
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   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-BG102516.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   3.135    43   50   71 rVB  7893260  16789858 100.00%  24.264%
  2   5.332   415  424  432 rBV   537149    880589   5.24%   1.273%
  3   5.802   496  504  513 rBV  2309765   3930345  23.41%   5.680%
  4   7.406   768  777  789 rVB  2431986   4409065  26.26%   6.372%
  5   7.794   835  843  855 rBV  2301713   4113460  24.50%   5.945%
 
  6   8.270   916  924  932 rVB   461939    823000   4.90%   1.189%
  7   8.593   969  979  989 rBV  1684721   3070731  18.29%   4.438%
  8   9.445  1115 1124 1132 rBV  1461053   2733848  16.28%   3.951%
  9  11.096  1397 1405 1414 rBV   599650   1116174   6.65%   1.613%
 10  13.511  1804 1816 1823 rBV  3490757   5683423  33.85%   8.214%
 
 11  14.322  1946 1954 1959 rBV   800176   1205054   7.18%   1.742%
 12  14.886  2043 2050 2057 rVB   987636   1609139   9.58%   2.326%
 13  16.367  2295 2302 2309 rBV  3398758   5206733  31.01%   7.525%
 14  17.624  2509 2516 2527 rBV2 1302798   1996505  11.89%   2.885%
 15  18.470  2656 2660 2670 rBV4  149285    244773   1.46%   0.354%
 
 16  20.203  2949 2955 2962 rBV  6228121   8804381  52.44%  12.724%
 17  21.496  3170 3175 3184 rBV3  236847    400679   2.39%   0.579%
 18  21.919  3240 3247 3255 rVB  1504899   2671304  15.91%   3.861%
 19  23.435  3499 3505 3514 rVB4  149747    297836   1.77%   0.430%
 20  23.640  3534 3540 3548 rVB3  221384    489308   2.91%   0.707%
 
 21  25.344  3819 3830 3843 rVB2  908572   2719045  16.19%   3.930%
 
 
                        Sum of corrected areas:    69195250
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  unknown3.13                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.13  408.02 ng       16789900   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 2,2-dimethoxy-             104 C5H12O2        000077-76-9 33
 2 Methanethioamide, N,N-dimethyl-      89 C3H7NS         000758-16-7 32
 3 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 25
 4 Methane, isothiocyanato-             73 C2H3NS         000556-61-6 10
 5 Thiazole, tetrahydro-                89 C3H7NS         000504-78-9 9 
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0
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m/z-->

Abundance Scan 49 (3.129 min): BG024586.D (-43) (-)
73

43
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m/z-->

Abundance #4787: Propane, 2,2-dimethoxy-
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Abundance #2184: Methanethioamide, N,N-dimethyl-
89
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15
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m/z-->

Abundance #739: Acetamide, N-methyl-
43 73

15

3.00 3.20 3.40

m/z  73.10  100.00%

3.00 3.20 3.40

m/z  43.10   74.63%

3.00 3.20 3.40

m/z  89.05   54.13%

3.00 3.20 3.40

m/z  41.10   17.80%

3.00 3.20 3.40

m/z  45.10   15.99%

8270-BG102516.M Tue Nov 01 14:26:28 2016                                              Page: 3

Instrument :
BNA_G
ClientSampleId :
RPC-B3



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.33   21.40 ng         880589   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 38
 2 Tetraglyme                          222 C10H22O5       000143-24-8 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 23
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H12O3        053951-43-2 9 
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m/z-->

Abundance Scan 424 (5.332 min): BG024586.D (-415) (-)
43
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #78615: Tetraglyme
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m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43
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69

5.00 5.20 5.40 5.60

m/z  43.10  100.00%

5.00 5.20 5.40 5.60

m/z  59.10   69.81%

5.00 5.20 5.40 5.60

m/z 101.10   22.48%

5.00 5.20 5.40 5.60

m/z  58.05   15.69%

5.00 5.20 5.40 5.60

m/z  41.10   11.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown7.79                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.79   99.96 ng        4113460   1,4-Dichlorobenzene-d4      8.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 27
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 4 1,3-Cyclopentanedione, 2-chloro-    132 C5H5ClO2       014203-19-1 17
 5 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
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5000

m/z-->

Abundance Scan 842 (7.788 min): BG024586.D (-835) (-)
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m/z-->

Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
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31
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m/z-->

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

10533
70
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m/z-->

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

63 1043915

7.40 7.60 7.80 8.00 8.20

m/z 132.00  100.00%

7.40 7.60 7.80 8.00 8.20

m/z  68.10   56.12%

7.40 7.60 7.80 8.00 8.20

m/z  66.10   41.33%

7.40 7.60 7.80 8.00 8.20

m/z 134.00   32.62%

7.40 7.60 7.80 8.00 8.20

m/z  69.10   24.72%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.47    2.45 ng         244773   Phenanthrene-d10           17.62

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 2 Octadecanoic acid                   284 C18H36O2       000057-11-4 62
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 50
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 50
 5 Trehalose                           342 C12H22O11      000099-20-7 50

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 2660 (18.470 min): BG024586.D (-2656) (-)
7343
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98 157 185 256 420348315 496391
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m/z-->

Abundance #107548: n-Hexadecanoic acid
43 73

256
129
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Abundance #131261: Octadecanoic acid
7343

129

18598 241 284
157 213
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5000

m/z-->

Abundance #84452: Tetradecanoic acid
73

43

129

185
22898 15715

18.20 18.40 18.60 18.80

m/z  73.00  100.00%

18.20 18.40 18.60 18.80

m/z  43.10   97.82%

18.20 18.40 18.60 18.80

m/z  57.10   77.51%

18.20 18.40 18.60 18.80

m/z  60.10   76.73%

18.20 18.40 18.60 18.80

m/z  41.05   76.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Bromoacetic acid, octadecyl...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.50    3.00 ng         400679   Chrysene-d12               21.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 2 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 91
 3 Pentafluoropropionic acid, tetra... 360 C17H29F5O2     006222-06-6 90
 4 E-7-Octadecene                      252 C18H36         1000130-92-0 89
 5 n-Nonadecanol-1                     284 C19H40O        001454-84-8 87
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Abundance Scan 3176 (21.502 min): BG024586.D (-3170) (-)
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Abundance #207396: Bromoacetic acid, octadecyl ester
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Abundance #191698: Bromoacetic acid, hexadecyl ester
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Abundance #190374: Pentafluoropropionic acid, tetradecyl ester
57 83

111

29
196168140 241 342

21.20 21.40 21.60 21.80

m/z  55.10  100.00%

21.20 21.40 21.60 21.80

m/z  57.10   95.66%

21.20 21.40 21.60 21.80

m/z  69.10   77.32%

21.20 21.40 21.60 21.80

m/z  83.05   65.58%

21.20 21.40 21.60 21.80

m/z  43.10   59.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenamide, (Z)-          Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.43    2.23 ng         297836   Chrysene-d12               21.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 89
 2 Dodecanamide                        199 C12H25NO       001120-16-7 68
 3 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 68
 4 Hexadecanamide                      255 C16H33NO       000629-54-9 59
 5 Octadecanamide                      283 C18H37NO       000124-26-5 58

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

5000

m/z-->

Abundance Scan 3504 (23.429 min): BG024586.D (-3499) (-)
59

12695 207 281154 249 415327 464 546505367

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

5000

m/z-->

Abundance #128447: 9-Octadecenamide, (Z)-
59

12698
281154 238184
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5000

m/z-->

Abundance #60440: Dodecanamide
59

28

86 128156 199

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

5000

m/z-->

Abundance #174696: 13-Docosenamide, (Z)-
59

29 97 337126
154184 276234 308

23.20 23.40 23.60 23.80

m/z  59.10  100.00%

23.20 23.40 23.60 23.80

m/z  72.10   78.10%

23.20 23.40 23.60 23.80

m/z  55.10   60.27%

23.20 23.40 23.60 23.80

m/z  43.10   53.79%

23.20 23.40 23.60 23.80

m/z  41.10   36.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Squalene                        Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.64    3.60 ng         489308   Perylene-d12               25.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Squalene                            410 C30H50         000111-02-4 72
 2 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24         062951-96-6 70
 3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H24O        125529-10-4 64
 4 1-(3,5-Dinitrophenoxy)-3,7,11-tr... 388 C21H28N2O5     1000187-44-2 64
 5 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N        006006-01-5 64

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3540 (23.640 min): BG024586.D (-3534) (-)
69

41
137109 217175 341295245 505 535405 463372
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5000

m/z-->

Abundance #215929: Squalene
69

41
137

109 341 410191163 273231
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5000

m/z-->

Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (Z)-
69

41
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17796 150
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5000

m/z-->

Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69

41

137165109 193

23.40 23.60 23.80 24.00

m/z  69.10  100.00%

23.40 23.60 23.80 24.00

m/z  81.05   44.01%

23.40 23.60 23.80 24.00

m/z  41.10   21.56%

23.40 23.60 23.80 24.00

m/z  67.00   11.94%

23.40 23.60 23.80 24.00

m/z 137.20   11.25%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
  Data File : BG024586.D                                          
  Acq On    :  1 Nov 2016  10:50
  Operator  : UM/SJ
  Sample    : H5447-06
  Misc      :  
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.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|
----------------------------------------------------------------------------
unknown3.13            3.13   408.0 ng   16789900  1   8.27  823000  20.0
2-Pentanone, 4-hy...   5.33    21.4 ng     880589  1   8.27  823000  20.0
unknown7.79            7.79   100.0 ng    4113460  1   8.27  823000  20.0
n-Hexadecanoic acid   18.47     2.5 ng     244773  4  17.62 1996510  20.0
Bromoacetic acid,...  21.50     3.0 ng     400679  5  21.92 2671300  20.0
9-Octadecenamide,...  23.43     2.2 ng     297836  5  21.92 2671300  20.0
Squalene              23.64     3.6 ng     489308  6  25.35 2719050  20.0
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