
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   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_G\METHODS\8270-BG041918.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   4.998   284  291  300 rBV    83642    128289   2.52%   0.427%
  2   5.444   360  367  379 rBV  1534467   2444662  48.11%   8.146%
  3   7.007   624  633  645 rBV  1559786   2686417  52.87%   8.952%
  4   7.371   687  695  705 rBV  1544989   2565742  50.50%   8.549%
  5   7.835   766  774  782 rBV   267165    448596   8.83%   1.495%
 
  6   8.153   820  828  841 rBV  1060235   1835792  36.13%   6.117%
  7   8.981   960  969  978 rBV   862720   1535351  30.22%   5.116%
  8  10.620  1238 1248 1255 rBV   360645    643210  12.66%   2.143%
  9  13.094  1661 1669 1678 rVB  2181389   3462751  68.15%  11.538%
 10  13.928  1805 1811 1817 rBV   160607    233348   4.59%   0.778%
 
 11  14.469  1896 1903 1910 rBV2  554144    904128  17.79%   3.013%
 12  15.350  2048 2053 2058 rVB    48614     63829   1.26%   0.213%
 13  15.955  2150 2156 2166 rVB2 1916156   2896809  57.01%   9.653%
 14  16.214  2196 2200 2209 rBV    45796     71815   1.41%   0.239%
 15  17.219  2365 2371 2378 rBV   773364   1146574  22.57%   3.821%
 
 16  18.141  2523 2528 2543 rBV   254683    438034   8.62%   1.460%
 17  19.422  2742 2746 2757 rBV2   79702    134092   2.64%   0.447%
 18  19.857  2814 2820 2830 rBV  3839217   5080954 100.00%  16.930%
 19  20.562  2934 2940 2946 rBV   107603    203277   4.00%   0.677%
 20  21.179  3038 3045 3060 rBV   177005    331143   6.52%   1.103%
 
 21  21.478  3089 3096 3104 rVB   876937   1353634  26.64%   4.510%
 22  23.170  3380 3384 3391 rVB    28831     51324   1.01%   0.171%
 23  24.545  3606 3618 3633 rVB2  515497   1350988  26.59%   4.502%
 
 
                        Sum of corrected areas:    30010759
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.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_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.00    5.72 ng         128289   1,4-Dichlorobenzene-d4      7.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 3-Hydroxy-3-methyl-2-butanone       102 C5H10O2        000115-22-0 32
 3 Silane, dimethyl-                    60 C2H8Si         001111-74-6 9 
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 291 (4.998 min): BG033889.D (-284) (-)
43

59

101
8353 73

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177

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

5000

m/z-->

Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
59

43
31

8715 69

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

5000

m/z-->

Abundance #283: Silane, dimethyl-
59

45

31

53
38

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.00   52.78%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   16.74%

4.60 4.80 5.00 5.20 5.40

m/z  57.95   14.17%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    8.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.37                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.37  114.39 ng        2565740   1,4-Dichlorobenzene-d4      7.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 10
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
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0
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m/z-->

Abundance Scan 695 (7.371 min): BG033889.D (-687) (-)
132

68

9640 54 78 106 117 207

20 40 60 80 100 120 140 160 180 200
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m/z-->

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

10533 44
7060 80 115
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m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257
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98

189158
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Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132

92
65 10539 775127 117

7.00 7.20 7.40 7.60 7.80

m/z 131.90  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.00   45.61%

7.00 7.20 7.40 7.60 7.80

m/z 133.90   33.95%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   28.92%

7.00 7.20 7.40 7.60 7.80

m/z  69.00   18.77%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  n-Hexadecanoic acid             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.14    7.64 ng         438034   Phenanthrene-d10           17.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 87
 5 11-Bromoundecanoic acid             264 C11H21BrO2     002834-05-1 43
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0

5000

m/z-->

Abundance Scan 2528 (18.141 min): BG033889.D (-2523) (-)
7343 60
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0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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97 115 213 256157 171185143 199 227241
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Abundance #84453: Tetradecanoic acid
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Abundance #72643: Tridecanoic acid
736043
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17.80 18.00 18.20 18.40

m/z  72.95  100.00%

17.80 18.00 18.20 18.40

m/z  43.00   89.20%

17.80 18.00 18.20 18.40

m/z  60.00   84.01%

17.80 18.00 18.20 18.40

m/z  57.00   77.02%

17.80 18.00 18.20 18.40

m/z  41.00   73.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  9-Octadecenamide, (Z)-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.56    3.00 ng         203277   Chrysene-d12               21.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 98
 2 Dodecanamide                        199 C12H25NO       001120-16-7 64
 3 Octanamide                          143 C8H17NO        000629-01-6 59
 4 Nonanamide                          157 C9H19NO        001120-07-6 59
 5 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 50

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

5000

m/z-->

Abundance Scan 2940 (20.562 min): BG033889.D (-2934) (-)
59

41

83 12698 112 151 281238182 208168 222 265

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

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59

41

8127 98 126112 140154 281184 238170 221 264198

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

5000

m/z-->

Abundance #60440: Dodecanamide
59

28 43
73 128114 156170100 142 199

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

5000

m/z-->

Abundance #20317: Octanamide
59

44
8629 14310011412815

20.20 20.40 20.60 20.80

m/z  59.00  100.00%

20.20 20.40 20.60 20.80

m/z  72.00   66.34%

20.20 20.40 20.60 20.80

m/z  55.00   39.88%

20.20 20.40 20.60 20.80

m/z  41.00   39.48%

20.20 20.40 20.60 20.80

m/z  43.00   28.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  5-Eicosene, (E)-                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.18    4.89 ng         331143   Chrysene-d12               21.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 98
 2 Cyclopentadecane                    210 C15H30         000295-48-7 95
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 5 n-Nonadecanol-1                     284 C19H40O        001454-84-8 94
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Abundance Scan 3045 (21.179 min): BG033889.D (-3038) (-)
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Abundance #127769: 5-Eicosene, (E)-
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Abundance #69584: Cyclopentadecane
5541
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210126 182153

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

41
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139154 266182 294210 23826

20.80 21.00 21.20 21.40

m/z  55.00  100.00%

20.80 21.00 21.20 21.40

m/z  57.00   99.95%

20.80 21.00 21.20 21.40

m/z  43.00   96.92%

20.80 21.00 21.20 21.40

m/z  83.00   92.05%

20.80 21.00 21.20 21.40

m/z  69.00   88.14%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042018\
  Data File : BG033889.D                                          
  Acq On    : 20 Apr 2018  16:58
  Operator  : SJ/JU
  Sample    : J2480-01
  Misc      :  
  ALS Vial  : 10   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   5.00     5.7 ng     128289  1   7.84  448596  20.0
unknown7.37            7.37   114.4 ng    2565740  1   7.84  448596  20.0
n-Hexadecanoic acid   18.14     7.6 ng     438034  4  17.22 1146570  20.0
9-Octadecenamide,...  20.56     3.0 ng     203277  5  21.48 1353630  20.0
5-Eicosene, (E)-      21.18     4.9 ng     331143  5  21.48 1353630  20.0
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