
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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   5.125   537  542  563 rBV   230784    608366  16.61%   2.216%
  2   5.719   639  643  675 rBV  1310472   2775251  75.77%  10.108%
  3   7.301   907  912  927 rBV  1861510   2906801  79.36%  10.587%
  4   7.419   927  932  949 rVB  2147027   3330206  90.92%  12.129%
  5   7.754   985  989 1001 rVB   455160    553371  15.11%   2.015%
 
  6   7.989  1025 1029 1044 rBV  1860602   2442765  66.69%   8.897%
  7   8.660  1138 1143 1174 rBV  1078898   1867342  50.98%   6.801%
  8   9.778  1328 1333 1357 rBV   387010    796560  21.75%   2.901%
  9  10.960  1529 1534 1544 rBV2   19266     38199   1.04%   0.139%
 10  11.542  1628 1633 1655 rBV  2558381   3662700 100.00%  13.340%
 
 11  12.242  1748 1752 1769 rBV   288175    482529  13.17%   1.757%
 12  12.607  1809 1814 1834 rBV2  551605    897132  24.49%   3.267%
 13  13.436  1952 1955 1960 rBV    45087     49905   1.36%   0.182%
 14  13.518  1965 1969 1977 rVB2   30923     48583   1.33%   0.177%
 15  13.901  2029 2034 2053 rBV  1125593   1896112  51.77%   6.906%
 
 16  14.213  2082 2087 2090 rBV    41198     54421   1.49%   0.198%
 17  15.012  2218 2223 2227 rBV   447597    650517  17.76%   2.369%
 18  15.048  2227 2229 2244 rVV   123334    222319   6.07%   0.810%
 19  15.965  2379 2385 2400 rVB5   55760    147385   4.02%   0.537%
 20  16.801  2523 2527 2540 rBV    77586    121996   3.33%   0.444%
 
 21  17.106  2573 2579 2587 rBV    93830    133382   3.64%   0.486%
 22  17.330  2611 2617 2630 rBV  1963330   2370364  64.72%   8.633%
 23  18.583  2824 2830 2841 rBV5   29737     95994   2.62%   0.350%
 24  18.683  2843 2847 2867 rVV   325378    572692  15.64%   2.086%
 25  19.689  3014 3018 3029 rBV   176132    241149   6.58%   0.878%
 
 26  20.359  3128 3132 3142 rVV   312964    490588  13.39%   1.787%
 
 
                        Sum of corrected areas:    27456629
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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.
---------------------------------------------------------------------
  5.12   21.99 ng         608366   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 541 (5.119 min): BF095360.D (-537) (-)
43

59

101

8351

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43

57

10129
15 73 83

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

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

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   61.94%

4.80 5.00 5.20 5.40

m/z 101.10   21.50%

4.80 5.00 5.20 5.40

m/z  58.10   15.06%

4.80 5.00 5.20 5.40

m/z  41.00    9.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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  unknown7.42                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.42  120.36 ng        3330210   1,4-Dichlorobenzene-d4      7.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 27
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 4 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 
 5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2         022291-85-6 9 

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

5000

m/z-->

Abundance Scan 932 (7.419 min): BF095360.D (-927) (-)
132

68

96
40 75 10454 6248 87 115

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79 8961 103 110 12434

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

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132

69
104

785131 38 44

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

5000

m/z-->

Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132

97

70

5231 6044 78 11686 105

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   38.65%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   32.75%

7.00 7.20 7.40 7.60 7.80

m/z  66.05   22.35%

7.00 7.20 7.40 7.60 7.80

m/z  69.10   15.12%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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  unknown15.97                    Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.97    4.53 ng         147385   Phenanthrene-d10           15.01

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Decanoic acid                     172 C10H20O2       000334-48-5 22
 2 Dodecanoic acid                     200 C12H24O2       000143-07-7 22
 3 4H-Cyclopenta[def]phenanthrene      190 C15H10         000203-64-5 22
 4 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl2O2      000090-60-8 22
 5 Cyclohepta[cd][2]benzothiophene,... 190 C12H14S        199807-57-3 14

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2386 (15.971 min): BF095360.D (-2379) (-)
73 14960

43

189
83 12997 115 213

171

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #39472: n-Decanoic acid
60 73

41

29 129

87 115 172101 143 155

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #61122: Dodecanoic acid
73

60

43 129
85 157

115101 143 171 200
183

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190

95
1636343 7427 111 13785 122 150 174

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z 149.00   83.93%

15.60 15.80 16.00 16.20

m/z  60.00   80.87%

15.60 15.80 16.00 16.20

m/z  57.10   73.81%

15.60 15.80 16.00 16.20

m/z  43.10   71.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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  Acetic acid, chloro-, hexad...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.58    3.35 ng          95994   Chrysene-d12               18.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetic acid, chloro-, hexadecyl ... 318 C18H35ClO2     052132-58-8 87
 2 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29Cl3O3    1000314-55-9 87
 3 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31Cl3O3    1000314-56-0 87
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 83
 5 Bromoacetic acid, hexadecyl ester   362 C18H35BrO2     005454-48-8 83

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

5000

m/z-->

Abundance Scan 2830 (18.583 min): BF095360.D (-2824) (-)
5743 83 97

70

111125
149 234

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

5000

m/z-->

Abundance #159656: Acetic acid, chloro-, hexadecyl ester
69 8355

97

41
111

125
140 224154 196168 183 269

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

5000

m/z-->

Abundance #199028: Carbonic acid, tridecyl 2,2,2-trichloroethyl ester
8355 69 97

41

111

131 154
27 193

170

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

5000

m/z-->

Abundance #206361: Carbonic acid, tetradecyl 2,2,2-trichloroethyl ester
83 9755 69

41
111

125 168 19314027 154

18.20 18.40 18.60 18.80 19.00

m/z  57.05  100.00%

18.20 18.40 18.60 18.80 19.00

m/z  43.00   91.84%

18.20 18.40 18.60 18.80 19.00

m/z  69.05   85.48%

18.20 18.40 18.60 18.80 19.00

m/z  83.05   85.03%

18.20 18.40 18.60 18.80 19.00

m/z  97.05   84.26%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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  9-Octadecenamide, (Z)-          Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.69    9.83 ng         241149   Perylene-d12               20.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 d-Glucosamine                       179 C6H13NO5       000090-77-7 59
 3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3     061338-98-5 47
 4 Heptanamide, 4-ethyl-5-methyl-      171 C10H21NO       054789-40-1 47
 5 Tetradecanamide                     227 C14H29NO       000638-58-4 47

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

5000

m/z-->

Abundance Scan 3018 (19.689 min): BF095360.D (-3014) (-)
59

41
97 114 15413779 179 240198 294 337215 267

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

5000

m/z-->

Abundance #128445: 9-Octadecenamide, (Z)-
59

41

81 98 12618 154 281184 238221 264

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

5000

m/z-->

Abundance #44906: d-Glucosamine
59

30

100 1301487613 165

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

5000

m/z-->

Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59

14183 196111 170 229

19.40 19.60 19.80 20.00

m/z  59.00  100.00%

19.40 19.60 19.80 20.00

m/z  72.00   76.71%

19.40 19.60 19.80 20.00

m/z  55.10   47.54%

19.40 19.60 19.80 20.00

m/z  41.05   28.87%

19.40 19.60 19.80 20.00

m/z  43.05   28.70%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
  Data File : BF095360.D                                          
  Acq On    : 23 May 2017  19:57
  Operator  : SJ/MA
  Sample    : I3243-01
  Misc      :  
  ALS Vial  : 13   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...   5.12    22.0 ng     608366  1   7.75  553371  20.0
unknown7.42            7.42   120.4 ng    3330210  1   7.75  553371  20.0
unknown15.97          15.97     4.5 ng     147385  4  15.01  650517  20.0
Acetic acid, chlo...  18.58     3.4 ng      95994  5  18.68  572692  20.0
9-Octadecenamide,...  19.69     9.8 ng     241149  6  20.36  490588  20.0
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