
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  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-BF030316.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   2.892    51   53   58 rVB   202998    262557   4.67%   0.526%
  2   4.447   186  189  192 rVB   160001    184567   3.28%   0.370%
  3   4.538   195  197  200 rVB   119086    131934   2.35%   0.264%
  4   4.733   212  214  218 rVB    48515     60296   1.07%   0.121%
  5   5.167   249  252  261 rVB   910926   1556054  27.66%   3.117%
 
  6   5.567   284  287  290 rBV  3783835   4241766  75.41%   8.496%
  7   6.584   372  376  378 rVB  3522082   4707999  83.70%   9.429%
  8   6.721   385  388  390 rBV  4539418   5114749  90.93%  10.244%
  9   6.950   406  408  410 rVB  1091197   1143490  20.33%   2.290%
 10   7.110   419  422  424 rVB  3241166   4252633  75.61%   8.517%
 
 11   7.510   454  457  459 rBV  2752487   2957067  52.57%   5.923%
 12   7.956   488  496  500 rVB3   45921     94834   1.69%   0.190%
 13   8.230   517  520  522 rBV  1558749   1460751  25.97%   2.926%
 14   8.562   547  549  553 rBV2   82609    117541   2.09%   0.235%
 15   9.305   611  614  617 rVB  4221034   5624679 100.00%  11.265%
 
 16   9.990   671  674  676 rBV  1393717   1546668  27.50%   3.098%
 17  10.516   717  720  724 rVB    45787     68529   1.22%   0.137%
 18  10.779   740  743  745 rBV  3334323   3546758  63.06%   7.104%
 19  11.476   801  804  806 rBV  1675262   1712365  30.44%   3.430%
 20  12.002   846  850  852 rBV   728234    887745  15.78%   1.778%
 
 21  12.711   908  912  915 rBV2   87976    209232   3.72%   0.419%
 22  12.791   916  919  926 rVV  1951551   2212546  39.34%   4.431%
 23  13.065   940  943  945 rBV  5164556   5481611  97.46%  10.979%
 24  14.105  1032 1034 1037 rBV  1064399   1413461  25.13%   2.831%
 25  15.568  1159 1162 1165 rBV   654897    938708  16.69%   1.880%
 
 
 
                        Sum of corrected areas:    49928540
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  n-Propyl acetate                Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.89    4.59 ng         262557   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Propyl acetate                    102 C5H10O2        000109-60-4 83
 2 Acetic acid, 1-methylethyl ester    102 C5H10O2        000108-21-4 9 
 3 Isobutylamine                        73 C4H11N         000078-81-9 5 
 4 1-Butanamine                         73 C4H11N         000109-73-9 5 
 5 Pentane                              72 C5H12          000109-66-0 4 
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0

5000

m/z-->

Abundance Scan 53 (2.892 min): BF085304.D (-51) (-)
43

61
73

37 8751
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0

5000

m/z-->

Abundance #4162: n-Propyl acetate
43

61
7327 37 103
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0

5000

m/z-->

Abundance #4236: Acetic acid, 1-methylethyl ester
43

61
872715

37 101

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

5000

m/z-->

Abundance #734: Isobutylamine
30

7341 5515

2.60 2.80 3.00 3.20

m/z  43.10  100.00%

2.60 2.80 3.00 3.20

m/z  61.05   27.44%

2.60 2.80 3.00 3.20

m/z  73.05   15.64%

2.60 2.80 3.00 3.20

m/z  42.10   10.36%

2.60 2.80 3.00 3.20

m/z  41.10    8.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  3-Penten-2-one, 4-methyl-       Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.54    2.31 ng         131934   1,4-Dichlorobenzene-d4      6.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 87
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 72
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 64
 4 2-Pentene, 2,3-dimethyl-             98 C7H14          010574-37-5 64
 5 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 59
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m/z-->

Abundance Scan 197 (4.538 min): BF085304.D (-195) (-)
835543
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m/z-->

Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83

43

29 98

37 67 7749 61 9223
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Abundance #3097: 3-Hexen-2-one
83
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98

6937 49 62
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5000

m/z-->

Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)-
8355

41 98

27 69
15 776349

4.20 4.40 4.60 4.80

m/z  83.10  100.00%

4.20 4.40 4.60 4.80

m/z  55.10   90.12%

4.20 4.40 4.60 4.80

m/z  43.10   89.44%

4.20 4.40 4.60 4.80

m/z  98.10   37.38%

4.20 4.40 4.60 4.80

m/z  39.10   29.19%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.17   27.22 ng        1556050   1,4-Dichlorobenzene-d4      6.95

 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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 Acetone                              58 C3H6O          000067-64-1 9 
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
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0

5000

m/z-->

Abundance Scan 252 (5.167 min): BF085304.D (-249) (-)
43
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m/z-->

Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93
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5000

m/z-->

Abundance #7975: Acetic acid, 1,1-dimethylethyl ester
43
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10129
15 73 83
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0

5000

m/z-->

Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.80 5.00 5.20 5.40 5.60

m/z  43.10  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.10   62.25%

4.80 5.00 5.20 5.40 5.60

m/z 101.10   22.93%

4.80 5.00 5.20 5.40 5.60

m/z  58.10   16.73%

4.80 5.00 5.20 5.40 5.60

m/z  41.10    9.00%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.72                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.72   89.46 ng        5114750   1,4-Dichlorobenzene-d4      6.95

 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 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 10

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

5000

m/z-->

Abundance Scan 388 (6.721 min): BF085304.D (-385) (-)
132

68

96
40 75 1045447 8761 115
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0

5000

m/z-->

Abundance #13677: 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 #13930: (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 #14006: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

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   38.23%

6.40 6.60 6.80 7.00

m/z 134.10   33.59%

6.40 6.60 6.80 7.00

m/z  66.10   23.96%

6.40 6.60 6.80 7.00

m/z  96.10   16.12%

8270-BF030316.M Thu Mar 10 15:39:33 2016                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
HSR-WC-34-022516



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.00   10.37 ng         887745   Phenanthrene-d10           11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 93
 3 Tridecanoic acid                    214 C13H26O2       000638-53-9 91
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 83
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 76
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0

5000

m/z-->

Abundance Scan 850 (12.002 min): BF085304.D (-846) (-)
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Abundance #92228: n-Hexadecanoic acid
43 7360
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5000

m/z-->

Abundance #75071: Tetradecanoic acid
7360

43

129
29 228185

87 11599 143 171 199157 213
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0

5000

m/z-->

Abundance #65562: Tridecanoic acid
7360

43
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21417111587
185101 143 157 198

11.60 11.80 12.00 12.20 12.40

m/z  73.10  100.00%

11.60 11.80 12.00 12.20 12.40

m/z  60.05   74.47%

11.60 11.80 12.00 12.20 12.40

m/z  43.10   68.95%

11.60 11.80 12.00 12.20 12.40

m/z  57.10   60.39%

11.60 11.80 12.00 12.20 12.40

m/z  55.10   56.94%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  9,17-Octadecadienal, (Z)-       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.71    2.44 ng         209232   Phenanthrene-d10           11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9,17-Octadecadienal, (Z)-           264 C18H32O        056554-35-9 95
 2 8-Hexadecenal, 14-methyl-, (Z)-     252 C17H32O        060609-53-2 83
 3 13-Octadecenal, (Z)-                266 C18H34O        058594-45-9 58
 4 Oleic Acid                          282 C18H34O2       000112-80-1 52
 5 9-Hexadecenoic acid                 254 C16H30O2       002091-29-4 52

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

5000

m/z-->

Abundance Scan 912 (12.711 min): BF085304.D (-908) (-)
55

69
41 83

97

111
125138 165 264185152 207

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

5000

m/z-->

Abundance #96962: 9,17-Octadecadienal, (Z)-
67

8141

54 95

109
123 264137151165179 207193 221235

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

5000

m/z-->

Abundance #89763: 8-Hexadecenal, 14-methyl-, (Z)-
55 70

41

83

97
111

13527 149 252234163 205177191

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

5000

m/z-->

Abundance #98133: 13-Octadecenal, (Z)-
55

41
69

83
98

111
13527 149 248166 266223181 209195

12.40 12.60 12.80 13.00

m/z  55.10  100.00%

12.40 12.60 12.80 13.00

m/z  69.05   72.02%

12.40 12.60 12.80 13.00

m/z  41.10   62.54%

12.40 12.60 12.80 13.00

m/z  67.10   58.39%

12.40 12.60 12.80 13.00

m/z  83.10   57.73%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Octadecanoic acid               Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.79   25.84 ng        2212550   Phenanthrene-d10           11.48

 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 87
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 76
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 68

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

5000

m/z-->

Abundance Scan 919 (12.791 min): BF085304.D (-916) (-)
7343

57

129

97 185 241115
171 284143 199 227157 255

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

5000

m/z-->

Abundance #108843: Octadecanoic acid
43 7357

129

97 28418529 241115 171143 199 227213 256

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
7343 57

129
29 87 242199143 185115 157

213

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73

43
57

129
29 228185

87 115 143 171 199213

12.40 12.60 12.80 13.00 13.20

m/z  73.10  100.00%

12.40 12.60 12.80 13.00 13.20

m/z  43.10   84.46%

12.40 12.60 12.80 13.00 13.20

m/z  60.05   78.19%

12.40 12.60 12.80 13.00 13.20

m/z  57.10   75.27%

12.40 12.60 12.80 13.00 13.20

m/z  55.10   66.27%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
  Data File : BF085304.D                                          
  Acq On    :  9 Mar 2016  17:43
  Operator  : UM/SJ
  Sample    : H1623-07
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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|
----------------------------------------------------------------------------
n-Propyl acetate       2.89     4.6 ng     262557  1   6.95 1143490  20.0
3-Penten-2-one, 4...   4.54     2.3 ng     131934  1   6.95 1143490  20.0
2-Pentanone, 4-hy...   5.17    27.2 ng    1556050  1   6.95 1143490  20.0
unknown6.72            6.72    89.5 ng    5114750  1   6.95 1143490  20.0
n-Hexadecanoic acid   12.00    10.4 ng     887745  4  11.48 1712370  20.0
9,17-Octadecadien...  12.71     2.4 ng     209232  4  11.48 1712370  20.0
Octadecanoic acid     12.79    25.8 ng    2212550  4  11.48 1712370  20.0
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