
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   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-BG022118.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   3.518    33   39   53 rVB    90716    209133   9.36%   1.643%
  2   5.820   425  431  440 rBV    34441     60234   2.70%   0.473%
  3   6.326   510  517  528 rBV   234714    417343  18.69%   3.279%
  4   8.000   794  802  816 rBV   149900    291996  13.07%   2.294%
  5   8.417   866  873  884 rBV   448317    824745  36.93%   6.480%
 
  6   8.910   949  957  965 rVB   156018    284448  12.74%   2.235%
  7   9.245  1006 1014 1024 rVB   467263    857390  38.39%   6.736%
  8  10.109  1153 1161 1168 rBV   391881    743752  33.30%   5.843%
  9  11.795  1437 1448 1456 rBV   223531    416540  18.65%   3.273%
 10  14.150  1842 1849 1857 rBV  1075684   1665562  74.57%  13.085%
 
 11  14.943  1977 1984 1989 rBV    97857    145954   6.53%   1.147%
 12  15.355  2049 2054 2059 rBV    41786     54897   2.46%   0.431%
 13  15.525  2076 2083 2094 rVB2  334060    555096  24.85%   4.361%
 14  16.289  2209 2213 2219 rVB2   58476     76219   3.41%   0.599%
 15  16.694  2274 2282 2286 rBV4   13735     28965   1.30%   0.228%
 
 16  16.993  2326 2333 2344 rBV   661394   1050625  47.04%   8.254%
 17  17.146  2354 2359 2370 rBV    50300     87988   3.94%   0.691%
 18  17.933  2487 2493 2498 rBV    40761     54114   2.42%   0.425%
 19  18.251  2539 2547 2555 rBV2  430239    662243  29.65%   5.203%
 20  18.662  2613 2617 2622 rBV    23976     28935   1.30%   0.227%
 
 21  19.050  2678 2683 2692 rBV2  163208    261231  11.70%   2.052%
 22  20.277  2886 2892 2901 rBV    76346    131572   5.89%   1.034%
 23  20.765  2969 2975 2994 rBV  1598367   2233463 100.00%  17.547%
 24  22.128  3200 3207 3224 rBV3   69684    226632  10.15%   1.781%
 25  22.604  3280 3288 3298 rBV2  347984    673669  30.16%   5.293%
 
 26  24.507  3606 3612 3617 rBV3   12368     24152   1.08%   0.190%
 27  26.404  3923 3935 3950 rBV3  170886    626846  28.07%   4.925%
 28  30.193  4571 4580 4581 rBV6   18557     34672   1.55%   0.272%
 
 
                        Sum of corrected areas:    12728416
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.82    4.24 ng          60234   1,4-Dichlorobenzene-d4      8.91

 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, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 28
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 3-Octanol                           130 C8H18O         000589-98-0 9 

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

5000

m/z-->

Abundance Scan 431 (5.820 min): BG033106.D (-425) (-)
43

59

101
8351
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0

5000

m/z-->

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

59

10131 83 93

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

5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43

57

29
101

5036 78

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

5000

m/z-->

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

41

68
12650 142

5.40 5.60 5.80 6.00 6.20

m/z  43.05  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  59.05   52.26%

5.40 5.60 5.80 6.00 6.20

m/z 101.05   14.51%

5.40 5.60 5.80 6.00 6.20

m/z  58.05   13.38%

5.40 5.60 5.80 6.00 6.20

m/z  41.05    9.02%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown8.42                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.42   57.99 ng         824745   1,4-Dichlorobenzene-d4      8.91

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 4 Benzene, 1-ethenyl-3,5-dimethyl-    132 C10H12         005379-20-4 9 
 5 Xenon                               132 Xe             007440-63-3 9 
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0

5000

m/z-->

Abundance Scan 874 (8.423 min): BG033106.D (-866) (-)
132

68

9640 54 77 10687 115
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0

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533 44
7060 80 115
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5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257
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89 189158107
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5000

m/z-->

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132

117

91
39 51 65 77 10527

8.00 8.20 8.40 8.60 8.80

m/z 131.95  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  68.05   41.52%

8.00 8.20 8.40 8.60 8.80

m/z 133.95   33.77%

8.00 8.20 8.40 8.60 8.80

m/z  66.05   28.00%

8.00 8.20 8.40 8.60 8.80

m/z  69.05   18.21%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Octane, 2,4,6-trimethyl-        Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.29    2.75 ng          76219   Acenaphthene-d10           15.52

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,4,6-trimethyl-            156 C11H24         062016-37-9 80
 2 Pentadecane                         212 C15H32         000629-62-9 72
 3 Undecane                            156 C11H24         001120-21-4 59
 4 Decane                              142 C10H22         000124-18-5 59
 5 Decane, 2,3,6-trimethyl-            184 C13H28         062238-12-4 53
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0

5000

m/z-->

Abundance Scan 2213 (16.289 min): BG033106.D (-2209) (-)
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5000
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Abundance #28445: Octane, 2,4,6-trimethyl-
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Abundance #71394: Pentadecane
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5000
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Abundance #28422: Undecane
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29 85
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16.00 16.20 16.40 16.60

m/z  57.05  100.00%

16.00 16.20 16.40 16.60

m/z  43.05   68.04%

16.00 16.20 16.40 16.60

m/z  71.05   31.45%

16.00 16.20 16.40 16.60

m/z  85.05   31.33%

16.00 16.20 16.40 16.60

m/z  41.05   30.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Hexadecane                      Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.15    2.66 ng          87988   Phenanthrene-d10           18.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 90
 2 Pentadecane                         212 C15H32         000629-62-9 86
 3 Octacosane                          394 C28H58         000630-02-4 83
 4 Nonadecane                          268 C19H40         000629-92-5 78
 5 Eicosane                            282 C20H42         000112-95-8 72

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2359 (17.146 min): BG033106.D (-2354) (-)
57

85

113 141

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #83025: Hexadecane
57

85
29

113 141 169 226197

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #71393: Pentadecane
57

85

29
113 141 212169

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

16.80 17.00 17.20 17.40

m/z  57.05  100.00%

16.80 17.00 17.20 17.40

m/z  43.10   74.32%

16.80 17.00 17.20 17.40

m/z  71.05   52.16%

16.80 17.00 17.20 17.40

m/z  85.00   38.99%

16.80 17.00 17.20 17.40

m/z  41.05   34.91%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  n-Hexadecanoic acid             Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.05    7.89 ng         261231   Phenanthrene-d10           18.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 99
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 89
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 53

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

5000

m/z-->

Abundance Scan 2683 (19.050 min): BG033106.D (-2678) (-)
43 7360

129

21397 157 171115 185 256143 199 227

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

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
0

5000

m/z-->

Abundance #72643: Tridecanoic acid
736043

129

29 17111587
214185101 157143

15 198
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0

5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

18.80 19.00 19.20 19.40

m/z  43.05  100.00%

18.80 19.00 19.20 19.40

m/z  73.05   93.05%

18.80 19.00 19.20 19.40

m/z  60.05   88.14%

18.80 19.00 19.20 19.40

m/z  57.05   76.48%

18.80 19.00 19.20 19.40

m/z  41.05   74.57%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecanoic acid               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.28    3.97 ng         131572   Phenanthrene-d10           18.25

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 99
 2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H44O4       000106-11-6 78
 3 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 76
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 74
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 64

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2892 (20.277 min): BG033106.D (-2886) (-)
43 73

129

18597 241 284
222157

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #131261: Octadecanoic acid
7343

129

97
185 241 284

207157

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43

60

284
12983

185 241213101 157 267 311 372

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
6043

129

83
213 256157 185101

239

20.00 20.20 20.40 20.60

m/z  43.05  100.00%

20.00 20.20 20.40 20.60

m/z  57.05   85.68%

20.00 20.20 20.40 20.60

m/z  73.00   84.37%

20.00 20.20 20.40 20.60

m/z  60.05   78.23%

20.00 20.20 20.40 20.60

m/z  55.05   71.55%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Cyclotetracosane                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.13    6.73 ng         226632   Chrysene-d12               22.60

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclotetracosane                    336 C24H48         000297-03-0 94
 2 Heptafluorobutyric acid, hexadec... 438 C20H33F7O2     006385-15-5 94
 3 1-Docosene                          308 C22H44         001599-67-3 93
 4 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 93
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 93

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3207 (22.128 min): BG033106.D (-3200) (-)
57

83

111

139 281208 355166

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #174179: Cyclotetracosane
43

83

111

139 336167 196 224 308250 279

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57

97

12529 169 224196 269 420147

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #151538: 1-Docosene
55

97

29
125

153 308181

21.80 22.00 22.20 22.40

m/z  57.05  100.00%

21.80 22.00 22.20 22.40

m/z  43.05   93.86%

21.80 22.00 22.20 22.40

m/z  55.05   92.14%

21.80 22.00 22.20 22.40

m/z  83.05   73.47%

21.80 22.00 22.20 22.40

m/z  97.05   69.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG031218\
  Data File : BG033106.D                                          
  Acq On    : 13 Mar 2018   2:14
  Operator  : SJ/JU
  Sample    : J1867-06
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.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...   5.82     4.2 ng      60234  1   8.91  284448  20.0
unknown8.42            8.42    58.0 ng     824745  1   8.91  284448  20.0
Octane, 2,4,6-tri...  16.29     2.7 ng      76219  3  15.52  555096  20.0
Hexadecane            17.15     2.7 ng      87988  4  18.25  662243  20.0
n-Hexadecanoic acid   19.05     7.9 ng     261231  4  18.25  662243  20.0
Octadecanoic acid     20.28     4.0 ng     131572  4  18.25  662243  20.0
Cyclotetracosane      22.13     6.7 ng     226632  5  22.60  673669  20.0
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