
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   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-BF013017.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   4.956   249  251  262 rBV   618252    927110  33.14%   3.754%
  2   5.401   287  290  302 rBV  2095983   2551302  91.20%  10.330%
  3   6.453   379  382  390 rBV  2528312   2797424 100.00%  11.327%
  4   6.567   390  392  395 rBV  1715206   2395111  85.62%   9.698%
  5   6.807   410  413  415 rBV   720356    828112  29.60%   3.353%
 
  6   6.956   424  426  429 rBV  1885410   1793676  64.12%   7.263%
  7   7.367   460  462  465 rBV  1178042   1470940  52.58%   5.956%
  8   8.087   523  525  528 rBV  1111029   1039665  37.17%   4.210%
  9   9.162   617  619  622 rBV  2579508   2380203  85.09%   9.637%
 10   9.562   652  654  661 rVB   152676    151162   5.40%   0.612%
 
 11   9.836   676  678  681 rBV   924069   1143797  40.89%   4.631%
 12  10.270   714  716  718 rVB    40903     31181   1.11%   0.126%
 13  10.636   745  748  750 rBV  1045170   1267230  45.30%   5.131%
 14  10.739   756  757  762 rVB    56323     73130   2.61%   0.296%
 15  11.185   795  796  802 rBV3   33226     67373   2.41%   0.273%
 
 16  11.322   806  808  814 rBV   945492   1207620  43.17%   4.890%
 17  12.545   912  915  917 rBV   114990    126787   4.53%   0.513%
 18  12.774   932  935  937 rVB    91674    116407   4.16%   0.471%
 19  12.911   944  947  949 rBV  2361158   2103822  75.21%   8.518%
 20  13.814  1023 1026 1030 rBV2   65487    113484   4.06%   0.459%
 
 21  13.974  1037 1040 1042 rBV   684695    963710  34.45%   3.902%
 22  14.797  1110 1112 1113 rVB    29589     36476   1.30%   0.148%
 23  14.991  1126 1129 1132 rBV    43007     90846   3.25%   0.368%
 24  15.334  1157 1159 1161 rBV    29174     40762   1.46%   0.165%
 25  15.391  1161 1164 1167 rBV   640704    811915  29.02%   3.287%
 
 26  15.791  1197 1199 1203 rBV    28562     54366   1.94%   0.220%
 27  16.260  1238 1240 1245 rVB2   24551     47755   1.71%   0.193%
 28  16.797  1284 1287 1290 rVB2   34199     66170   2.37%   0.268%
 
 
                        Sum of corrected areas:    24697536
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  1  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.96   22.39 ng         927110   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 53
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 33
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
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0

5000

m/z-->

Abundance Scan 251 (4.956 min): BF093301.D (-249) (-)
43.0

59.1

101.1
83.171.0
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0

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0
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m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

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

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

4.60 4.80 5.00 5.20

m/z  43.05  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   60.09%

4.60 4.80 5.00 5.20

m/z 101.10   18.35%

4.60 4.80 5.00 5.20

m/z  58.00   15.55%

4.60 4.80 5.00 5.20

m/z  41.10    8.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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   57.85 ng        2395110   1,4-Dichlorobenzene-d4      6.81

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
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0

5000

m/z-->

Abundance Scan 392 (6.567 min): BF093301.D (-390) (-)
132.1

68.1

96.140.0 54.0
85.0 115.0

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

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.090.052.039.0 77.028.015.0 116.0

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

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0 44.0
70.0

86.056.0

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

5000

m/z-->

Abundance #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

6.20 6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   54.46%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   34.92%

6.20 6.40 6.60 6.80 7.00

m/z 134.10   30.88%

6.20 6.40 6.60 6.80 7.00

m/z  69.10   20.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  5  Trichloroacetic acid, hexad...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.81    2.36 ng         113484   Chrysene-d12               13.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 94
 2 2- Bromopropionic acid, pentadec... 362 C18H35BrO2     1000292-44-2 91
 3 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 91
 4 Trifluoroacetic acid, n-heptadec... 324 C17H31F3O2     1000216-79-2 91
 5 5-Eicosene, (E)-                    280 C20H40         074685-30-6 91

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

5000

m/z-->

Abundance Scan 1026 (13.814 min): BF093301.D (-1023) (-)
55.0 83.1

111.1

139.2 163.2 208.0 230.1
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Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

69.0
97.0

125.0
153.0 196.0 224.0
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Abundance #145525: 2- Bromopropionic acid, pentadecyl ester
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83.0

29.0
111.0

153.0 182.0 208.0 255.0130.0
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0
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m/z-->

Abundance #139663: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0

111.0

29.0

139.0 210.0167.0 238.0 263.0

13.40 13.60 13.80 14.00 14.20

m/z  55.00  100.00%

13.40 13.60 13.80 14.00 14.20

m/z  43.10   98.31%

13.40 13.60 13.80 14.00 14.20

m/z  57.10   93.58%

13.40 13.60 13.80 14.00 14.20

m/z  83.10   81.52%

13.40 13.60 13.80 14.00 14.20

m/z  97.10   77.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P

*********************************************************************
Peak Number  6  Benz[e]acephenanthrylene        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.99    2.24 ng          90846   Perylene-d12               15.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 96
 2 Benzo[k]fluoranthene                252 C20H12         000207-08-9 95
 3 Perylene                            252 C20H12         000198-55-0 94
 4 Benzo[j]fluoranthene                252 C20H12         000205-82-3 93
 5 Benzo[a]pyrene                      252 C20H12         000050-32-8 93

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

5000

m/z-->

Abundance Scan 1129 (14.991 min): BF093301.D (-1126) (-)
252.1

126.0
224.198.0 153.0 281.151.0 201.071.1 175.1

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

5000

m/z-->

Abundance #89826: Benz[e]acephenanthrylene
252.0

126.0
224.0100.0 200.074.0 174.0150.039.0
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m/z-->

Abundance #89823: Benzo[k]fluoranthene
252.0

126.0
224.099.0 200.074.0

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

5000

m/z-->

Abundance #89814: Perylene
252.0

126.0

224.099.074.0 198.050.0 150.0 174.027.0

14.60 14.80 15.00 15.20 15.40

m/z 252.10  100.00%

14.60 14.80 15.00 15.20 15.40

m/z 250.20   23.82%

14.60 14.80 15.00 15.20 15.40

m/z 253.10   21.03%

14.60 14.80 15.00 15.20 15.40

m/z 126.00   17.26%

14.60 14.80 15.00 15.20 15.40

m/z 125.10   15.88%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030117\
  Data File : BF093301.D                                          
  Acq On    :  1 Mar 2017  20:43
  Operator  : SJ/MA
  Sample    : I2033-01
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  TIC Library   : C:\DATABASE\NIST02.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.96    22.4 ng     927110  1   6.81  828112  20.0
unknown6.57            6.57    57.9 ng    2395110  1   6.81  828112  20.0
Trichloroacetic a...  13.81     2.4 ng     113484  5  13.97  963710  20.0
Benz[e]acephenant...  14.99     2.2 ng      90846  6  15.39  811915  20.0
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