
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   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-BF040618.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   3.234   192  195  203 rBV    22825     38790   1.08%   0.120%
  2   5.022   494  499  507 rVB   189956    260638   7.24%   0.807%
  3   5.416   560  566  569 rBV  3182946   3372432  93.73%  10.443%
  4   6.434   732  739  742 rBV  3105279   3305764  91.87%  10.237%
  5   6.575   757  763  766 rBV  3248340   3412240  94.83%  10.567%
 
  6   6.804   798  802  805 rBV  1084636    866164  24.07%   2.682%
  7   6.963   824  829  832 rVB  2712605   2630746  73.11%   8.147%
  8   7.369   892  898  901 rBV  2211095   2127110  59.12%   6.587%
  9   8.086  1016 1020 1023 rBV  1455039   1178966  32.77%   3.651%
 10   9.163  1198 1203 1206 rBV  3805187   3598159 100.00%  11.142%
 
 11   9.557  1266 1270 1273 rBV   263632    229836   6.39%   0.712%
 12   9.769  1303 1306 1310 rVB   105535     84178   2.34%   0.261%
 13   9.839  1314 1318 1322 rVB2 1466690   1297910  36.07%   4.019%
 14  10.269  1388 1391 1395 rVB   122928    105223   2.92%   0.326%
 15  10.492  1422 1429 1432 rBV    32527     46118   1.28%   0.143%
 
 16  10.633  1446 1453 1456 rBV  2221592   2290200  63.65%   7.092%
 17  10.745  1469 1472 1481 rVB   103144     99545   2.77%   0.308%
 18  11.327  1567 1571 1573 rBV  1503539   1233080  34.27%   3.818%
 19  11.351  1573 1575 1578 rVB   151591    110390   3.07%   0.342%
 20  11.857  1658 1661 1664 rBV   268818    238574   6.63%   0.739%
 
 21  12.539  1774 1777 1780 rBV   193220    164320   4.57%   0.509%
 22  12.639  1791 1794 1802 rBV3   67880     78871   2.19%   0.244%
 23  12.768  1808 1816 1819 rBV   137950    143586   3.99%   0.445%
 24  12.921  1837 1842 1845 rBV  3175526   3088636  85.84%   9.564%
 25  13.810  1990 1993 1997 rBV   297678    272770   7.58%   0.845%
 
 26  13.968  2015 2020 2023 rBV   979839    893539  24.83%   2.767%
 27  13.992  2023 2024 2027 rVB    60408     41014   1.14%   0.127%
 28  15.004  2193 2196 2200 rBV    42553     58817   1.63%   0.182%
 29  15.304  2244 2247 2252 rVB    34288     45174   1.26%   0.140%
 30  15.362  2254 2257 2261 rBV    38487     44825   1.25%   0.139%
 
 31  15.433  2263 2269 2273 rBV   657058    849150  23.60%   2.630%
 32  15.951  2353 2357 2370 rBV    32393     86179   2.40%   0.267%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   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-BF040618.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
                        Sum of corrected areas:    32292944

8270-BF040618.M Tue Apr 10 12:02:51 2018                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
SB-2-1(1-3)



                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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.
---------------------------------------------------------------------
  5.02    6.02 ng         260638   1,4-Dichlorobenzene-d4      6.80

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Butane                               58 C4H10          000106-97-8 9 
 5 Acetone                              58 C3H6O          000067-64-1 9 
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5000

m/z-->

Abundance Scan 499 (5.022 min): BF104364.D (-494) (-)
43

59

101

8351

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

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 83

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

5000

m/z-->

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

41

68
12650 142

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   58.23%

4.60 4.80 5.00 5.20 5.40

m/z 101.00   23.22%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   17.49%

4.60 4.80 5.00 5.20 5.40

m/z  41.00    8.90%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.57                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.57   78.79 ng        3412240   1,4-Dichlorobenzene-d4      6.80

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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5000

m/z-->

Abundance Scan 762 (6.569 min): BF104364.D (-757) (-)
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m/z-->

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

69
104

785131
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m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257
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89 189158107
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5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

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   41.42%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   32.51%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   26.18%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   16.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.86    3.87 ng         238574   Phenanthrene-d10           11.33

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 93
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 74
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 62
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5000

m/z-->

Abundance Scan 1662 (11.863 min): BF104364.D (-1658) (-)
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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5000

m/z-->

Abundance #72647: Tridecanoic acid
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5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

11.60 11.80 12.00 12.20

m/z  72.95  100.00%

11.60 11.80 12.00 12.20

m/z  43.05   78.29%

11.60 11.80 12.00 12.20

m/z  60.00   78.20%

11.60 11.80 12.00 12.20

m/z  55.00   63.16%

11.60 11.80 12.00 12.20

m/z  57.05   58.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Behenic alcohol                 Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.81    6.11 ng         272770   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 95
 2 Pentafluoropropionic acid, penta... 374 C18H31F5O2     959092-08-1 95
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 4 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 95
 5 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
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5000

m/z-->

Abundance Scan 1993 (13.810 min): BF104364.D (-1990) (-)
57 83
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139 20239 163181
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5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280 308196 224 252
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5000

m/z-->

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57

83

111

29
139 210182 255 356237163

50 100 150 200 250 300 350

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

13.40 13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   97.13%

13.40 13.60 13.80 14.00 14.20

m/z  43.05   90.59%

13.40 13.60 13.80 14.00 14.20

m/z  55.05   89.50%

13.40 13.60 13.80 14.00 14.20

m/z  69.05   86.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown15.95                    Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.95    2.03 ng          86179   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbonic acid, pentadecyl 2,2,2-... 402 C18H33Cl3O3    1000314-56-1 49
 2 n-Tetracosanol-1                    354 C24H50O        000506-51-4 43
 3 2,4-Pentanedione, 3-(1-methyl-2-... 154 C9H14O2        029149-83-5 43
 4 1-Heptacosanol                      396 C27H56O        002004-39-9 41
 5 Octacosyl acetate                   452 C30H60O2       018206-97-8 38

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

5000

m/z-->

Abundance Scan 2357 (15.951 min): BF104364.D (-2353) (-)
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5000

m/z-->

Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethyl ester
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182 21015426
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5000

m/z-->

Abundance #186968: n-Tetracosanol-1
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139 167 308195 336222 250 28019
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5000

m/z-->

Abundance #27712: 2,4-Pentanedione, 3-(1-methyl-2-propenyl)-
43
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69 15412126

15.60 15.80 16.00 16.20

m/z  57.05  100.00%

15.60 15.80 16.00 16.20

m/z  43.00   82.96%

15.60 15.80 16.00 16.20

m/z  97.10   73.08%

15.60 15.80 16.00 16.20

m/z  83.10   67.49%

15.60 15.80 16.00 16.20

m/z  55.00   63.99%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040918\
  Data File : BF104364.D                                          
  Acq On    :  9 Apr 2018  11:46
  Operator  : JU/SJ
  Sample    : J2184-03
  Misc      :  
  ALS Vial  : 7   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618.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...   5.02     6.0 ng     260638  1   6.80  866164  20.0
unknown6.57            6.57    78.8 ng    3412240  1   6.80  866164  20.0
n-Hexadecanoic acid   11.86     3.9 ng     238574  4  11.33 1233080  20.0
Behenic alcohol       13.81     6.1 ng     272770  5  13.97  893539  20.0
unknown15.95          15.95     2.0 ng      86179  6  15.43  849150  20.0
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