
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   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_G\METHODS\8270-BG071715.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   4.740   344  349  357 rVB   147424    205734   5.97%   0.633%
  2   5.198   420  427  435 rBV  1458190   2221952  64.46%   6.832%
  3   6.779   687  696  709 rBV  1480105   2387233  69.25%   7.340%
  4   7.125   747  755  763 rBV  1684004   2669836  77.45%   8.209%
  5   7.590   827  834  842 rBV   407374    633719  18.38%   1.948%
 
  6   7.907   879  888  897 rBV  1228843   1922363  55.77%   5.910%
  7   8.741  1023 1030 1041 rVB   929989   1544626  44.81%   4.749%
  8   8.894  1050 1056 1066 rBV8   13695     38786   1.13%   0.119%
  9  10.369  1299 1307 1313 rBV   563154    918275  26.64%   2.823%
 10  12.860  1723 1731 1739 rBV  1918808   2819809  81.80%   8.670%
 
 11  13.706  1869 1875 1884 rVB   600105    844052  24.49%   2.595%
 12  14.158  1948 1952 1957 rVB    27055     34783   1.01%   0.107%
 13  14.246  1957 1967 1974 rBV2  743160   1171320  33.98%   3.601%
 14  14.311  1974 1978 1982 rVB2   26746     35175   1.02%   0.108%
 15  14.828  2054 2066 2068 rBV3   59968    190880   5.54%   0.587%
 
 16  15.116  2110 2115 2120 rVB    51955     70032   2.03%   0.215%
 17  15.298  2141 2146 2155 rVB2   32024     52359   1.52%   0.161%
 18  15.521  2179 2184 2190 rBV6   18551     35277   1.02%   0.108%
 19  15.745  2215 2222 2230 rBV  1638077   2442618  70.86%   7.510%
 20  15.980  2258 2262 2273 rVB3   57035    109231   3.17%   0.336%
 
 21  16.773  2393 2397 2401 rVV2   47625     57067   1.66%   0.175%
 22  16.820  2401 2405 2410 rVB5   23253     34652   1.01%   0.107%
 23  16.996  2429 2435 2439 rBV2  843886   1227396  35.61%   3.774%
 24  17.037  2439 2442 2448 rVB   263295    352974  10.24%   1.085%
 25  17.125  2454 2457 2463 rVB    59683     86271   2.50%   0.265%
 
 26  17.402  2495 2504 2508 rBV4   43449     93705   2.72%   0.288%
 27  17.513  2519 2523 2529 rVB4   41273     59435   1.72%   0.183%
 28  17.913  2587 2591 2598 rVV2  156773    232616   6.75%   0.715%
 29  18.071  2614 2618 2621 rBV2   47923     72357   2.10%   0.222%
 30  18.342  2662 2664 2667 rBV4   36974     45614   1.32%   0.140%
 
 31  19.076  2784 2789 2794 rVB   451268    581016  16.86%   1.786%
 32  19.129  2795 2798 2803 rVV6   42340     57040   1.65%   0.175%
 33  19.205  2808 2811 2817 rVV7   51478     83955   2.44%   0.258%
 34  19.435  2841 2850 2859 rBV   364693    631674  18.32%   1.942%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   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_G\METHODS\8270-BG071715.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  19.605  2876 2879 2881 rBV2   86042    106092   3.08%   0.326%
 
 36  19.646  2881 2886 2896 rVB  2829734   3447095 100.00%  10.598%
 37  19.934  2932 2935 2939 rVB    70512     81803   2.37%   0.252%
 38  20.034  2949 2952 2955 rVB    48349     52710   1.53%   0.162%
 39  20.639  3051 3055 3059 rBV   252836    271771   7.88%   0.836%
 40  20.927  3100 3104 3108 rBV3  170928    227102   6.59%   0.698%
 
 41  21.056  3123 3126 3129 rBV    97209    108293   3.14%   0.333%
 42  21.197  3141 3150 3154 rBV2 1160017   1876333  54.43%   5.769%
 43  21.232  3154 3156 3162 rVB   208359    268114   7.78%   0.824%
 44  21.538  3205 3208 3215 rVB   215911    274600   7.97%   0.844%
 45  22.754  3411 3415 3420 rBV   156711    306008   8.88%   0.941%
 
 46  23.318  3507 3511 3520 rVB   163180    315441   9.15%   0.970%
 47  23.418  3522 3528 3534 rBV   632751   1225448  35.55%   3.768%
 
 
                        Sum of corrected areas:    32524642
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

  TIC Library   : C:\DATABASE\NIST02.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.
---------------------------------------------------------------------
  4.74    6.49 ng         205734   1,4-Dichlorobenzene-d4      7.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2        016504-58-8 17
 4 3-Hexanol                           102 C6H14O         000623-37-0 17
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance Scan 349 (4.740 min): BG017998.D (-344) (-)
43

59

101

83 20721870 119

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

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

59

10131 83

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #3950: 2,3-Butanedione, monooxime
43

101

15 5828 8469

20 40 60 80 100 120 140 160 180 200 220

5000

m/z-->

Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43

101
28 59

70 84
15

4.40 4.60 4.80 5.00

m/z  43.00  100.00%

4.40 4.60 4.80 5.00

m/z  59.00   61.63%

4.40 4.60 4.80 5.00

m/z 101.00   27.20%

4.40 4.60 4.80 5.00

m/z  58.00   17.26%

4.40 4.60 4.80 5.00

m/z  41.00    8.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.13                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.13   84.26 ng        2669840   1,4-Dichlorobenzene-d4      7.59

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 35
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 

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

5000

m/z-->

Abundance Scan 756 (7.131 min): BG017998.D (-747) (-)
132

68

96
40 54 11582 281

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

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132

69
104

5131

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

5000

m/z-->

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
117

8154

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

5000

m/z-->

Abundance #48639: Tranylcypromine-propionyl
13257

74
116

98

189158

6.80 7.00 7.20 7.40

m/z 132.00  100.00%

6.80 7.00 7.20 7.40

m/z 134.00   34.63%

6.80 7.00 7.20 7.40

m/z  68.00   32.23%

6.80 7.00 7.20 7.40

m/z  66.00   21.95%

6.80 7.00 7.20 7.40

m/z  69.10   13.59%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Sulfur                          Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.83    3.26 ng         190880   Acenaphthene-d10           14.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Sulfur                              192 S6             013798-23-7 97
 2 7-Amino-7H-S-triazolo[5,1-c]-S-t... 156 C3H4N6S        013728-28-4 38
 3 1,2,5,6-Tetrathiocane               184 C4H8S4         001940-01-8 36
 4 Benzene, 1-bromo-4-chloro-          190 C6H4BrCl       000106-39-8 9 
 5 Pyridine-3,5-dicarbonitrile, 2-a... 192 C8H5ClN4       064829-09-0 9 

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 2066 (14.828 min): BG017998.D (-2054) (-)
19264

128
96

16044 86 111 141 177 207

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #50963: Sulfur
19264

128
96

16080 14748 171110

40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #27226: 7-Amino-7H-S-triazolo[5,1-c]-S-triazole-3-thiol
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9643
15653 84 14111074
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5000

m/z-->

Abundance #45690: 1,2,5,6-Tetrathiocane
64

18412445 92

78 156110 138

14.60 14.80 15.00 15.20

m/z 191.80  100.00%

14.60 14.80 15.00 15.20

m/z  63.90   81.34%

14.60 14.80 15.00 15.20

m/z 127.90   28.89%

14.60 14.80 15.00 15.20

m/z 193.80   24.75%

14.60 14.80 15.00 15.20

m/z  95.90   13.08%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.91    3.79 ng         232616   Phenanthrene-d10           17.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 93
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 78
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 52
 4 n-Decanoic acid                     172 C10H20O2       000334-48-5 47
 5 1-(p-Toluidino)-1-deoxy-.beta.-d... 269 C13H19NO5      1000226-06-4 35

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

5000

m/z-->

Abundance Scan 2591 (17.913 min): BG017998.D (-2587) (-)
73

43

129
256213192

97 171
151 239 281 318

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

5000

m/z-->

Abundance #92228: n-Hexadecanoic acid
43 73

256
129

21327 97
157 185

239

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

5000

m/z-->

Abundance #65565: Tridecanoic acid
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43

129

171
27 21497

152 197

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

5000

m/z-->

Abundance #75072: Tetradecanoic acid
73

43

129

185
97 22827 157 211

17.60 17.80 18.00 18.20

m/z  73.00  100.00%

17.60 17.80 18.00 18.20

m/z  60.00   81.25%

17.60 17.80 18.00 18.20

m/z  43.10   76.83%

17.60 17.80 18.00 18.20

m/z  57.10   64.16%

17.60 17.80 18.00 18.20

m/z  55.05   60.67%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  1,19-Eicosadiene                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.64    2.90 ng         271771   Chrysene-d12               21.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,19-Eicosadiene                    278 C20H38         014811-95-1 96
 2 1,22-Docosanediol                   342 C22H46O2       022513-81-1 95
 3 1,21-Docosadiene                    306 C22H42         053057-53-7 95
 4 Bicyclo[10.8.0]eicosane, (E)-       278 C20H38         1000155-85-0 93
 5 Bicyclo[10.8.0]eicosane, cis-       278 C20H38         1000155-82-2 92
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5000

m/z-->

Abundance Scan 3055 (20.639 min): BG017998.D (-3051) (-)
8243
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5000
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Abundance #105307: 1,19-Eicosadiene
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10927 138 278250180208
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5000

m/z-->

Abundance #138154: 1,22-Docosanediol
8255
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5000

m/z-->

Abundance #120935: 1,21-Docosadiene
55 82

110
30613827 278208236165

20.40 20.60 20.80 21.00

m/z  82.10  100.00%

20.40 20.60 20.80 21.00

m/z  57.05   94.62%

20.40 20.60 20.80 21.00

m/z  43.10   84.17%

20.40 20.60 20.80 21.00

m/z  96.05   78.72%

20.40 20.60 20.80 21.00

m/z  55.05   65.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Nonadecene                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.93    2.42 ng         227102   Chrysene-d12               21.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Nonadecene                        266 C19H38         018435-45-5 96
 2 Cyclohexadecane                     224 C16H32         000295-65-8 87
 3 Cycloeicosane                       280 C20H40         000296-56-0 78
 4 1-Hexadecanesulfonyl chloride       324 C16H33ClO2S    038775-38-1 74
 5 Cyclopentadecane                    210 C15H30         000295-48-7 64

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3105 (20.933 min): BG017998.D (-3100) (-)
57

83 229

111

139 170 202 290 377260 344316 449 504417

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #98171: 1-Nonadecene
9743

69

125

154 266238182 21015

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #72491: Cyclohexadecane
55 83

29 111

224139 196167

0 50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #106397: Cycloeicosane
55

83

29 111

139 280168 252196 224

20.60 20.80 21.00 21.20

m/z  57.10  100.00%

20.60 20.80 21.00 21.20

m/z  43.10   82.79%

20.60 20.80 21.00 21.20

m/z  71.10   78.86%

20.60 20.80 21.00 21.20

m/z  55.10   78.22%

20.60 20.80 21.00 21.20

m/z  83.05   77.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Oxirane, heptadecyl-            Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.54    2.93 ng         274600   Chrysene-d12               21.20

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Oxirane, heptadecyl-                282 C19H38O        067860-04-2 95
 2 Bicyclo[10.8.0]eicosane, cis-       278 C20H38         1000155-82-2 91
 3 Oxirane, hexadecyl-                 268 C18H36O        007390-81-0 91
 4 Octadecanal                         268 C18H36O        000638-66-4 91
 5 16-Octadecenal                      266 C18H34O        056554-87-1 91
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Abundance Scan 3208 (21.538 min): BG017998.D (-3205) (-)
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\Data\BG072015\
  Data File : BG017998.D                                          
  Acq On    : 20 Jul 2015  20:37
  Operator  : TP/UM
  Sample    : G3024-01
  Misc      :  
  ALS Vial  : 18   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG071715.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|
----------------------------------------------------------------------------
2-Pentanone, 4-hy...   4.74     6.5 ng     205734  1   7.59  633719  20.0
unknown7.13            7.13    84.3 ng    2669840  1   7.59  633719  20.0
Sulfur                14.83     3.3 ng     190880  3  14.25 1171320  20.0
n-Hexadecanoic acid   17.91     3.8 ng     232616  4  17.00 1227400  20.0
1,19-Eicosadiene      20.64     2.9 ng     271771  5  21.20 1876330  20.0
1-Nonadecene          20.93     2.4 ng     227102  5  21.20 1876330  20.0
Oxirane, heptadecyl-  21.54     2.9 ng     274600  5  21.20 1876330  20.0
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