
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   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-BF050217.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   2.266    53   56   61 rVB    34681     43361   1.96%   0.226%
  2   4.107   364  369  377 rVB2   14389     27570   1.25%   0.144%
  3   4.407   415  420  424 rBV    15812     24988   1.13%   0.130%
  4   5.031   522  526  531 rBV   236910    411998  18.61%   2.146%
  5   5.678   632  636  659 rBV  1003719   1557094  70.35%   8.112%
 
  6   7.266   901  906  921 rBV   932714   1392998  62.94%   7.257%
  7   7.384   921  926  935 rVB  1333239   1751787  79.15%   9.126%
  8   7.725   979  984  994 rVB   394082    467642  21.13%   2.436%
  9   7.960  1019 1024 1035 rBV  1185716   1363636  61.61%   7.104%
 10   8.619  1130 1136 1146 rBV   835800   1066048  48.16%   5.554%
 
 11   9.736  1322 1326 1338 rBV   509033    636458  28.76%   3.316%
 12  11.513  1623 1628 1640 rBV  1847420   2109700  95.32%  10.990%
 13  12.566  1802 1807 1816 rBV2  511359    693875  31.35%   3.615%
 14  13.865  2022 2028 2037 rBV   865698   1148582  51.89%   5.984%
 15  14.965  2211 2215 2228 rVB   558215    694118  31.36%   3.616%
 
 16  15.942  2372 2381 2394 rBV   276402    384826  17.39%   2.005%
 17  16.124  2407 2412 2418 rBV5   19612     25094   1.13%   0.131%
 18  16.848  2529 2535 2538 rBV2   23493     27109   1.22%   0.141%
 19  16.912  2543 2546 2553 rVB4   31091     47006   2.12%   0.245%
 20  17.036  2560 2567 2579 rBV   445922    610600  27.59%   3.181%
 
 21  17.301  2606 2612 2615 rBV  1858183   2213333 100.00%  11.530%
 22  18.095  2744 2747 2756 rVB    19627     30258   1.37%   0.158%
 23  18.442  2801 2806 2809 rBV    43426     67394   3.04%   0.351%
 24  18.489  2810 2814 2817 rVV    72206    106265   4.80%   0.554%
 25  18.524  2817 2820 2828 rVB   506776    513674  23.21%   2.676%
 
 26  18.636  2835 2839 2847 rVB   666936    775184  35.02%   4.038%
 27  19.330  2950 2957 2967 rVB    17718     47717   2.16%   0.249%
 28  19.859  3038 3047 3051 rBV9   17864     50817   2.30%   0.265%
 29  20.059  3075 3081 3084 rBV2   22435     33996   1.54%   0.177%
 30  20.294  3117 3121 3130 rVB   581882    741077  33.48%   3.861%
 
 31  20.400  3136 3139 3146 rVB6   20974     35771   1.62%   0.186%
 32  20.694  3184 3189 3194 rBV7   12098     30715   1.39%   0.160%
 33  21.212  3272 3277 3281 rVB6   15646     27387   1.24%   0.143%
 34  21.506  3323 3327 3333 rVB8   19218     37727   1.70%   0.197%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   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-BF050217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    19195805
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.03   17.62 ng         411998   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 59
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 526 (5.031 min): BF094875.D (-522) (-)
43

59

101

8351 69

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

5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8351 67 9134

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 8650 69

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

41

68
12650 142

4.60 4.80 5.00 5.20 5.40

m/z  43.05  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   62.24%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   20.16%

4.60 4.80 5.00 5.20 5.40

m/z  58.10   14.06%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    9.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  (E)-3-Chloro-2-methyl-2-pen...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38   74.92 ng        1751790   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 16
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 
 5 4-Chloro-6-fluoro-pyrimidine        132 C4H2ClFN2      051422-01-6 9 

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

5000

m/z-->

Abundance Scan 926 (7.384 min): BF094875.D (-921) (-)
132

68

96
40 7554 10447 61 87 115

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

67

41 97
53 117

79
89 105 1246034

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

69
104

785131 38

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

7.00 7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.10   38.55%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   31.68%

7.00 7.20 7.40 7.60 7.80

m/z  66.00   22.57%

7.00 7.20 7.40 7.60 7.80

m/z  69.05   15.13%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  1,2-Dichlorobenzene-D4          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.96   58.32 ng        1363640   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,2-Dichlorobenzene-D4              150 C6D4Cl2        002199-69-1 95
 2 1,4-Dichlorobenzene-D4              150 C6D4Cl2        003855-82-1 95
 3 Benzenamine, N,N-dimethyl-4-nitr... 150 C8H10N2O       000138-89-6 32
 4 9-Borabicyclo[3.3.1]nonane, 9-et... 150 C10H19B        052102-17-7 22
 5 4,6-Diaminopyrazolo[3,4-d]pyrimi... 150 C5H6N6         005413-80-9 12

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1024 (7.960 min): BF094875.D (-1019) (-)
150

115

7852
8738 63 99 124132

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #24120: 1,2-Dichlorobenzene-D4
150

115
52 78

38 8728 63 9912 124
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0

5000

m/z-->

Abundance #24121: 1,4-Dichlorobenzene-D4
150

115
7852

40 8728 62 9914 124

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #24338: Benzenamine, N,N-dimethyl-4-nitroso-
150

7742
105 120

13691
6350

3015

7.60 7.80 8.00 8.20

m/z 150.00  100.00%

7.60 7.80 8.00 8.20

m/z 152.00   64.47%

7.60 7.80 8.00 8.20

m/z 115.00   41.80%

7.60 7.80 8.00 8.20

m/z  78.10   23.04%

7.60 7.80 8.00 8.20

m/z  52.00   17.41%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94   11.09 ng         384826   Phenanthrene-d10           14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 91
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 64

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

5000

m/z-->

Abundance Scan 2381 (15.942 min): BF094875.D (-2372) (-)
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20 40 60 80 100 120 140 160 180 200 220 240 260
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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97 115 213 256157 171185143 199 227241
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226
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0

5000

m/z-->

Abundance #72646: Tridecanoic acid
7360

43

29
129

21417111587
185101 143 157 198

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z  43.05   86.27%

15.60 15.80 16.00 16.20

m/z  60.00   79.59%

15.60 15.80 16.00 16.20

m/z  57.05   72.05%

15.60 15.80 16.00 16.20

m/z  41.10   68.53%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.04   15.75 ng         610600   Chrysene-d12               18.64

 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 89
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 87
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 87
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53
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0

5000

m/z-->

Abundance Scan 2567 (17.036 min): BF094875.D (-2560) (-)
7343
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Abundance #131261: Octadecanoic acid
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Abundance #95851: Pentadecanoic acid
7343

129

29 87 199143 242115 185101 15759 21315 227
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0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83 97 115 213 256157171143 199 227241

16.80 17.00 17.20 17.40

m/z  73.00  100.00%

16.80 17.00 17.20 17.40

m/z  43.10   95.48%

16.80 17.00 17.20 17.40

m/z  60.00   82.17%

16.80 17.00 17.20 17.40

m/z  57.10   77.81%

16.80 17.00 17.20 17.40

m/z  55.05   67.46%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Morpholine, 4-phenyl-           Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.49    2.74 ng         106265   Chrysene-d12               18.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Morpholine, 4-phenyl-               163 C10H13NO       000092-53-5 59
 2 Glyoxylamide, N-phenyl-             163 C9H9NO2        032331-52-5 47
 3 Butyrophenone, 2-phenyl-            224 C16H16O        016282-16-9 35
 4 3,5-Dimethylphenyl isothiocyanate   163 C9H9NS         040046-30-8 33
 5 Methyl nonyl phthalate              306 C18H26O4       091485-82-4 32

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

5000

m/z-->

Abundance Scan 2814 (18.489 min): BF094875.D (-2810) (-)
105
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77

51 14991 193120 20739

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

5000

m/z-->

Abundance #32819: Morpholine, 4-phenyl-
105

163

77
51 132913927 65 117 14715

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

5000

m/z-->

Abundance #33146: Glyoxylamide, N-phenyl-
163120

43 77
93

65
27 104 135 148

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

5000

m/z-->

Abundance #81212: Butyrophenone, 2-phenyl-
105

77
91

51 1186539 22416527 152139 178

18.20 18.40 18.60 18.80

m/z 105.00  100.00%

18.20 18.40 18.60 18.80

m/z 163.10   66.49%

18.20 18.40 18.60 18.80

m/z  77.00   26.96%

18.20 18.40 18.60 18.80

m/z 164.10    7.64%

18.20 18.40 18.60 18.80

m/z 106.00    6.78%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2,5,8,11-Tetraoxatridecan-1...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.52   13.25 ng         513674   Chrysene-d12               18.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,5,8,11-Tetraoxatridecan-13-yl ... 312 C16H24O6       1000366-96-7 78
 2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H14O3       1000156-71-2 74
 3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H22O6       1000366-99-4 74
 4 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H20O5       1000366-99-1 74
 5 Diethylene glycol dibenzoate        314 C18H18O5       000120-55-8 72
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094875.D                                          
  Acq On    :  4 May 2017  15:50
  Operator  : SJ/MA
  Sample    : I2940-03
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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...   5.03    17.6 ng     411998  1   7.72  467642  20.0
(E)-3-Chloro-2-me...   7.38    74.9 ng    1751790  1   7.72  467642  20.0
1,2-Dichlorobenze...   7.96    58.3 ng    1363640  1   7.72  467642  20.0
n-Hexadecanoic acid   15.94    11.1 ng     384826  4  14.97  694118  20.0
Octadecanoic acid     17.04    15.8 ng     610600  5  18.64  775184  20.0
Morpholine, 4-phe...  18.49     2.7 ng     106265  5  18.64  775184  20.0
2,5,8,11-Tetraoxa...  18.52    13.3 ng     513674  5  18.64  775184  20.0
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