
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   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-BF092317.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   2.257    25   29   40 rVB    86510    135322   3.34%   0.412%
  2   5.157   517  522  532 rBV   504811    661015  16.32%   2.012%
  3   5.539   582  587  590 rBV  3161038   3347128  82.66%  10.190%
  4   6.539   751  757  760 rBV  3082186   3519790  86.93%  10.716%
  5   6.686   777  782  786 rBV  3228421   3522532  86.99%  10.724%
 
  6   6.922   818  822  825 rBV  1149546    953428  23.55%   2.903%
  7   7.075   844  848  852 rBV  2828045   2822118  69.70%   8.592%
  8   7.480   911  917  920 rBV  2256551   2280003  56.31%   6.941%
  9   8.204  1033 1040 1043 rBV  1359720   1301492  32.14%   3.962%
 10   9.274  1217 1222 1226 rBV  3947988   4049121 100.00%  12.327%
 
 11   9.663  1284 1288 1292 rBV   302232    247158   6.10%   0.752%
 12   9.957  1333 1338 1342 rBV2 1540496   1326151  32.75%   4.037%
 13  10.380  1407 1410 1413 rVB    58690     44997   1.11%   0.137%
 14  10.745  1465 1472 1475 rBV  1644744   1530705  37.80%   4.660%
 15  10.851  1487 1490 1496 rBV    85618     89241   2.20%   0.272%
 
 16  11.298  1563 1566 1568 rBV    56763     44317   1.09%   0.135%
 17  11.445  1587 1591 1594 rBV  1330322   1184238  29.25%   3.605%
 18  11.957  1673 1678 1682 rBV2   95742    110117   2.72%   0.335%
 19  12.651  1793 1796 1801 rBV    52694     52237   1.29%   0.159%
 20  12.745  1807 1812 1821 rBV   234668    288453   7.12%   0.878%
 
 21  12.880  1831 1835 1839 rBV    53682     67774   1.67%   0.206%
 22  13.027  1855 1860 1863 rBV  3189114   2900238  71.63%   8.830%
 23  13.909  2007 2010 2019 rVB   297889    295987   7.31%   0.901%
 24  14.080  2035 2039 2042 rBV   904639    767001  18.94%   2.335%
 25  14.545  2115 2118 2123 rVB2   54484     68208   1.68%   0.208%
 
 26  15.003  2193 2196 2201 rVB    94207     95163   2.35%   0.290%
 27  15.198  2226 2229 2231 rBV    59778     67017   1.66%   0.204%
 28  15.568  2287 2292 2305 rVB   629807    864843  21.36%   2.633%
 29  16.039  2369 2372 2378 rVB    63604     86769   2.14%   0.264%
 30  16.092  2378 2381 2388 rBV5   44070     66560   1.64%   0.203%
 
 31  17.174  2563 2565 2574 rVB3   32271     57155   1.41%   0.174%
 
 
                        Sum of corrected areas:    32846278
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.26    2.84 ng         135322   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 3-Pentanol, 2,4-dimethyl-           116 C7H16O         000600-36-2 25
 3 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 4 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 9 
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 29 (2.257 min): BF098742.D (-25) (-)
73.0

43.0
55.0 87.1

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0

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

5000

m/z-->

Abundance #8392: 3-Pentanol, 2,4-dimethyl-
73.0

55.0
43.0

27.0
15.0 83.0 98.0 115.0

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

5000

m/z-->

Abundance #4436: Pentane, 3-methoxy-
73.0

45.0

29.0 55.0 101.0

2.20 2.30 2.40 2.50 2.60 2.70

m/z  73.00  100.00%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  43.00   40.95%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  55.00   30.35%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  87.10   28.98%

2.20 2.30 2.40 2.50 2.60 2.70

m/z  41.00   13.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.16   13.87 ng         661015   1,4-Dichlorobenzene-d4      6.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 53
 2 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2       039961-72-3 9 
 5 Propane, 1-ethoxy-2-methyl-         102 C6H14O         000627-02-1 9 

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

5000

m/z-->

Abundance Scan 523 (5.163 min): BF098742.D (-517) (-)
43.0

59.0

101.0
83.0

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-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8344: 3-Hexanol, 4-methyl-
59.0

41.0

29.0
87.0

98.015.0 71.0

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
59.0

41.0

126.073.0 142.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   54.27%

4.80 5.00 5.20 5.40

m/z 101.00   18.64%

4.80 5.00 5.20 5.40

m/z  58.00   16.73%

4.80 5.00 5.20 5.40

m/z  41.00    8.05%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.69                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.69   73.89 ng        3522530   1,4-Dichlorobenzene-d4      6.92

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 783 (6.692 min): BF098742.D (-777) (-)
132.0

68.0

96.0
40.1 54.0 85.0 107.0

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

10 20 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
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   36.20%

6.40 6.60 6.80 7.00

m/z 134.00   33.73%

6.40 6.60 6.80 7.00

m/z  66.00   23.40%

6.40 6.60 6.80 7.00

m/z  69.10   13.87%

8270-BF092317.M Mon Sep 25 16:31:39 2017                                              Page: 5

Instrument :
BNA_F
ClientSampleId :
SP-CONCRETE

Instrument :
BNA_F
ClientSampleId :
SP-CONCRETE

Instrument :
BNA_F
ClientSampleId :
SP-CONCRETE



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octadecanoic acid               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.74    4.87 ng         288453   Phenanthrene-d10           11.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 91
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 90
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1811 (12.739 min): BF098742.D (-1807) (-)
43.0 73.0

128.9

185.1 241.2101.1 157.0 284.2213.1

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131262: Octadecanoic acid
73.0

43.0
129.0

284.0

241.0185.0

101.0 157.0 213.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
73.043.0

129.0

199.0 242.0
101.0 157.0

15.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0

73.0

284.0
129.0

185.0 241.0213.0101.0 157.0 312.0 372.0

12.40 12.60 12.80 13.00

m/z  43.00  100.00%

12.40 12.60 12.80 13.00

m/z  73.00   95.95%

12.40 12.60 12.80 13.00

m/z  57.00   86.13%

12.40 12.60 12.80 13.00

m/z  59.95   75.88%

12.40 12.60 12.80 13.00

m/z  55.00   72.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Tetracosanol-1                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.91    7.72 ng         295987   Chrysene-d12               14.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 Behenic alcohol                     326 C22H46O        000661-19-8 94
 4 n-Nonadecanol-1                     284 C19H40O        001454-84-8 91
 5 Dichloroacetic acid, heptadecyl ... 366 C19H36Cl2O2    1000282-98-2 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2010 (13.909 min): BF098742.D (-2007) (-)
57.0

97.1

139.1 234.1182.1 300.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57.0 97.0

139.0
181.0 308.0222.0 264.019.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #166292: Behenic alcohol
83.0

43.0

125.0

167.0 280.0210.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   97.57%

13.60 13.80 14.00 14.20

m/z  55.05   94.18%

13.60 13.80 14.00 14.20

m/z  83.05   87.74%

13.60 13.80 14.00 14.20

m/z  69.05   82.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Oxirane, hexadecyl-             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.00    2.20 ng          95163   Perylene-d12               15.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 91
 2 Octadecanal                         268 C18H36O        000638-66-4 90
 3 Hexadecanal                         240 C16H32O        000629-80-1 86
 4 1,19-Eicosadiene                    278 C20H38         014811-95-1 74
 5 1,15-Pentadecanediol                244 C15H32O2       014722-40-8 72

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

5000

m/z-->

Abundance Scan 2195 (14.998 min): BF098742.D (-2193) (-)
43.0

82.0

109.1
162.0 239.0190.1 301.1132.0 276.0215.0

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

5000

m/z-->

Abundance #117617: Oxirane, hexadecyl-
82.043.0

109.0
138.0 250.0208.0166.0

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

5000

m/z-->

Abundance #117607: Octadecanal
43.0 82.0

109.0

137.0 222.0 250.0194.0166.0

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

5000

m/z-->

Abundance #94314: Hexadecanal
43.0 82.0

110.0
196.0137.0 222.0166.0

14.60 14.80 15.00 15.20 15.40

m/z  43.05  100.00%

14.60 14.80 15.00 15.20 15.40

m/z  57.00   84.86%

14.60 14.80 15.00 15.20 15.40

m/z  82.00   65.87%

14.60 14.80 15.00 15.20 15.40

m/z  55.00   59.52%

14.60 14.80 15.00 15.20 15.40

m/z  41.00   58.38%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Heneicosane                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.04    2.01 ng          86769   Perylene-d12               15.57

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 Heptadecane                         240 C17H36         000629-78-7 90
 3 Triacontane                         422 C30H62         000638-68-6 90
 4 2-Bromotetradecane                  276 C14H29Br       074036-95-6 90
 5 Tridecanol, 2-ethyl-2-methyl-       242 C16H34O        1000115-66-1 90
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092317\
  Data File : BF098742.D                                          
  Acq On    : 23 Sep 2017  16:41
  Operator  : SJ/JU
  Sample    : I5335-03
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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...   2.26     2.8 ng     135322  1   6.92  953428  20.0
2-Pentanone, 4-hy...   5.16    13.9 ng     661015  1   6.92  953428  20.0
unknown6.69            6.69    73.9 ng    3522530  1   6.92  953428  20.0
Octadecanoic acid     12.74     4.9 ng     288453  4  11.44 1184240  20.0
n-Tetracosanol-1      13.91     7.7 ng     295987  5  14.08  767001  20.0
Oxirane, hexadecyl-   15.00     2.2 ng      95163  6  15.57  864843  20.0
Heneicosane           16.04     2.0 ng      86769  6  15.57  864843  20.0
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