
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  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-BF103015.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   2.133     3    4   18 rVB2  106383    186769   3.33%   0.366%
  2   5.059   256  260  269 rVB  1792730   2809577  50.15%   5.500%
  3   5.470   293  296  299 rBV  3865643   5190992  92.65%  10.162%
  4   6.499   383  386  389 rBV  4347748   4983386  88.95%   9.755%
  5   6.636   395  398  400 rBV  5736939   5554595  99.14%  10.873%
 
  6   6.865   416  418  420 rBV   677547    545232   9.73%   1.067%
  7   7.025   429  432  434 rBV  4902021   4230739  75.51%   8.282%
  8   7.425   464  467  470 rBV  2837491   3429874  61.22%   6.714%
  9   8.145   528  530  533 rBV   480364    604174  10.78%   1.183%
 10   9.231   622  625  627 rBV  6151799   5602769 100.00%  10.968%
 
 11   9.619   657  659  662 rBV  1299489   1155583  20.63%   2.262%
 12   9.905   681  684  686 rBV   861099    731933  13.06%   1.433%
 13  10.328   718  721  722 rBV2   50224     68153   1.22%   0.133%
 14  10.694   750  753  755 rBV  4041721   3922219  70.01%   7.678%
 15  10.819   762  764  768 rVB    44521     60272   1.08%   0.118%
 
 16  11.265   802  803  808 rVB2   42123     81490   1.45%   0.160%
 17  11.379   811  813  817 rVV   479954   1028677  18.36%   2.014%
 18  11.459   817  820  821 rVB2   82799     80034   1.43%   0.157%
 19  11.928   859  861  863 rBV2  217105    279686   4.99%   0.547%
 20  11.996   865  867  872 rBV2  121982    164315   2.93%   0.322%
 
 21  12.202   882  885  887 rBV3   49464     93617   1.67%   0.183%
 22  12.591   917  919  922 rBV   705392    887571  15.84%   1.737%
 23  12.705   927  929  931 rBV2   83645    113385   2.02%   0.222%
 24  12.819   936  939  942 rBV2  599297    735139  13.12%   1.439%
 25  12.979   950  953  955 rVB  4286308   4594019  82.00%   8.993%
 
 26  13.151   965  968  970 rVB   157231    177051   3.16%   0.347%
 27  13.219   972  974  975 rBV   190897    158312   2.83%   0.310%
 28  13.768  1020 1022 1023 rBV   105016    117630   2.10%   0.230%
 29  13.871  1029 1031 1036 rBV2  113171    199807   3.57%   0.391%
 30  14.020  1041 1044 1045 rBV2 1001581   1166850  20.83%   2.284%
 
 31  14.511  1085 1087 1088 rBV2   58231     88112   1.57%   0.172%
 32  15.048  1131 1134 1139 rVV   253349    564310  10.07%   1.105%
 33  15.140  1140 1142 1145 rVB2   75033     94157   1.68%   0.184%
 34  15.334  1157 1159 1162 rVB   180199    214918   3.84%   0.421%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  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-BF103015.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.391  1162 1164 1167 rVB   190606    233522   4.17%   0.457%
 
 36  15.448  1167 1169 1171 rBV   300910    443813   7.92%   0.869%
 37  16.843  1289 1291 1296 rVB2  118044    267217   4.77%   0.523%
 38  17.266  1325 1328 1334 rVB    86966    224334   4.00%   0.439%
 
 
                        Sum of corrected areas:    51084233
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Propane, 1,1-dimethoxy-         Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.13    6.85 ng         186769   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 59
 2 1,4-Pentanediol                     104 C5H12O2        000626-95-9 12
 3 1-Butene, 4-methoxy                  86 C5H10O         004696-30-4 9 
 4 Azetidine, 1-methyl-                 71 C4H9N          004923-79-9 9 
 5 Propanal, 3-methoxy-                 88 C4H8O2         002806-84-0 9 

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

5000

m/z-->

Abundance Scan 4 (2.133 min): BF082733.D (-3) (-)
75.1

45.1

58.0 67.036.1 85.0 103.0

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

5000

m/z-->

Abundance #4671: Propane, 1,1-dimethoxy-
75.0

29.0
45.0

57.0 103.087.0

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

5000

m/z-->

Abundance #4633: 1,4-Pentanediol
45.0

71.0

31.0 56.0
19.0 85.0 103.0

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

5000

m/z-->

Abundance #1722: 1-Butene, 4-methoxy
45.0

29.0 56.0 85.071.0

2.20 2.30 2.40 2.50 2.60

m/z  75.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  73.10   69.06%

2.20 2.30 2.40 2.50 2.60

m/z  45.10   51.59%

2.20 2.30 2.40 2.50 2.60

m/z  43.10   43.73%

2.20 2.30 2.40 2.50 2.60

m/z  71.10   43.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  5.06  103.06 ng        2809580   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17

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

5000

m/z-->

Abundance Scan 260 (5.059 min): BF082733.D (-256) (-)
43.1

59.1

101.1

83.169.0

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

5000

m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

101.031.0 83.0 93.0

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

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

5000

m/z-->

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

57.0

101.029.0
15.0 73.0 83.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   63.39%

4.80 5.00 5.20 5.40

m/z 101.10   21.08%

4.80 5.00 5.20 5.40

m/z  58.10   14.67%

4.80 5.00 5.20 5.40

m/z  41.10    9.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.64                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.64  203.75 ng        5554600   1,4-Dichlorobenzene-d4      6.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 4 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10
 5 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 10

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

5000

m/z-->

Abundance Scan 398 (6.636 min): BF082733.D (-395) (-)
132.1

68.1

96.1
40.1 54.1

85.0 107.1

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

5000

m/z-->

Abundance #13677: 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 #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

6.40 6.60 6.80 7.00

m/z 132.10  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   51.28%

6.40 6.60 6.80 7.00

m/z 134.10   33.72%

6.40 6.60 6.80 7.00

m/z  66.10   33.15%

6.40 6.60 6.80 7.00

m/z  69.10   21.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.93    5.44 ng         279686   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 95
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 80
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
 5 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72

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

5000

m/z-->

Abundance Scan 861 (11.928 min): BF082733.D (-859) (-)
73.0

43.1

129.1
213.2

97.1 185.2157.1 256.3

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

5000

m/z-->

Abundance #92227: n-Hexadecanoic acid
43.0

73.0

129.0 256.097.0 213.0171.0 194.0152.0 237.0

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

5000

m/z-->

Abundance #65562: Tridecanoic acid
73.0

43.0

129.0
214.0171.097.0

152.0 195.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
166.0

11.60 11.80 12.00 12.20

m/z  73.05  100.00%

11.60 11.80 12.00 12.20

m/z  43.10   79.62%

11.60 11.80 12.00 12.20

m/z  60.10   78.54%

11.60 11.80 12.00 12.20

m/z  57.10   69.58%

11.60 11.80 12.00 12.20

m/z  55.10   64.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  4H-Cyclopenta[def]phenanthrene  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.00    3.19 ng         164315   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 87
 2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BClO3S     036155-87-0 53
 3 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 33
 4 Pyrimidine, 2-chloro-5-phenyl-      190 C10H7ClN2      022536-62-5 25
 5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H6O4        004923-55-1 25

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 867 (11.996 min): BF082733.D (-865) (-)
190.1

94.5
163.063.0 137.1110.044.0 208.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190.0

94.0

163.063.039.0 110.0 137.078.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #49395: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190.045.0

146.0

82.0
117.0

162.0
65.0 102.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #49336: 6H-Cyclobuta[jk]phenanthrene
189.0

94.0

163.0

11.60 11.80 12.00 12.20 12.40

m/z 190.10  100.00%

11.60 11.80 12.00 12.20 12.40

m/z 189.10   89.54%

11.60 11.80 12.00 12.20 12.40

m/z 192.10   31.43%

11.60 11.80 12.00 12.20 12.40

m/z 191.10   29.21%

11.60 11.80 12.00 12.20 12.40

m/z 187.10   19.44%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Dodecanoic acid                 Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.71    2.20 ng         113385   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Dodecanoic acid                     200 C12H24O2       000143-07-7 53
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 50
 3 Amyl Nitrite                        117 C5H11NO2       000110-46-3 27
 4 Heptane, 2,6-dimethyl-              128 C9H20          001072-05-5 11
 5 Decane, 2,3,5,8-tetramethyl-        198 C14H30         192823-15-7 11

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

5000

m/z-->

Abundance Scan 929 (12.705 min): BF082733.D (-927) (-)
43.1

73.1

129.197.1

185.2 241.3150.2 219.2

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

5000

m/z-->

Abundance #56043: Dodecanoic acid
73.0

43.0

129.0
200.0157.0

101.0

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

5000

m/z-->

Abundance #75070: Tetradecanoic acid
73.043.0

129.0

185.0
97.0 228.0

157.018.0

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

5000

m/z-->

Abundance #8236: Amyl Nitrite
29.0

57.0

86.0 116.0

12.40 12.60 12.80 13.00

m/z  43.10  100.00%

12.40 12.60 12.80 13.00

m/z  57.10   79.85%

12.40 12.60 12.80 13.00

m/z  73.10   75.47%

12.40 12.60 12.80 13.00

m/z  60.10   74.61%

12.40 12.60 12.80 13.00

m/z  55.10   71.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  11H-Benzo[b]fluorene            Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.15    3.03 ng         177051   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 11H-Benzo[b]fluorene                216 C17H12         000243-17-4 94
 2 Pyrene, 1-methyl-                   216 C17H12         002381-21-7 94
 3 11H-Benzo[a]fluorene                216 C17H12         000238-84-6 91
 4 Fluoranthene, 2-methyl-             216 C17H12         033543-31-6 87
 5 7H-Benzo[c]fluorene                 216 C17H12         000205-12-9 72

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

5000

m/z-->

Abundance Scan 968 (13.151 min): BF082733.D (-965) (-)
216.1

107.6 189.1163.163.0 87.143.1 131.1 243.3

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

5000

m/z-->

Abundance #67030: 11H-Benzo[b]fluorene
216.0

107.0
189.0163.081.0 139.050.028.0

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

5000

m/z-->

Abundance #67023: Pyrene, 1-methyl-
216.0

95.0 189.0
163.063.039.0 122.014.0

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

5000

m/z-->

Abundance #67033: 11H-Benzo[a]fluorene
216.0

108.0

189.081.0 163.062.0 137.0

12.80 13.00 13.20 13.40

m/z 216.10  100.00%

12.80 13.00 13.20 13.40

m/z 215.10   82.01%

12.80 13.00 13.20 13.40

m/z 213.10   22.65%

12.80 13.00 13.20 13.40

m/z 217.10   15.52%

12.80 13.00 13.20 13.40

m/z 107.60   11.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Pyrene, 1-methyl-               Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.22    2.71 ng         158312   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyrene, 1-methyl-                   216 C17H12         002381-21-7 94
 2 Fluoranthene, 2-methyl-             216 C17H12         033543-31-6 91
 3 11H-Benzo[b]fluorene                216 C17H12         000243-17-4 90
 4 11H-Benzo[a]fluorene                216 C17H12         000238-84-6 83
 5 7H-Benzo[c]fluorene                 216 C17H12         000205-12-9 74

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

5000

m/z-->

Abundance Scan 974 (13.219 min): BF082733.D (-972) (-)
216.1

107.5 189.157.1 163.185.139.0 234.2134.2

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

5000

m/z-->

Abundance #67023: Pyrene, 1-methyl-
216.0

95.0 189.0
163.063.039.0 122.014.0

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

5000

m/z-->

Abundance #67036: Fluoranthene, 2-methyl-
216.0

108.0

189.081.063.0 163.0139.043.0

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

5000

m/z-->

Abundance #67030: 11H-Benzo[b]fluorene
216.0

107.0
189.0163.081.063.0 139.039.0

12.80 13.00 13.20 13.40 13.60

m/z 216.10  100.00%

12.80 13.00 13.20 13.40 13.60

m/z 215.10   95.87%

12.80 13.00 13.20 13.40 13.60

m/z 213.10   23.44%

12.80 13.00 13.20 13.40 13.60

m/z 217.10   16.41%

12.80 13.00 13.20 13.40 13.60

m/z 107.50   10.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Benzo[b]naphtho[2,3-d]thiop...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.77    2.02 ng         117630   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[b]naphtho[2,3-d]thiophene     234 C16H10S        000243-46-9 96
 2 Benzo[b]naphtho[2,1-d]thiophene     234 C16H10S        000239-35-0 95
 3 Benzo[b]naphtho[1,2-d]thiophene     234 C16H10S        000205-43-6 93
 4 2-Amino-6-t-butyl-3-cyano-4,5,6,... 234 C13H18N2S      042159-76-2 50
 5 4H-1-Benzopyran-2-carboxylic aci... 234 C12H10O5       023866-72-0 42

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

5000

m/z-->

Abundance Scan 1022 (13.768 min): BF082733.D (-1020) (-)
234.1

189.1117.057.1 97.1 163.1138.1 210.177.1 261.3

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

5000

m/z-->

Abundance #78648: Benzo[b]naphtho[2,3-d]thiophene
234.0

117.0
189.095.0 163.063.0 139.0 209.0

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

5000

m/z-->

Abundance #78650: Benzo[b]naphtho[2,1-d]thiophene
234.0

189.0117.0 163.063.032.0 91.0 139.0

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

5000

m/z-->

Abundance #78654: Benzo[b]naphtho[1,2-d]thiophene
234.0

117.028.0 189.0163.063.0 94.0 139.0 209.0

13.40 13.60 13.80 14.00

m/z 234.10  100.00%

13.40 13.60 13.80 14.00

m/z 235.10   17.68%

13.40 13.60 13.80 14.00

m/z 189.10   11.59%

13.40 13.60 13.80 14.00

m/z 232.10    9.64%

13.40 13.60 13.80 14.00

m/z 202.10    9.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  1-Pentadecanethiol              Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87    3.42 ng         199807   Chrysene-d12               14.02

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Pentadecanethiol                  244 C15H32S        025276-70-4 86
 2 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 83
 3 Pentafluoropropionic acid, octad... 416 C21H37F5O2     1000280-07-7 83
 4 17-Pentatriacontene                 491 C35H70         006971-40-0 80
 5 1-Tetracosanol                      354 C24H50O        000506-51-4 74

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

5000

m/z-->

Abundance Scan 1031 (13.871 min): BF082733.D (-1029) (-)
57.1

83.1

230.1111.1

142.2 180.3 261.2 291.2

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

5000

m/z-->

Abundance #84854: 1-Pentadecanethiol
55.0 83.0

111.0 244.029.0
210.0

182.0139.0

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

5000

m/z-->

Abundance #165992: Heptafluorobutyric acid, n-octadecyl ester
43.0

69.0

97.0

125.0 252.0169.0 224.0195.0

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

5000

m/z-->

Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43.0

69.0

97.0

125.0 252.0154.0 224.0181.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   86.83%

13.60 13.80 14.00 14.20

m/z  55.10   80.89%

13.60 13.80 14.00 14.20

m/z  83.10   60.28%

13.60 13.80 14.00 14.20

m/z  69.10   53.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown15.14                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.14    4.24 ng          94157   Perylene-d12               15.45

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 46
 2 Octadecane                          254 C18H38         000593-45-3 45
 3 Heptadecane                         240 C17H36         000629-78-7 45
 4 Heneicosane                         296 C21H44         000629-94-7 43
 5 Docosane                            310 C22H46         000629-97-0 43

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 1142 (15.140 min): BF082733.D (-1140) (-)
57.1

85.1
252.1

113.1
140.1 169.2 224.1 303.2195.1 332.2277.3

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #73963: Hexadecane
57.0

85.0

29.0
113.0 141.0 226.0169.0 197.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #91035: Octadecane
57.0

85.0

29.0 113.0 141.0 254.0169.0 197.0 225.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #82608: Heptadecane
57.0

85.0

29.0
113.0 141.0 240.0169.0 197.0

14.80 15.00 15.20 15.40

m/z  57.10  100.00%

14.80 15.00 15.20 15.40

m/z  43.10   57.98%

14.80 15.00 15.20 15.40

m/z  71.10   57.81%

14.80 15.00 15.20 15.40

m/z  85.10   52.10%

14.80 15.00 15.20 15.40

m/z 252.10   41.40%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110615\
  Data File : BF082733.D                                          
  Acq On    :  5 Nov 2015  17:04
  Operator  : UM/IZ
  Sample    : G4261-12
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF103015.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|
----------------------------------------------------------------------------
Propane, 1,1-dime...   2.13     6.8 ng     186769  1   6.86  545232  20.0
2-Pentanone, 4-hy...   5.06   103.1 ng    2809580  1   6.86  545232  20.0
unknown6.64            6.64   203.8 ng    5554600  1   6.86  545232  20.0
n-Hexadecanoic acid   11.93     5.4 ng     279686  4  11.39 1028680  20.0
4H-Cyclopenta[def...  12.00     3.2 ng     164315  4  11.39 1028680  20.0
Dodecanoic acid       12.71     2.2 ng     113385  4  11.39 1028680  20.0
11H-Benzo[b]fluorene  13.15     3.0 ng     177051  5  14.02 1166850  20.0
Pyrene, 1-methyl-     13.22     2.7 ng     158312  5  14.02 1166850  20.0
Benzo[b]naphtho[2...  13.77     2.0 ng     117630  5  14.02 1166850  20.0
1-Pentadecanethiol    13.87     3.4 ng     199807  5  14.02 1166850  20.0
unknown15.14          15.14     4.2 ng      94157  6  15.45  443813  20.0
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