
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   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-BF063016.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   1.655     3    6    9 rVB  5018506   8619597 100.00%  16.846%
  2   1.735    12   13   23 rVB   587094    893468  10.37%   1.746%
  3   1.873    23   25   38 rVB  2258834   4960679  57.55%   9.695%
  4   2.044    38   40   74 rVB2  133971    747894   8.68%   1.462%
  5   3.130   125  135  137 rBV   243698    983387  11.41%   1.922%
 
  6   4.993   295  298  303 rVB   188731    328818   3.81%   0.643%
  7   5.404   331  334  336 rBV  2667037   3451677  40.04%   6.746%
  8   6.444   422  425  428 rVB  2881843   3395398  39.39%   6.636%
  9   6.582   433  437  439 rBV  3126149   3933156  45.63%   7.687%
 10   6.810   455  457  459 rBV   896270    837502   9.72%   1.637%
 
 11   6.970   468  471  473 rVB  2561825   3066970  35.58%   5.994%
 12   7.370   503  506  509 rBV  2002262   2266344  26.29%   4.429%
 13   7.805   540  544  547 rBV3   46140    132538   1.54%   0.259%
 14   8.090   567  569  571 rBV  1303344   1130570  13.12%   2.210%
 15   9.176   661  664  666 rBV  3610124   4311162  50.02%   8.426%
 
 16   9.565   696  698  700 rBV   410162    422403   4.90%   0.826%
 17   9.839   720  722  724 rBV  1127475   1107562  12.85%   2.165%
 18  10.628   788  791  793 rBV  2148694   2170988  25.19%   4.243%
 19  10.753   801  802  807 rVB    95583    153356   1.78%   0.300%
 20  11.199   840  841  843 rBV   142347    145481   1.69%   0.284%
 
 21  11.313   849  851  854 rBV   731046   1049085  12.17%   2.050%
 22  11.622   877  878  882 rVV    93679    140640   1.63%   0.275%
 23  11.851   896  898  900 rBV2   61159     88654   1.03%   0.173%
 24  12.422   945  948  953 rVB4  115745    278573   3.23%   0.544%
 25  12.525   954  957  959 rVB   227665    216018   2.51%   0.422%
 
 26  12.754   974  977  979 rBV   137661    214655   2.49%   0.420%
 27  12.902   988  990  993 rVB  2394419   2937659  34.08%   5.741%
 28  13.394  1030 1033 1038 rBV   323445    686424   7.96%   1.342%
 29  13.462  1038 1039 1044 rVB2   74587    129822   1.51%   0.254%
 30  13.817  1068 1070 1077 rVB   196707    289524   3.36%   0.566%
 
 31  13.942  1078 1081 1087 rVB  1016483   1122140  13.02%   2.193%
 32  14.948  1166 1169 1174 rBV    95478    197737   2.29%   0.386%
 33  15.280  1196 1198 1201 rBV    64602     87335   1.01%   0.171%
 34  15.348  1201 1204 1206 rBV   560058    668523   7.76%   1.307%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   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-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    51165739
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 2,2-dimethoxy-         Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.66  205.84 ng        8619600   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 56
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 3 1,3-Diaminoguanidine                 89 CH7N5          004364-78-7 9 
 4 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 5 1-Propanol, 2-methyl-                74 C4H10O         000078-83-1 9 

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 6 (1.655 min): BF088591.D (-3) (-)
73

43

89

5538

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4788: Propane, 2,2-dimethoxy-
73

43

89
31

573725

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #2222: 1,3-Diaminoguanidine
43

32 58 89
18

7226

1.70 1.80 1.90 2.00 2.10

m/z  73.10  100.00%

1.70 1.80 1.90 2.00 2.10

m/z  43.10   53.41%

1.70 1.80 1.90 2.00 2.10

m/z  89.10   34.40%

1.70 1.80 1.90 2.00 2.10

m/z  41.10   10.27%

1.70 1.80 1.90 2.00 2.10

m/z  45.10    8.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Propane, 1,1-dimethoxy-         Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.04   17.86 ng         747894   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 50
 2 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 27
 3 Borane, dimethoxy-                   74 C2H7BO2        004542-61-4 9 
 4 1,3-Dioxolane, 2-(1-methylethyl)-   116 C6H12O2        000822-83-3 9 
 5 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 9 

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

5000

m/z-->

Abundance Scan 40 (2.044 min): BF088591.D (-38) (-)
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45

39 57 85
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0

5000

m/z-->

Abundance #4784: Propane, 1,1-dimethoxy-
75

45
31

15 5739 10325 69 88
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0

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73

45

29 5539 10167

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

5000

m/z-->

Abundance #785: Borane, dimethoxy-
73

43
15

29
573621

1.80 2.00 2.20 2.40

m/z  75.10  100.00%

1.80 2.00 2.20 2.40

m/z  73.10   74.74%

1.80 2.00 2.20 2.40

m/z  45.10   41.82%

1.80 2.00 2.20 2.40

m/z  41.05   27.59%

1.80 2.00 2.20 2.40

m/z  47.00   11.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Propylene Glycol                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.13   23.48 ng         983387   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propylene Glycol                     76 C3H8O2         000057-55-6 90
 2 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 43
 3 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 9 
 4 2-Propanol, 1-(1-methylethoxy)-     118 C6H14O2        003944-36-3 9 
 5 Propane, 2-ethoxy-                   88 C5H12O         000625-54-7 9 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance Scan 135 (3.130 min): BF088591.D (-125) (-)
45

6142 5739 7653

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #938: Propylene Glycol
45

29 6142 5719 3915 26 33 7653 7336

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #946: (S)-(+)-1,2-Propanediol
45

3127 614219 573915 7553

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
0

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45

29
1915 6142 573326 39 7612 53

2.80 3.00 3.20 3.40

m/z  45.10  100.00%

2.80 3.00 3.20 3.40

m/z  43.05   18.28%

2.80 3.00 3.20 3.40

m/z  61.10    6.42%

2.80 3.00 3.20 3.40

m/z  44.10    5.43%

2.80 3.00 3.20 3.40

m/z  42.10    2.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.99    7.85 ng         328818   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 3 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2-Butanone, 3-ethoxy-3-methyl-      130 C7H14O2        036687-99-7 9 

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

5000

m/z-->

Abundance Scan 298 (4.993 min): BF088591.D (-295) (-)
43

59

101

8351 69 111

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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

5000

m/z-->

Abundance #3152: 5-Hexen-2-one
43

552715 83 987163

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   58.02%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   21.41%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   17.01%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown6.58                     Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.58   93.93 ng        3933160   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 437 (6.582 min): BF088591.D (-433) (-)
132

68

96
40 54 77 10587 115
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0

5000

m/z-->

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

69
104

785131
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0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132

8163
11210131 50 9272

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   41.12%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   34.32%

6.20 6.40 6.60 6.80 7.00

m/z  66.10   26.46%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.68%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Dodecane                        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.75    2.92 ng         153356   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecane                            170 C12H26         000112-40-3 90
 2 Octadecane                          254 C18H38         000593-45-3 86
 3 Heptacosane                         380 C27H56         000593-49-7 86
 4 Sulfurous acid, 2-propyl tridecy... 306 C16H34O3S      1000309-12-4 86
 5 Dodecane, 1-iodo-                   296 C12H25I        004292-19-7 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 802 (10.753 min): BF088591.D (-801) (-)
57

85

184113 152

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #38316: Dodecane
43

71

17098 127

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #105884: Octadecane
57

85

29 113 141 254169 197 225

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.10   72.58%

10.40 10.60 10.80 11.00

m/z  71.10   67.11%

10.40 10.60 10.80 11.00

m/z  85.10   45.22%

10.40 10.60 10.80 11.00

m/z  41.10   32.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Tridecane, 1-iodo-              Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.20    2.77 ng         145481   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90
 2 Tridecane, 6-propyl-                226 C16H34         055045-10-8 86
 3 Tetradecane                         198 C14H30         000629-59-4 80
 4 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 80
 5 Pentadecane                         212 C15H32         000629-62-9 80

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

5000

m/z-->

Abundance Scan 841 (11.199 min): BF088591.D (-840) (-)
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5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
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Abundance #83030: Tridecane, 6-propyl-
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12699 183154
226
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5000

m/z-->

Abundance #59880: Tetradecane
57

85
41

113 198141 16915

10.80 11.00 11.20 11.40 11.60

m/z  57.10  100.00%

10.80 11.00 11.20 11.40 11.60

m/z  43.10   70.49%

10.80 11.00 11.20 11.40 11.60

m/z  71.10   65.52%

10.80 11.00 11.20 11.40 11.60

m/z  85.10   40.40%

10.80 11.00 11.20 11.40 11.60

m/z  41.10   31.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Nonadecane                      Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.62    2.68 ng         140640   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane                          268 C19H40         000629-92-5 80
 2 Tetradecane                         198 C14H30         000629-59-4 78
 3 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 78
 4 Dodecane, 2-methyl-6-propyl-        226 C16H34         055045-08-4 72
 5 Hexadecane                          226 C16H34         000544-76-3 64

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

5000

m/z-->

Abundance Scan 878 (11.622 min): BF088591.D (-877) (-)
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85
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113 202155133
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5000

m/z-->

Abundance #117637: Nonadecane
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113 141 268169 197
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5000
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Abundance #59880: Tetradecane
57
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41

113 198141 16915

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

5000

m/z-->

Abundance #152416: Tridecane, 1-iodo-
57

85
41

183113 155 310129

11.40 11.60 11.80 12.00

m/z  57.10  100.00%

11.40 11.60 11.80 12.00

m/z  43.10   67.39%

11.40 11.60 11.80 12.00

m/z  71.10   66.39%

11.40 11.60 11.80 12.00

m/z  85.10   42.27%

11.40 11.60 11.80 12.00

m/z  41.10   32.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Tritetracontane                 Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.42    5.31 ng         278573   Phenanthrene-d10           11.32

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tritetracontane                     605 C43H88         007098-21-7 58
 2 1-Octadecanesulphonyl chloride      352 C18H37ClO2S    1000342-70-4 58
 3 2-methyltetracosane                 352 C25H52         1000376-72-6 58
 4 Sulfurous acid, butyl heptadecyl... 376 C21H44O3S      1000309-18-4 52
 5 Heptacosane, 1-chloro-              414 C27H55Cl       062016-79-9 52
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5000

m/z-->

Abundance Scan 948 (12.422 min): BF088591.D (-945) (-)
57

97 206
127 173
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5000

m/z-->

Abundance #241174: Tritetracontane
57

97
127 169 211 253 295 337 379 463421 505 547 604
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5000
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Abundance #185101: 1-Octadecanesulphonyl chloride
57

91

133 175 288
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0

5000

m/z-->

Abundance #185534: 2-methyltetracosane
57

99
27 141 309183 225 267

12.20 12.40 12.60 12.80

m/z  57.10  100.00%

12.20 12.40 12.60 12.80

m/z  43.10   78.65%

12.20 12.40 12.60 12.80

m/z  71.10   64.40%

12.20 12.40 12.60 12.80

m/z  55.10   53.84%

12.20 12.40 12.60 12.80

m/z  41.10   48.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  9-Octadecenamide, (Z)-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.39   12.23 ng         686424   Chrysene-d12               13.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 98
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 72
 3 Pentanamide, 4-methyl-              115 C6H13NO        001119-29-5 53
 4 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H16O2        1000192-56-0 43
 5 Dodecanamide                        199 C12H25NO       001120-16-7 38

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

5000

m/z-->

Abundance Scan 1033 (13.394 min): BF088591.D (-1030) (-)
59

41

83 98 126112 140154 238184168 264 281198 222

20 40 60 80 100 120 140 160 180 200 220 240 260 280
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5000
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Abundance #128445: 9-Octadecenamide, (Z)-
59

41
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5000
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Abundance #106565: Hexadecanamide
59
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29 86 114128 255212100 226170142 184156 198 240
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0

5000

m/z-->

Abundance #7815: Pentanamide, 4-methyl-
59
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m/z  59.05  100.00%

13.00 13.20 13.40 13.60 13.80

m/z  72.10   70.65%

13.00 13.20 13.40 13.60 13.80

m/z  55.10   36.44%

13.00 13.20 13.40 13.60 13.80
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Octanamide                      Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.46    2.31 ng         129822   Chrysene-d12               13.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octanamide                          143 C8H17NO        000629-01-6 72
 2 Hexadecanamide                      255 C16H33NO       000629-54-9 64
 3 Dodecanamide                        199 C12H25NO       001120-16-7 64
 4 Tetradecanamide                     227 C14H29NO       000638-58-4 64
 5 Undecanamide, 11-bromo-             263 C11H22BrNO     005875-26-3 59
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0

5000

m/z-->

Abundance Scan 1039 (13.462 min): BF088591.D (-1038) (-)
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Abundance #20317: Octanamide
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Abundance #106565: Hexadecanamide
59

72

43
29 86 114128 255212100 226170142 184156 198 240
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0

5000

m/z-->

Abundance #60440: Dodecanamide
59

72
28 43

86 128114 156 170100 142 19915

13.20 13.40 13.60 13.80

m/z  59.10  100.00%

13.20 13.40 13.60 13.80

m/z  72.05   49.73%

13.20 13.40 13.60 13.80

m/z  43.10   22.56%

13.20 13.40 13.60 13.80

m/z  41.10   14.18%
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m/z  57.10   11.11%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Ethanol, 2-(tetradecyloxy)-     Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.82    5.16 ng         289524   Chrysene-d12               13.94

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Ethanol, 2-(tetradecyloxy)-         258 C16H34O2       002136-70-1 90
 2 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 81
 3 Pentafluoropropionic acid, hexad... 388 C19H33F5O2     006222-07-7 81
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 81
 5 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 81
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0

5000
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Abundance Scan 1070 (13.817 min): BF088591.D (-1068) (-)
57

83

111

13939 195168 218 247

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
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11129
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Abundance #194196: Octadecyl trifluoroacetate
57
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154 297252224182 34877 328
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5000
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Abundance #206447: Pentafluoropropionic acid, hexadecyl ester
57
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125
29

224196154 269 37077 177
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m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   82.17%
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m/z  55.10   70.85%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070116\
  Data File : BF088591.D                                          
  Acq On    :  1 Jul 2016  23:39
  Operator  : UM/SJ
  Sample    : H3816-02
  Misc      :  
  ALS Vial  : 26   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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|
----------------------------------------------------------------------------
Propane, 2,2-dime...   1.66   205.8 ng    8619600  1   6.81  837502  20.0
Propane, 1,1-dime...   2.04    17.9 ng     747894  1   6.81  837502  20.0
Propylene Glycol       3.13    23.5 ng     983387  1   6.81  837502  20.0
2-Pentanone, 4-hy...   4.99     7.8 ng     328818  1   6.81  837502  20.0
unknown6.58            6.58    93.9 ng    3933160  1   6.81  837502  20.0
Dodecane              10.75     2.9 ng     153356  4  11.32 1049090  20.0
Tridecane, 1-iodo-    11.20     2.8 ng     145481  4  11.32 1049090  20.0
Nonadecane            11.62     2.7 ng     140640  4  11.32 1049090  20.0
Tritetracontane       12.42     5.3 ng     278573  4  11.32 1049090  20.0
9-Octadecenamide,...  13.39    12.2 ng     686424  5  13.94 1122140  20.0
Octanamide            13.46     2.3 ng     129822  5  13.94 1122140  20.0
Ethanol, 2-(tetra...  13.82     5.2 ng     289524  5  13.94 1122140  20.0
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