
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   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-BF032217.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   4.063   365  370  377 rBV   263769    330334   8.70%   0.856%
  2   4.451   431  436  439 rBV  3236909   3283576  86.47%   8.511%
  3   5.516   611  617  620 rBV  2794891   3449854  90.85%   8.942%
  4   5.663   636  642  645 rBV  3308240   3508795  92.41%   9.095%
  5   5.916   681  685  689 rVB  1105599    964685  25.41%   2.501%
 
  6   6.098   711  716  719 rBV  2634322   2587578  68.15%   6.707%
  7   6.563   789  795  799 rBV  1859441   2241267  59.03%   5.810%
  8   7.422   935  941  944 rBV  1330022   1354966  35.68%   3.512%
  9   8.745  1159 1166 1169 rBV  3508102   3797144 100.00%   9.842%
 10   9.239  1246 1250 1253 rBV   200368    182506   4.81%   0.473%
 
 11   9.563  1297 1305 1309 rBV2 1464593   1560518  41.10%   4.045%
 12   9.598  1309 1311 1315 rVB    97918     79819   2.10%   0.207%
 13   9.816  1342 1348 1352 rBV3   44904     60491   1.59%   0.157%
 14  10.151  1401 1405 1410 rBV   105152     95441   2.51%   0.247%
 15  10.233  1416 1419 1423 rVB    87744     84384   2.22%   0.219%
 
 16  10.433  1445 1453 1455 rBV4   44419     75812   2.00%   0.197%
 17  10.533  1464 1470 1474 rBV  2010117   2310554  60.85%   5.989%
 18  10.739  1501 1505 1507 rBV   107953    122281   3.22%   0.317%
 19  11.139  1570 1573 1583 rVB4   22203     41647   1.10%   0.108%
 20  11.292  1595 1599 1602 rBV    58114     53992   1.42%   0.140%
 
 21  11.386  1609 1615 1617 rBV  1460923   1437971  37.87%   3.727%
 22  11.410  1617 1619 1623 rVV   431052    390648  10.29%   1.013%
 23  11.474  1623 1630 1634 rVB   175484    170720   4.50%   0.443%
 24  12.010  1716 1721 1723 rBV    58269     61202   1.61%   0.159%
 25  12.039  1723 1726 1731 rVB    82029     84941   2.24%   0.220%
 
 26  12.098  1731 1736 1739 rBV2   38609     43991   1.16%   0.114%
 27  12.139  1739 1743 1746 rVV   208192    213357   5.62%   0.553%
 28  12.169  1746 1748 1753 rVB    56510     51447   1.35%   0.133%
 29  12.380  1780 1784 1789 rBV2   52882     71966   1.90%   0.187%
 30  12.686  1833 1836 1840 rBV    44194     60838   1.60%   0.158%
 
 31  12.874  1864 1868 1872 rBV   910997    895007  23.57%   2.320%
 32  13.057  1894 1899 1902 rBV2   29408     39988   1.05%   0.104%
 33  13.151  1910 1915 1919 rBV   788721    862561  22.72%   2.236%
 34  13.368  1945 1952 1955 rBV  2709136   3123021  82.25%   8.095%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   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-BF032217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  13.439  1960 1964 1967 rVB    41478     54503   1.44%   0.141%
 
 36  13.545  1976 1982 1983 rBV4   43798     66312   1.75%   0.172%
 37  13.563  1983 1985 1990 rVB   105785    115895   3.05%   0.300%
 38  13.651  1996 2000 2003 rBV    96501     92593   2.44%   0.240%
 39  13.692  2003 2007 2010 rBV2   78221     89351   2.35%   0.232%
 40  13.804  2022 2026 2029 rBV    47606     43713   1.15%   0.113%
 
 41  13.839  2029 2032 2039 rVV    37775     40802   1.07%   0.106%
 42  14.186  2084 2091 2098 rBV5   28195     68698   1.81%   0.178%
 43  14.321  2108 2114 2117 rBV4   48200     66644   1.76%   0.173%
 44  14.439  2131 2134 2140 rVB2   26945     40029   1.05%   0.104%
 45  14.521  2144 2148 2158 rVV3  187998    264385   6.96%   0.685%
 
 46  14.633  2161 2167 2170 rVV2 1182088   1535165  40.43%   3.979%
 47  14.662  2170 2172 2175 rVV   248028    257213   6.77%   0.667%
 48  14.686  2175 2176 2182 rVB3   63820     67728   1.78%   0.176%
 49  14.757  2182 2188 2191 rBV3   61733     81042   2.13%   0.210%
 50  15.115  2244 2249 2253 rBV    49497     67693   1.78%   0.175%
 
 51  15.309  2280 2282 2288 rVB6   24516     38027   1.00%   0.099%
 52  15.674  2340 2344 2351 rBV7   21553     45407   1.20%   0.118%
 53  15.751  2353 2357 2363 rVV3   25024     39042   1.03%   0.101%
 54  15.857  2370 2375 2378 rBV   177509    272255   7.17%   0.706%
 55  15.962  2390 2393 2398 rVB    38756     39233   1.03%   0.102%
 
 56  16.145  2420 2424 2429 rVB   107620    122194   3.22%   0.317%
 57  16.204  2429 2434 2439 rBV   155201    173336   4.56%   0.449%
 58  16.268  2439 2445 2449 rBV   725546    898458  23.66%   2.329%
 59  16.798  2530 2535 2541 rBV2   41465     60301   1.59%   0.156%
 60  17.262  2610 2614 2621 rBV6   21563     42680   1.12%   0.111%
 
 61  17.615  2669 2674 2684 rVB2   57088    117677   3.10%   0.305%
 62  18.009  2736 2741 2748 rBV    44438     85664   2.26%   0.222%
 
 
                        Sum of corrected areas:    38579342
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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.
---------------------------------------------------------------------
  4.06    6.85 ng         330334   1,4-Dichlorobenzene-d4      5.92

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 36
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 32
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 369 (4.057 min): BF094028.D (-365) (-)
43.0

59.1

101.1
83.0

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

5000

m/z-->

Abundance #7950: 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 #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

41.0

126.073.0 142.0

3.80 4.00 4.20 4.40

m/z  42.95  100.00%

3.80 4.00 4.20 4.40

m/z  59.10   57.66%

3.80 4.00 4.20 4.40

m/z 101.10   19.03%

3.80 4.00 4.20 4.40

m/z  58.10   15.07%

3.80 4.00 4.20 4.40

m/z  41.00    9.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown5.66                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.66   72.74 ng        3508800   1,4-Dichlorobenzene-d4      5.92

 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 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10
 5 Benzene, 1,3,5-trifluoro-           132 C6H3F3         000372-38-3 9 

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

5000

m/z-->

Abundance Scan 641 (5.657 min): BF094028.D (-636) (-)
132.0

68.1

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 #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 #13930: (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 #14006: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

5.40 5.60 5.80 6.00

m/z 132.00  100.00%

5.40 5.60 5.80 6.00

m/z  68.10   39.94%

5.40 5.60 5.80 6.00

m/z 134.00   31.95%

5.40 5.60 5.80 6.00

m/z  66.00   24.60%

5.40 5.60 5.80 6.00

m/z  69.10   16.10%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  4H-Cyclopenta[def]phenanthrene  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.14    2.97 ng         213357   Phenanthrene-d10           11.39

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 93
 2 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BClO3S     036155-87-0 59
 3 Methyl diselenide                   190 C2H6Se2        007101-31-7 55
 4 2,3,5,6-Tetramethylterephthalald... 190 C12H14O2       007072-01-7 47
 5 6H-Cyclobuta[jk]phenanthrene        190 C15H10         083469-43-6 45

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1743 (12.139 min): BF094028.D (-1739) (-)
190.1

94.6
163.074.0 139.1111.050.1 208.1

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 #49343: Methyl diselenide
190.093.0

175.0

109.0 160.078.0

11.80 12.00 12.20 12.40

m/z 190.10  100.00%

11.80 12.00 12.20 12.40

m/z 189.10   97.68%

11.80 12.00 12.20 12.40

m/z 191.10   38.20%

11.80 12.00 12.20 12.40

m/z 192.05   35.09%

11.80 12.00 12.20 12.40

m/z  94.60   23.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Diethylene glycol dibenzoate    Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.52    3.44 ng         264385   Chrysene-d12               14.63

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Diethylene glycol dibenzoate        314 C18H18O5       000120-55-8 53
 2 1,2-Benzenedicarboxylic acid, di... 334 C20H30O4       000084-75-3 35
 3 2-Methoxyethylsemithiocarbazide     149 C4H11N3OS      006926-54-1 30
 4 2-Methyl-4-hydroxybenzoxazole       149 C8H7NO2        051110-60-2 27
 5 1-Propanone, 3-hydroxy-1-phenyl-    150 C9H10O2        005650-41-9 14

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

5000

m/z-->

Abundance Scan 2148 (14.521 min): BF094028.D (-2144) (-)
105.0 149.0

77.0 178.1
43.0

234.1260.2208.1

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

5000

m/z-->

Abundance #124905: Diethylene glycol dibenzoate
105.0 149.0

77.0

51.0
179.018.0

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

5000

m/z-->

Abundance #134718: 1,2-Benzenedicarboxylic acid, dihexyl ester
149.0

43.0

251.076.0 104.0 176.015.0 334.0203.0 278.0

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

5000

m/z-->

Abundance #22378: 2-Methoxyethylsemithiocarbazide
32.0 149.0

59.0
86.0

117.0

14.20 14.40 14.60 14.80

m/z 105.00  100.00%

14.20 14.40 14.60 14.80

m/z 149.00   87.95%

14.20 14.40 14.60 14.80

m/z  76.95   39.74%

14.20 14.40 14.60 14.80

m/z 178.10   35.81%

14.20 14.40 14.60 14.80

m/z  83.10   20.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Benzo[e]pyrene                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.14    2.72 ng         122194   Perylene-d12               16.27

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 94
 2 Benzo[j]fluoranthene                252 C20H12         000205-82-3 93
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 93
 4 Perylene                            252 C20H12         000198-55-0 91
 5 Benzo[k]fluoranthene                252 C20H12         000207-08-9 90

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

5000

m/z-->

Abundance Scan 2423 (16.139 min): BF094028.D (-2420) (-)
252.1

125.0

224.1100.174.0 198.0 283.1151.048.9 177.0

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

5000

m/z-->

Abundance #89820: Benzo[e]pyrene
252.0

126.0

224.0100.0 200.041.0 63.0 174.0150.0

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

5000

m/z-->

Abundance #89822: Benzo[j]fluoranthene
252.0

126.0

224.0100.0 200.074.051.0 174.0150.029.0

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

5000

m/z-->

Abundance #89827: Benz[e]acephenanthrylene
252.0

126.0

224.0100.0 200.074.0 174.051.0 150.026.0

15.80 16.00 16.20 16.40

m/z 252.05  100.00%

15.80 16.00 16.20 16.40

m/z 250.10   33.05%

15.80 16.00 16.20 16.40

m/z 125.00   22.83%

15.80 16.00 16.20 16.40

m/z 126.05   19.78%

15.80 16.00 16.20 16.40

m/z 253.05   18.52%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
  Data File : BF094028.D                                          
  Acq On    : 29 Mar 2017  19:44
  Operator  : SJ/MA
  Sample    : I2440-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217.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...   4.06     6.8 ng     330334  1   5.92  964685  20.0
unknown5.66            5.66    72.7 ng    3508800  1   5.92  964685  20.0
4H-Cyclopenta[def...  12.14     3.0 ng     213357  4  11.39 1437970  20.0
Diethylene glycol...  14.52     3.4 ng     264385  5  14.63 1535170  20.0
Benzo[e]pyrene        16.14     2.7 ng     122194  6  16.27  898458  20.0
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