
                                     LSC Area Percent Report
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   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-BF122419.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   5.063   502  506  522 rVB   451345    614688  10.93%   1.636%
  2   5.475   571  576  586 rBV  3427460   3250304  57.77%   8.652%
  3   6.492   744  749  767 rBV  3389965   3520721  62.58%   9.372%
  4   6.628   767  772  775 rBV  3875454   3746565  66.59%   9.973%
  5   6.851   806  810  819 rVB   788642    647637  11.51%   1.724%
 
  6   7.010   833  837  840 rBV  3360911   2866078  50.94%   7.629%
  7   7.416   902  906  931 rBV  2055413   2216634  39.40%   5.900%
  8   8.139  1025 1029 1048 rBV   848796    841164  14.95%   2.239%
  9   9.216  1208 1212 1215 rBV  5204722   4434520  78.82%  11.804%
 10   9.610  1276 1279 1290 rBV   253904    275448   4.90%   0.733%
 
 11   9.898  1324 1328 1341 rBV  1156133   1026480  18.24%   2.732%
 12  10.692  1459 1463 1476 rBV  3243518   3294008  58.55%   8.768%
 13  11.392  1578 1582 1590 rBV  1220366   1113560  19.79%   2.964%
 14  11.916  1667 1671 1693 rBV   343352    395209   7.02%   1.052%
 15  12.704  1802 1805 1811 rBV2   58571     74762   1.33%   0.199%
 
 16  12.986  1848 1853 1856 rBV  6012599   5626260 100.00%  14.976%
 17  13.874  2000 2004 2017 rBV   408593    661879  11.76%   1.762%
 18  14.045  2029 2033 2041 rBV  1131182   1106204  19.66%   2.945%
 19  14.498  2107 2110 2113 rBV    82793     89155   1.58%   0.237%
 20  14.810  2157 2163 2168 rBV2  110554    150380   2.67%   0.400%
 
 21  15.151  2217 2221 2226 rBV   120818    138481   2.46%   0.369%
 22  15.539  2282 2287 2294 rBV   858252   1111346  19.75%   2.958%
 23  15.980  2357 2362 2368 rBV2   85530    125235   2.23%   0.333%
 24  16.056  2369 2375 2389 rVV9   48769    148792   2.64%   0.396%
 25  16.492  2443 2449 2454 rBV2   53910     92787   1.65%   0.247%
 
 
 
                        Sum of corrected areas:    37568297
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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.
---------------------------------------------------------------------
  5.06   18.98 ng         614688   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 17
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

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

5000

m/z-->

Abundance Scan 505 (5.057 min): BF118376.D (-502) (-)
43

59

101

8351 69

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

5000

m/z-->

Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

59

15 10131 8351

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

5000

m/z-->

Abundance #4035: 2,3-Butanedione, monooxime
43

101

15 5828 8469

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

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   61.40%

4.80 5.00 5.20 5.40

m/z 101.00   25.68%

4.80 5.00 5.20 5.40

m/z  58.00   15.01%

4.80 5.00 5.20 5.40

m/z  41.10    9.96%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.63                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.63  115.70 ng        3746570   1,4-Dichlorobenzene-d4      6.85

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 2 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 16
 3 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 9 

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance Scan 772 (6.628 min): BF118376.D (-767) (-)
132

68

96
40 54 10678 117

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

67

41 97
53 117

79
107

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

189158

20 40 60 80 100 120 140 160 180

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116

6.20 6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.20 6.40 6.60 6.80 7.00

m/z  68.10   34.32%

6.20 6.40 6.60 6.80 7.00

m/z 134.00   33.59%

6.20 6.40 6.60 6.80 7.00

m/z  66.00   22.26%

6.20 6.40 6.60 6.80 7.00

m/z  69.05   14.58%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92    7.10 ng         395209   Phenanthrene-d10           11.39

 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 94
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 93
 4 Tetradecanoic acid                  228 C14H28O2       000544-63-8 90
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 68

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

5000

m/z-->

Abundance Scan 1672 (11.921 min): BF118376.D (-1667) (-)
73

43 60

129
213

97 115 185 256171157
143 199 227

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 #72647: Tridecanoic acid
7360

43

129
29 17111587

214
185143 157101

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

11.60 11.80 12.00 12.20

m/z  73.00  100.00%

11.60 11.80 12.00 12.20

m/z  43.05   79.55%

11.60 11.80 12.00 12.20

m/z  60.00   75.15%

11.60 11.80 12.00 12.20

m/z  41.05   66.95%

11.60 11.80 12.00 12.20

m/z  57.10   63.20%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Eicosene, (E)-                Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.87   11.97 ng         661879   Chrysene-d12               14.04

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Eicosene, (E)-                    280 C20H40         074685-30-6 99
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 94
 3 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 94
 4 2- Chloropropionic acid, octadec... 360 C21H41ClO2     088104-31-8 94
 5 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 94

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2003 (13.868 min): BF118376.D (-2000) (-)
57 83

111

139 167 209 281

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #127769: 5-Eicosene, (E)-
55

83

11129

139 280167 196 252223

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 #227401: Heptadecyl heptafluorobutyrate
57

83

111

29 238169139 210 283

13.60 13.80 14.00 14.20

m/z  57.05  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   98.37%

13.60 13.80 14.00 14.20

m/z  83.10   95.51%

13.60 13.80 14.00 14.20

m/z  69.05   93.44%

13.60 13.80 14.00 14.20

m/z  97.05   87.94%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.81    2.71 ng         150380   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 97
 2 Heneicosane                         296 C21H44         000629-94-7 91
 3 Tetracosane                         338 C24H50         000646-31-1 91
 4 Docosane                            310 C22H46         000629-97-0 91
 5 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2163 (14.810 min): BF118376.D (-2157) (-)
57

85

113
14139 169 197 282249221 355

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 #175558: Tetracosane
57

85

113
141 338169 197 225 25339 281 309

14.40 14.60 14.80 15.00 15.20

m/z  57.00  100.00%

14.40 14.60 14.80 15.00 15.20

m/z  71.10   74.86%

14.40 14.60 14.80 15.00 15.20

m/z  43.10   72.32%

14.40 14.60 14.80 15.00 15.20

m/z  85.05   57.31%

14.40 14.60 14.80 15.00 15.20

m/z  55.05   27.78%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Nonadecane, 9-methyl-           Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.98    2.25 ng         125235   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonadecane, 9-methyl-               282 C20H42         013287-24-6 93
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 Heneicosane                         296 C21H44         000629-94-7 87
 4 Triacontane                         422 C30H62         000638-68-6 83
 5 Hexacosane                          366 C26H54         000630-01-3 80

50 100 150 200 250 300 350

5000

m/z-->

Abundance Scan 2362 (15.980 min): BF118376.D (-2357) (-)
57

85

113
141 169 197 225 341281

50 100 150 200 250 300 350

5000

m/z-->

Abundance #129499: Nonadecane, 9-methyl-
57

85

140
16829 111 267239197

50 100 150 200 250 300 350

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

15.60 15.80 16.00 16.20

m/z  57.00  100.00%

15.60 15.80 16.00 16.20

m/z  71.05   86.03%

15.60 15.80 16.00 16.20

m/z  85.05   63.86%

15.60 15.80 16.00 16.20

m/z  43.10   60.02%

15.60 15.80 16.00 16.20

m/z  55.05   26.84%
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                                 Library Search Compound Report

  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptadecyl heptafluorobutyrate  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.06    2.68 ng         148792   Perylene-d12               15.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecyl heptafluorobutyrate      452 C21H35F7O2     959085-66-6 91
 2 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 90
 4 1-Heptacosanol                      396 C27H56O        002004-39-9 90
 5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39Cl3O3    1000314-56-3 87

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance Scan 2376 (16.062 min): BF118376.D (-2369) (-)
8357

111

139 221165 283195

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #227401: Heptadecyl heptafluorobutyrate
57

83

111

29 238169139 210 283

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #234187: 17-Pentatriacontene
43

83

111
139 167 196 224 267 490462292 321

50 100 150 200 250 300 350 400 450

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139 167 308195 336222 250 280

15.80 16.00 16.20 16.40

m/z  83.10  100.00%

15.80 16.00 16.20 16.40

m/z  57.00   96.25%

15.80 16.00 16.20 16.40

m/z  97.00   84.74%

15.80 16.00 16.20 16.40

m/z  43.00   72.88%

15.80 16.00 16.20 16.40

m/z  69.00   70.02%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122819\
  Data File : BF118376.D                                          
  Acq On    : 28 Dec 2019  20:21
  Operator  : JU
  Sample    : K6439-06
  Misc      :  
  ALS Vial  : 21   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419.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...   5.06    19.0 ng     614688  1   6.85  647637  20.0
unknown6.63            6.63   115.7 ng    3746570  1   6.85  647637  20.0
n-Hexadecanoic acid   11.92     7.1 ng     395209  4  11.39 1113560  20.0
5-Eicosene, (E)-      13.87    12.0 ng     661879  5  14.04 1106200  20.0
Eicosane              14.81     2.7 ng     150380  6  15.54 1111350  20.0
Nonadecane, 9-met...  15.98     2.3 ng     125235  6  15.54 1111350  20.0
Heptadecyl heptaf...  16.06     2.7 ng     148792  6  15.54 1111350  20.0
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