
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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   1.966     3    5   15 rVB2   41987     59029   2.35%   0.314%
  2   5.137   541  544  562 rBV   160886    351861  14.03%   1.875%
  3   5.748   645  648  682 rBV  1017299   2032094  81.03%  10.826%
  4   7.319   911  915  932 rBV  1209036   1899880  75.76%  10.122%
  5   7.442   932  936  953 rVB  1643361   2321968  92.59%  12.371%
 
  6   7.783   990  994 1007 rVB   397858    491836  19.61%   2.620%
  7   8.019  1029 1034 1052 rVB  1286174   1550526  61.83%   8.261%
  8   8.678  1141 1146 1160 rBV   895888   1223634  48.79%   6.519%
  9   9.795  1332 1336 1354 rBV   463945    637900  25.44%   3.399%
 10  11.566  1632 1637 1652 rBV  2053840   2507786 100.00%  13.361%
 
 11  12.260  1751 1755 1767 rBV    99283    164550   6.56%   0.877%
 12  12.624  1812 1817 1829 rBV2  459014    692976  27.63%   3.692%
 13  13.460  1955 1959 1965 rBV    36384     39224   1.56%   0.209%
 14  13.924  2033 2038 2051 rBV   784977   1236197  49.29%   6.586%
 15  14.236  2086 2091 2093 rBV    32966     40704   1.62%   0.217%
 
 16  15.030  2219 2226 2242 rBV   380940    560406  22.35%   2.986%
 17  15.689  2335 2338 2344 rBV    20437     25454   1.01%   0.136%
 18  15.989  2383 2389 2396 rBV2   42130     79277   3.16%   0.422%
 19  16.818  2527 2530 2536 rBV    29423     34865   1.39%   0.186%
 20  17.124  2578 2582 2589 rVB    25954     37985   1.51%   0.202%
 
 21  17.348  2615 2620 2632 rBV  1539908   1736359  69.24%   9.251%
 22  18.700  2845 2850 2856 rBV   294495    403006  16.07%   2.147%
 23  18.747  2856 2858 2864 rVB    44744     54011   2.15%   0.288%
 24  19.818  3038 3040 3046 rVB2   29832     35823   1.43%   0.191%
 25  20.377  3130 3135 3146 rBV   312232    493458  19.68%   2.629%
 
 26  20.900  3222 3224 3228 rBV5   25178     25239   1.01%   0.134%
 27  21.241  3278 3282 3285 rBV6   17973     33698   1.34%   0.180%
 
 
                        Sum of corrected areas:    18769746
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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  unknown1.97                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.97    2.40 ng          59029   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Propane, 1,1-dimethoxy-             104 C5H12O2        004744-10-9 42
 2 Chloromethyl cyanide                 75 C2H2ClN        000107-14-2 37
 3 1-Propene, 3,3-dichloro-            110 C3H4Cl2        000563-57-5 9 
 4 2-(3-Bromopropyl)-[1,3]dioxolane    194 C6H11BrO2      062563-07-9 9 
 5 1,3-Dioxolane, 2-(chloromethyl)-    122 C4H7ClO2       002568-30-1 9 

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

5000

m/z-->

Abundance Scan 6 (1.972 min): BF095129.D (-3) (-)
75.0

45.0

57.0 87.836.0

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

5000

m/z-->

Abundance #4789: Propane, 1,1-dimethoxy-
75.0

29.0
45.0

57.0 103.087.0

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

5000

m/z-->

Abundance #864: Chloromethyl cyanide
75.048.0

39.0
28.012.0 60.0

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

5000

m/z-->

Abundance #5646: 1-Propene, 3,3-dichloro-
75.0

39.0

49.0
27.0 110.085.061.015.0 95.0

2.00 2.10 2.20 2.30 2.40

m/z  75.05  100.00%

2.00 2.10 2.20 2.30 2.40

m/z  73.00   81.05%

2.00 2.10 2.20 2.30 2.40

m/z  45.00   31.20%

2.00 2.10 2.20 2.30 2.40

m/z  41.00   23.80%

2.00 2.10 2.20 2.30 2.40

m/z  47.05   20.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.14   14.31 ng         351861   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Butane, 1-ethoxy-                   102 C6H14O         000628-81-9 9 
 4 4-Penten-2-one, 4-methyl-            98 C6H10O         003744-02-3 9 
 5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance Scan 545 (5.142 min): BF095129.D (-541) (-)
43.0

59.1

101.0

83.051.0

10 20 30 40 50 60 70 80 90 100 110

5000

m/z-->

Abundance #8186: 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

5000

m/z-->

Abundance #8206: 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

5000

m/z-->

Abundance #4425: Butane, 1-ethoxy-
59.0

31.0

41.0

73.0
15.0 102.087.051.0

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   60.87%

4.80 5.00 5.20 5.40

m/z 101.00   22.16%

4.80 5.00 5.20 5.40

m/z  58.00   16.40%

4.80 5.00 5.20 5.40

m/z  41.10    9.56%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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  unknown7.44                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.44   94.42 ng        2321970   1,4-Dichlorobenzene-d4      7.78

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 936 (7.442 min): BF095129.D (-932) (-)
132.0

68.0

96.0
40.0 54.0 115.0

40 60 80 100 120 140 160 180

5000

m/z-->

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

69.0
104.0

51.031.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
117.0

81.054.0

40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

7.20 7.40 7.60 7.80

m/z 132.00  100.00%

7.20 7.40 7.60 7.80

m/z  68.05   38.01%

7.20 7.40 7.60 7.80

m/z 134.00   32.00%

7.20 7.40 7.60 7.80

m/z  66.00   22.25%

7.20 7.40 7.60 7.80

m/z  69.10   14.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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  Phthalic acid, 2-cyclohexyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.99    2.83 ng          79277   Phenanthrene-d10           15.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phthalic acid, 2-cyclohexylethyl... 332 C20H28O4       1000309-08-4 53
 2 Carbamodithioic acid, acetyl-, m... 149 C4H7NOS2       016696-88-1 53
 3 1,2-Benzenedicarboxylic acid, bu... 362 C22H34O4       000089-19-0 53
 4 1,2-Benzenedicarboxylic acid, bu... 334 C20H30O4       000084-78-6 53
 5 Phthalic acid, cyclohexyl ethyl ... 276 C16H20O4       1000315-33-3 53

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2389 (15.989 min): BF095129.D (-2383) (-)
148.9

41.0
73.0

104.0 190.0 223.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #170885: Phthalic acid, 2-cyclohexylethyl butyl ester
149.0

55.0 223.0104.027.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #23420: Carbamodithioic acid, acetyl-, methyl ester
149.0

43.0 102.0

74.0

50 100 150 200 250 300 350

5000

m/z-->

Abundance #192117: 1,2-Benzenedicarboxylic acid, butyl decyl ester
149.0

41.0
223.0

121.076.0 307.0 363.0178.0

15.60 15.80 16.00 16.20 16.40

m/z 148.95  100.00%

15.60 15.80 16.00 16.20 16.40

m/z  41.00   19.98%

15.60 15.80 16.00 16.20 16.40

m/z  43.00   15.45%

15.60 15.80 16.00 16.20 16.40

m/z  57.00   13.18%

15.60 15.80 16.00 16.20 16.40

m/z  73.00   13.04%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051517\
  Data File : BF095129.D                                          
  Acq On    : 15 May 2017  17:05
  Operator  : SJ/MA
  Sample    : I3121-01
  Misc      :  
  ALS Vial  : 7   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|
----------------------------------------------------------------------------
unknown1.97            1.97     2.4 ng      59029  1   7.78  491836  20.0
2-Pentanone, 4-hy...   5.14    14.3 ng     351861  1   7.78  491836  20.0
unknown7.44            7.44    94.4 ng    2321970  1   7.78  491836  20.0
Phthalic acid, 2-...  15.99     2.8 ng      79277  4  15.03  560406  20.0
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