001599-67-3 94
 3 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 93
 4 1-Nonadecene                        266 C19H38         018435-45-5 91
 5 Behenic alcohol                     326 C22H46O        000661-19-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2003 (13.868 min): BF103148.D (-2000) (-)
57

83

111

139 193165

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

97

12529
196 269154 224 32077

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151538: 1-Docosene
55

97

29
125

153 30877 181

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57

83

111

16929 196140 241 392

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  54.95   94.46%

13.60 13.80 14.00 14.20

m/z  43.00   86.09%

13.60 13.80 14.00 14.20

m/z  83.00   77.99%

13.60 13.80 14.00 14.20

m/z  97.00   71.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.89    8.42 ng         290032   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 91
 2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H44O        1000163-04-7 90
 3 Supraene                            410 C30H50         007683-64-9 87
 4 trans-Farnesol                      222 C15H26O        000106-28-5 72
 5 1,5-Heptadiene, 3,3,6-trimethyl-    138 C10H18         035387-63-4 58

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2177 (14.892 min): BF103148.D (-2173) (-)
69

41
95 137

175 217 273 341117

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215930: Squalene
69

41

95 137
161 191 341 410217 273 367117 299

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69

41
93

136
161 192 384315273 341231113

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299117 245

14.60 14.80 15.00 15.20

m/z  69.00  100.00%

14.60 14.80 15.00 15.20

m/z  81.00   52.88%

14.60 14.80 15.00 15.20

m/z  41.00   25.65%

14.60 14.80 15.00 15.20

m/z  95.00   12.39%

14.60 14.80 15.00 15.20

m/z  67.95   11.73%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022118\
  Data File : BF103148.D                                          
  Acq On    : 21 Feb 2018  20:32
  Operator  : SJ/JU
  Sample    : J1626-01
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.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    79.8 ng    3891120  1   6.87  974701  20.0
unknown6.65            6.65    67.0 ng    3264170  1   6.87  974701  20.0
Benzene, 1,2,3-tr...   6.70     2.7 ng     130633  1   6.87  974701  20.0
1-Butoxy-2-ethylh...   6.93     7.8 ng     381283  1   6.87  974701  20.0
Ethanol, 2-(2-but...   8.07   116.9 ng    7539530  2   8.16 1290310  20.0
Benzothiazole          8.44     2.2 ng     144245  2   8.16 1290310  20.0
Hexadecane             9.83     2.8 ng     170767  3   9.92 1204170  20.0
Pentadecane           10.33     2.6 ng     154236  3   9.92 1204170  20.0
Eicosane              10.80     2.1 ng      99030  4  11.40  921108  20.0
Trifluoroacetoxy ...  13.87     6.0 ng     243349  5  14.05  813236  20.0
Squalene              14.89     8.4 ng     290032  6  15.54  688594  20.0
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