
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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   4.910   477  480  491 rBV    58190     92143   3.28%   0.404%
  2   5.328   547  551  576 rBV  1962714   2445585  86.97%  10.728%
  3   6.357   721  726  742 rBV  2227168   2566402  91.27%  11.258%
  4   6.481   742  747  770 rVB  2541200   2579320  91.73%  11.315%
  5   6.704   782  785  795 rBV   658906    599167  21.31%   2.628%
 
  6   6.863   808  812  830 rBV  2197913   2015755  71.68%   8.843%
  7   7.269   876  881  904 rBV  1657177   1601537  56.95%   7.026%
  8   7.986   999 1003 1015 rBV   821698    734736  26.13%   3.223%
  9   9.063  1181 1186 1189 rBV  3201943   2812008 100.00%  12.336%
 10   9.457  1249 1253 1259 rBV   323300    303983  10.81%   1.334%
 
 11   9.733  1296 1300 1307 rBV2  839047    745792  26.52%   3.272%
 12  10.521  1430 1434 1447 rBV  1640466   1507061  53.59%   6.611%
 13  11.210  1548 1551 1555 rBV   769759    671187  23.87%   2.944%
 14  11.751  1639 1643 1650 rBV2  120951    121023   4.30%   0.531%
 15  12.798  1816 1821 1824 rBV  2472505   2327176  82.76%  10.209%
 
 16  13.698  1970 1974 1985 rBV   121625    181055   6.44%   0.794%
 17  13.839  1994 1998 2002 rBV   741251    676788  24.07%   2.969%
 18  14.321  2077 2080 2086 rBV3   30774     39575   1.41%   0.174%
 19  14.615  2127 2130 2134 rVB    48362     41470   1.47%   0.182%
 20  14.686  2139 2142 2146 rVB    29170     30911   1.10%   0.136%
 
 21  14.927  2180 2183 2187 rBV    49872     52638   1.87%   0.231%
 22  15.245  2232 2237 2240 rBV   383526    468071  16.65%   2.053%
 23  15.280  2240 2243 2247 rVB    56344     68785   2.45%   0.302%
 24  15.680  2307 2311 2316 rVB    50692     64269   2.29%   0.282%
 25  16.145  2386 2390 2394 rVB2   33610     49202   1.75%   0.216%
 
 
 
                        Sum of corrected areas:    22795639
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.91    3.08 ng          92143   1,4-Dichlorobenzene-d4      6.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 64
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 39
 3 Butyl aldoxime, 3-methyl-, syn-     101 C5H11NO        005780-40-5 25
 4 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
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5000

m/z-->

Abundance Scan 480 (4.910 min): BF109485.D (-477) (-)
43

59

101

8349
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5000

m/z-->

Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43

59
10127 8337 53 67 9177
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5000

m/z-->

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

57

10129
15 51 7337 83 95
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5000

m/z-->

Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59

41

86
6951 101

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   55.00%

4.60 4.80 5.00 5.20

m/z 101.10   19.36%

4.60 4.80 5.00 5.20

m/z  58.00   15.27%

4.60 4.80 5.00 5.20

m/z  41.10   10.53%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   86.10 ng        2579320   1,4-Dichlorobenzene-d4      6.70

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 35
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 3 1,3,5-Trifluorobenzene              132 C6H3F3         000372-38-3 9 
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
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5000

m/z-->

Abundance Scan 747 (6.481 min): BF109485.D (-742) (-)
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9640 54 77 10587 115
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5000

m/z-->

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

69
104

785131
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m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107
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5000

m/z-->

Abundance #14395: 1,3,5-Trifluorobenzene
132

8163
11210131 50 9272

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   42.46%

6.20 6.40 6.60 6.80

m/z 134.00   33.04%

6.20 6.40 6.60 6.80

m/z  66.00   27.08%

6.20 6.40 6.60 6.80

m/z  69.10   17.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.75    3.61 ng         121023   Phenanthrene-d10           11.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 98
 2 Tridecanoic acid                    214 C13H26O2       000638-53-9 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 90
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 72
 5 Oxalic acid, allyl octadecyl ester  382 C23H42O4       1000309-24-5 35
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5000

m/z-->

Abundance Scan 1643 (11.751 min): BF109485.D (-1639) (-)
7343 60

129
21397 115 171157 185 256199143 227
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5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241
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5000

m/z-->

Abundance #72646: Tridecanoic acid
7360
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21417111587
185101 143 157 198
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5000

m/z-->

Abundance #95851: Pentadecanoic acid
7343 60

129

29 87 199143 242115 185101 157 171 21315 226

11.40 11.60 11.80 12.00

m/z  73.00  100.00%

11.40 11.60 11.80 12.00

m/z  43.05   83.45%

11.40 11.60 11.80 12.00

m/z  60.00   80.74%

11.40 11.60 11.80 12.00

m/z  57.05   65.63%

11.40 11.60 11.80 12.00

m/z  55.00   64.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Behenic alcohol                 Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.70    5.35 ng         181055   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Behenic alcohol                     326 C22H46O        000661-19-8 95
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 94
 3 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 5 1-Heptacosanol                      396 C27H56O        002004-39-9 91

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

5000

m/z-->

Abundance Scan 1974 (13.698 min): BF109485.D (-1970) (-)
57 83

41
111

139 167

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139
167 280 308196 224 252

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238222

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

9741

125
81 196 269154 224 320180 25115

13.40 13.60 13.80 14.00

m/z  57.00  100.00%

13.40 13.60 13.80 14.00

m/z  43.00   92.10%

13.40 13.60 13.80 14.00

m/z  83.05   91.82%

13.40 13.60 13.80 14.00

m/z  97.05   85.67%

13.40 13.60 13.80 14.00

m/z  69.05   82.08%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Triacontane                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.93    2.25 ng          52638   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Triacontane                         422 C30H62         000638-68-6 90
 2 Pentacosane                         352 C25H52         000629-99-2 87
 3 Octacosane                          394 C28H58         000630-02-4 83
 4 Hexadecane, 1-iodo-                 352 C16H33I        000544-77-4 80
 5 Docosane                            310 C22H46         000629-97-0 80

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2184 (14.933 min): BF109485.D (-2180) (-)
57

85

113 141 169 225197 355281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #219831: Triacontane
57

85

113 141 169 42219729 225 253 281 309 337 365 393

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #185533: Pentacosane
57

85

113 14129 169 211 239 352267 295 323

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   66.60%

14.60 14.80 15.00 15.20

m/z  43.05   56.00%

14.60 14.80 15.00 15.20

m/z  85.10   51.59%

14.60 14.80 15.00 15.20

m/z  55.05   23.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Eicosane                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.68    2.75 ng          64269   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 93
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Triacontane                         422 C30H62         000638-68-6 90
 5 Heptadecane                         240 C17H36         000629-78-7 87

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2311 (15.680 min): BF109485.D (-2307) (-)
57

85

113 141 239211159 187 282

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129490: Eicosane
57

85

11329 141 169 282197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

15.40 15.60 15.80 16.00

m/z  57.05  100.00%

15.40 15.60 15.80 16.00

m/z  71.05   86.45%

15.40 15.60 15.80 16.00

m/z  85.05   62.37%

15.40 15.60 15.80 16.00

m/z  43.10   61.76%

15.40 15.60 15.80 16.00

m/z  69.05   21.24%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Hentriacontane                  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.14    2.10 ng          49202   Perylene-d12               15.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hentriacontane                      437 C31H64         000630-04-6 86
 2 Tridecane, 3-methyl-                198 C14H30         006418-41-3 80
 3 2-Bromotetradecane                  276 C14H29Br       074036-95-6 80
 4 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 64
 5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H30O3S      1000309-20-2 59

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2389 (16.139 min): BF109485.D (-2386) (-)
57

85

113
197 225143 171 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #223852: Hentriacontane
57

85

113 141 169 197 225 309253 281 337 365 437

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #59890: Tridecane, 3-methyl-
57

29
85

169113 140 198

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #124147: 2-Bromotetradecane
57

85

29 113
141 197

15.80 16.00 16.20 16.40

m/z  57.10  100.00%

15.80 16.00 16.20 16.40

m/z  71.10   83.99%

15.80 16.00 16.20 16.40

m/z  43.05   62.17%

15.80 16.00 16.20 16.40

m/z  85.10   60.21%

15.80 16.00 16.20 16.40

m/z  55.10   24.76%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100118\
  Data File : BF109485.D                                          
  Acq On    :  1 Oct 2018  20:50
  Operator  : JU/SJ
  Sample    : J5170-25
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218.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...   4.91     3.1 ng      92143  1   6.70  599167  20.0
unknown6.48            6.48    86.1 ng    2579320  1   6.70  599167  20.0
n-Hexadecanoic acid   11.75     3.6 ng     121023  4  11.21  671187  20.0
Behenic alcohol       13.70     5.3 ng     181055  5  13.84  676788  20.0
Triacontane           14.93     2.3 ng      52638  6  15.24  468071  20.0
Eicosane              15.68     2.8 ng      64269  6  15.24  468071  20.0
Hentriacontane        16.14     2.1 ng      49202  6  15.24  468071  20.0
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