
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   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-BF070117.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   4.916   476  481  488 rVB   309222    347665  14.48%   1.650%
  2   5.340   548  553  556 rBV  2251195   2129365  88.66%  10.108%
  3   6.369   722  728  732 rVB  2270958   2401828 100.00%  11.402%
  4   6.498   746  750  754 rBV  2253681   2230870  92.88%  10.590%
  5   6.734   786  790  793 rBV   782256    681592  28.38%   3.236%
 
  6   6.886   812  816  820 rVB  1450826   1242448  51.73%   5.898%
  7   7.292   879  885  888 rBV  1487285   1429637  59.52%   6.787%
  8   7.386   896  901  906 rVB    44588     50974   2.12%   0.242%
  9   7.722   951  958  960 rBV    61317     73356   3.05%   0.348%
 10   8.016  1003 1008 1011 rBV  1083772    953976  39.72%   4.529%
 
 11   9.092  1186 1191 1194 rBV  2237152   2014541  83.88%   9.563%
 12   9.186  1203 1207 1209 rBV    33196     28282   1.18%   0.134%
 13   9.480  1253 1257 1260 rBV   549074    411036  17.11%   1.951%
 14   9.710  1293 1296 1301 rVB    73482     60856   2.53%   0.289%
 15   9.763  1301 1305 1309 rBV  1046953    942954  39.26%   4.476%
 
 16   9.969  1338 1340 1343 rVB    35804     29929   1.25%   0.142%
 17  10.210  1378 1381 1384 rVB   101642     73060   3.04%   0.347%
 18  10.433  1414 1419 1421 rBV    24418     34651   1.44%   0.164%
 19  10.551  1434 1439 1442 rBV  1492097   1408042  58.62%   6.684%
 20  10.680  1458 1461 1471 rVB    91333    102388   4.26%   0.486%
 
 21  11.127  1534 1537 1540 rBV2   52350     44528   1.85%   0.211%
 22  11.245  1553 1557 1559 rBV   809455    733641  30.55%   3.483%
 23  11.263  1559 1560 1564 rVB    39276     28849   1.20%   0.137%
 24  11.780  1644 1648 1652 rBV2  126120    127079   5.29%   0.603%
 25  12.445  1759 1761 1765 rVB    82582     80027   3.33%   0.380%
 
 26  12.563  1778 1781 1786 rBV3   50785     50860   2.12%   0.241%
 27  12.674  1795 1800 1805 rVB    83739    104782   4.36%   0.497%
 28  12.827  1822 1826 1829 rBV  1733946   1552818  64.65%   7.371%
 29  13.727  1974 1979 1984 rBV2  138622    161406   6.72%   0.766%
 30  13.868  1998 2003 2006 rBV   644699    641136  26.69%   3.044%
 
 31  14.627  2130 2132 2135 rBV3   32828     30405   1.27%   0.144%
 32  14.874  2171 2174 2183 rVB2   64862    136796   5.70%   0.649%
 33  15.162  2220 2223 2226 rVB    41392     49454   2.06%   0.235%
 34  15.215  2229 2232 2238 rVB    53198     63600   2.65%   0.302%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.280  2238 2243 2247 rBV   504936    612581  25.50%   2.908%
 
 
 
                        Sum of corrected areas:    21065412
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF096382.D

  4.92

  5.34   6.37  6.50

  6.73

  6.89   7.29

  7.39   7.72

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF096382.D

  8.02

  9.09

  9.19

  9.48

  9.71

  9.76

  9.97
 10.21

 10.43

 10.55

 10.68  11.13

 11.24

 11.26
 11.78  12.44 12.56 12.67

 12.83

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

500000

1000000

1500000

2000000

Time-->

Abundance TIC: BF096382.D

 13.73

 13.87

 14.63 14.87  15.16 15.22

 15.28

8270-BF070117.M Mon Jul 03 18:13:26 2017                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
SB-13-2-4



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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.
---------------------------------------------------------------------
  4.92   10.20 ng         347665   1,4-Dichlorobenzene-d4      6.73

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 50
 2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 
 4 1-Propen-2-ol, acetate              100 C5H8O2         000108-22-5 9 
 5 1,2-Butanediol                       90 C4H10O2        000584-03-2 9 

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

5000

m/z-->

Abundance Scan 482 (4.922 min): BF096382.D (-476) (-)
43

59

101
836951

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

5000

m/z-->

Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

10131 83 93

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

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

5000

m/z-->

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

101
5815 31 8650 69

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.00   52.22%

4.60 4.80 5.00 5.20

m/z 101.10   16.16%

4.60 4.80 5.00 5.20

m/z  58.00   14.37%

4.60 4.80 5.00 5.20

m/z  41.00    8.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.50                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.50   65.46 ng        2230870   1,4-Dichlorobenzene-d4      6.73

 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 12
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 5 4-Methylpyrrolo[1,2-a]pyrazine      132 C8H8N2         064608-60-2 9 

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

5000

m/z-->

Abundance Scan 750 (6.498 min): BF096382.D (-746) (-)
132

68

9640 54 75 10447 61 87 115

10 20 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

10 20 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 89 105 1246034

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132

104
66 775144 11527 893714 58 97

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   38.66%

6.20 6.40 6.60 6.80

m/z 134.00   32.57%

6.20 6.40 6.60 6.80

m/z  66.00   25.07%

6.20 6.40 6.60 6.80

m/z  69.05   15.23%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.68    2.79 ng         102388   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 80
 2 Heptacosane                         380 C27H56         000593-49-7 80
 3 Tridecane                           184 C13H28         000629-50-5 80
 4 Pentadecane                         212 C15H32         000629-62-9 72
 5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 64

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 1461 (10.680 min): BF096382.D (-1458) (-)
57

85

113 169141

50 100 150 200 250 300 350

5000

m/z-->

Abundance #83025: Hexadecane
57

85
29

113 141 169 226197

50 100 150 200 250 300 350

5000

m/z-->

Abundance #202662: Heptacosane
57

85

29 113 141 169 197 225 253 380281 323 351

50 100 150 200 250 300 350

5000

m/z-->

Abundance #48831: Tridecane
57

8529

113 184141

10.40 10.60 10.80 11.00

m/z  57.05  100.00%

10.40 10.60 10.80 11.00

m/z  43.00   71.78%

10.40 10.60 10.80 11.00

m/z  71.05   53.72%

10.40 10.60 10.80 11.00

m/z  85.05   32.36%

10.40 10.60 10.80 11.00

m/z  41.00   28.06%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.78    3.46 ng         127079   Phenanthrene-d10           11.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 91
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 4 Tridecanoic acid                    214 C13H26O2       000638-53-9 64
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 53

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

5000

m/z-->

Abundance Scan 1648 (11.780 min): BF096382.D (-1644) (-)
43 60 73

129

87 213115 171157 185101 143 256199 227

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
7360

43

129

185
29 87 228115 143 171101 199157 21215

11.40 11.60 11.80 12.00

m/z  43.00  100.00%

11.40 11.60 11.80 12.00

m/z  59.95   98.77%

11.40 11.60 11.80 12.00

m/z  73.00   91.85%

11.40 11.60 11.80 12.00

m/z  57.05   83.33%

11.40 11.60 11.80 12.00

m/z  55.00   80.99%

8270-BF070117.M Mon Jul 03 18:13:29 2017                                              Page: 7

Instrument :
BNA_F
ClientSampleId :
SB-13-2-4



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Heptafluorobutyric acid, pe...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.73    5.04 ng         161406   Chrysene-d12               13.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 91
 2 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 91
 3 Octacosanol                         410 C28H58O        000557-61-9 87
 4 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 83
 5 Octadecyl trifluoroacetate          366 C20H37F3O2     079392-43-1 83

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 1979 (13.727 min): BF096382.D (-1974) (-)
57

83

111

139 173193 245

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57

83

111

29 169 210139 255 406

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57

97

12529
154 283238210182 334

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #215904: Octacosanol
57

97

125
29 153 181 209 392364236 292264 322

13.40 13.60 13.80 14.00

m/z  57.05  100.00%

13.40 13.60 13.80 14.00

m/z  43.05   85.55%

13.40 13.60 13.80 14.00

m/z  55.00   81.51%

13.40 13.60 13.80 14.00

m/z  83.05   66.70%

13.40 13.60 13.80 14.00

m/z  69.10   63.00%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070117\
  Data File : BF096382.D                                          
  Acq On    :  1 Jul 2017  16:46
  Operator  : SJ/MA
  Sample    : I3939-01
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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...   4.92    10.2 ng     347665  1   6.73  681592  20.0
unknown6.50            6.50    65.5 ng    2230870  1   6.73  681592  20.0
Hexadecane            10.68     2.8 ng     102388  4  11.24  733641  20.0
n-Hexadecanoic acid   11.78     3.5 ng     127079  4  11.24  733641  20.0
Heptafluorobutyri...  13.73     5.0 ng     161406  5  13.87  641136  20.0
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