
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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   5.287   368  374  391 rBV  5754996   8224022  91.08%   9.775%
  2   6.363   551  557  563 rVB   262966    390323   4.32%   0.464%
  3   6.875   636  644  660 rBV  5235469   8964752  99.29%  10.656%
  4   7.228   697  704  719 rBV  5802978   9029303 100.00%  10.732%
  5   7.692   777  783  791 rBV  1023279   1570170  17.39%   1.866%
 
  6   8.010   830  837  848 rVB  4066673   6366252  70.51%   7.567%
  7   8.863   974  982  996 rBV  3132762   5194050  57.52%   6.174%
  8  10.480  1250 1257 1264 rBV  1137470   1902371  21.07%   2.261%
  9  11.516  1428 1433 1447 rVB2   79418    176667   1.96%   0.210%
 10  12.957  1671 1678 1690 rBV  5482172   7855510  87.00%   9.337%
 
 11  13.286  1728 1734 1739 rBV2   45827     97648   1.08%   0.116%
 12  13.592  1778 1786 1793 rVB   362129    525324   5.82%   0.624%
 13  13.804  1817 1822 1835 rVB   324764    487906   5.40%   0.580%
 14  14.345  1907 1914 1921 rVB2 1436208   2129587  23.59%   2.531%
 15  15.839  2159 2168 2182 rBV  4317502   6298052  69.75%   7.486%
 
 16  17.098  2376 2382 2386 rBV  1576951   2240008  24.81%   2.662%
 17  17.139  2386 2389 2394 rVB   222979    292997   3.24%   0.348%
 18  17.986  2527 2533 2543 rBV2  683940   1115530  12.35%   1.326%
 19  18.892  2684 2687 2694 rVB3   45911     96512   1.07%   0.115%
 20  19.162  2728 2733 2740 rVB   394774    539357   5.97%   0.641%
 
 21  19.274  2747 2752 2763 rBV2  285105    516524   5.72%   0.614%
 22  19.527  2791 2795 2802 rVB   375263    505940   5.60%   0.601%
 23  19.733  2824 2830 2835 rBV  7061596   8361393  92.60%   9.938%
 24  19.862  2849 2852 2856 rVB2  139138    172310   1.91%   0.205%
 25  20.368  2934 2938 2945 rBV2  232153    361227   4.00%   0.429%
 
 26  20.474  2952 2956 2959 rBV   186885    229597   2.54%   0.273%
 27  20.992  3040 3044 3055 rBV2  736136   1053874  11.67%   1.253%
 28  21.292  3090 3095 3099 rBV  2283067   2988596  33.10%   3.552%
 29  21.862  3189 3192 3194 rBV   287915    325290   3.60%   0.387%
 30  22.327  3267 3271 3279 rVB   448963    630726   6.99%   0.750%
 
 31  22.827  3353 3356 3361 rBV   479967    698041   7.73%   0.830%
 32  23.397  3450 3453 3458 rVB   554997    781704   8.66%   0.929%
 33  23.544  3473 3478 3486 rVB  1579232   2807819  31.10%   3.337%
 34  24.044  3559 3563 3572 rVB   642217   1203101  13.32%   1.430%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
 
                        Sum of corrected areas:    84132483
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  1R-.alpha.-Pinene               Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.36    4.97 ng         390323   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1R-.alpha.-Pinene                   136 C10H16         007785-70-8 95
 2 Bicyclo[3.1.1]hept-2-ene, 2,6,6-... 136 C10H16         002437-95-8 95
 3 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16         004889-83-2 94
 4 Bicyclo[4.1.0]hept-3-ene, 3,7,7-... 136 C10H16         000498-15-7 91
 5 1,4-Cyclohexadiene, 1-methyl-4-(... 136 C10H16         000099-85-4 91

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 556 (6.357 min): BM018931.D (-551) (-)
93.1

77.0

39.0 121.155.0 137.0 208.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15163: 1R-.alpha.-Pinene
93.0

77.041.0

121.0
137.057.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15351: Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl-, (.+/-.)-
93.0

39.0 77.0

121.055.015.0 137.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #15289: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0

77.0
41.0 121.0

6.00 6.20 6.40 6.60

m/z  93.10  100.00%

6.00 6.20 6.40 6.60

m/z  91.00   42.88%

6.00 6.20 6.40 6.60

m/z  92.10   35.24%

6.00 6.20 6.40 6.60

m/z  76.95   32.78%

6.00 6.20 6.40 6.60

m/z  79.00   27.43%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.23                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.23  115.01 ng        9029300   1,4-Dichlorobenzene-d4      7.69

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 2 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 3 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 4 2-Cyclohexen-1-one                   96 C6H8O          000930-68-7 11
 5 (5-METHYL-2-PYRIDYL)ACETONITRILE    132 C8H8N2         1000241-93-9 10

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 704 (7.228 min): BM018931.D (-697) (-)
132.0

68.0

96.0
40.0

115.1 208.1

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14013: 1H-Benzimidazole, 2-methyl-
132.0

63.0 104.039.015.0 79.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0

105.033.0
70.051.0 86.0

6.80 7.00 7.20 7.40 7.60

m/z 132.00  100.00%

6.80 7.00 7.20 7.40 7.60

m/z  68.05   51.62%

6.80 7.00 7.20 7.40 7.60

m/z 134.00   32.61%

6.80 7.00 7.20 7.40 7.60

m/z  66.05   31.90%

6.80 7.00 7.20 7.40 7.60

m/z  69.10   20.77%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  1,4-Methanoazulene, decahyd...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.59    4.93 ng         525324   Acenaphthene-d10           14.34

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,4-Methanoazulene, decahydro-4,... 204 C15H24         000475-20-7 98
 2 1,6-Cyclodecadiene, 1-methyl-5-m... 204 C15H24         023986-74-5 84
 3 1H-Cyclopropa[a]naphthalene, 1a,... 204 C15H24         017334-55-3 70
 4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24         003691-11-0 64
 5 Tricyclo[4.1.0.0(2,4)]heptane, 3... 204 C15H24         056348-21-1 64

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

5000

m/z-->

Abundance Scan 1786 (13.592 min): BM018931.D (-1778) (-)
91.0

161.1

119.141.0 189.167.1

281.0

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

5000

m/z-->

Abundance #58865: 1,4-Methanoazulene, decahydro-4,8,8-trimethyl-9-me...
161.0

91.0
41.0 119.0

189.0

67.0

15.0

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

5000

m/z-->

Abundance #58796: 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-meth...
161.0

105.0
41.0

79.0

133.0
204.0

15.0

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

5000

m/z-->

Abundance #58939: 1H-Cyclopropa[a]naphthalene, 1a,2,3,5,6,7,7a,7b-oc...
161.0

41.0 105.0
189.0133.079.0

18.0

13.20 13.40 13.60 13.80 14.00

m/z  91.00  100.00%

13.20 13.40 13.60 13.80 14.00

m/z 161.10   78.00%

13.20 13.40 13.60 13.80 14.00

m/z  93.10   68.21%

13.20 13.40 13.60 13.80 14.00

m/z 105.00   67.68%

13.20 13.40 13.60 13.80 14.00

m/z  79.05   64.97%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.99    9.96 ng        1115530   Phenanthrene-d10           17.10

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 97
 2 Pentadecanoic acid                  242 C15H30O2       001002-84-2 72
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 59
 4 Undecanoic acid                     186 C11H22O2       000112-37-8 43
 5 Tridecanoic acid                    214 C13H26O2       000638-53-9 40

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

5000

m/z-->

Abundance Scan 2534 (17.992 min): BM018931.D (-2527) (-)
73.0

43.0

128.9
213.297.1 157.1 185.2 256.2

282.0

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

5000

m/z-->

Abundance #92226: n-Hexadecanoic acid
43.0 73.0

129.0 256.097.0 213.0157.0 185.0

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

5000

m/z-->

Abundance #83686: Pentadecanoic acid
73.043.0

129.0

242.0199.097.0
157.0

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

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

97.0
157.0

17.60 17.80 18.00 18.20 18.40

m/z  73.00  100.00%

17.60 17.80 18.00 18.20 18.40

m/z  59.95   73.28%

17.60 17.80 18.00 18.20 18.40

m/z  43.05   57.36%

17.60 17.80 18.00 18.20 18.40

m/z  55.10   51.37%

17.60 17.80 18.00 18.20 18.40

m/z  57.10   50.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Octadecanoic acid               Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.27    3.46 ng         516524   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecanoic acid                   284 C18H36O2       000057-11-4 97
 2 Tetradecanoic acid                  228 C14H28O2       000544-63-8 86
 3 Pentadecanoic acid                  242 C15H30O2       001002-84-2 70
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 64
 5 n-Decanoic acid                     172 C10H20O2       000334-48-5 30

50 100 150 200 250 300

5000

m/z-->

Abundance Scan 2751 (19.268 min): BM018931.D (-2747) (-)
73.0

43.1

129.1

185.1 241.2
284.299.1 157.0 213.1 341.1

50 100 150 200 250 300

5000

m/z-->

Abundance #108843: Octadecanoic acid
43.0 73.0

129.0

284.0185.0 241.0
99.0 157.0 213.015.0

50 100 150 200 250 300

5000

m/z-->

Abundance #75071: Tetradecanoic acid
73.0

43.0

129.0
228.0185.0

99.0 157.0

50 100 150 200 250 300

5000

m/z-->

Abundance #83683: Pentadecanoic acid
43.0 73.0

242.0129.0
199.0101.0 171.0

19.00 19.20 19.40 19.60

m/z  73.00  100.00%

19.00 19.20 19.40 19.60

m/z  59.95   68.83%

19.00 19.20 19.40 19.60

m/z  43.10   63.67%

19.00 19.20 19.40 19.60

m/z  57.10   58.95%

19.00 19.20 19.40 19.60

m/z  41.05   53.67%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Bicyclo[5.2.0]nonane, 4-met...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.37    2.42 ng         361227   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Bicyclo[5.2.0]nonane, 4-methylen... 204 C15H24         1000159-38-2 70
 2 Bicyclo[4.3.0]nonane, 7-methylen... 204 C15H24         1000156-11-9 51
 3 3-Oxatricyclo[3.2.1.0(2,4)]octan... 110 C7H10O         003146-39-2 38
 4 2-Pentadecen-4-yne, (Z)-            206 C15H26         074646-33-6 25
 5 3-Tetradecen-5-yne, (Z)-            192 C14H24         074663-68-6 25

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance Scan 2938 (20.368 min): BM018931.D (-2934) (-)
81.1

41.0 216.0119.0

257.1161.0
292.1 415.1355.1

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58751: Bicyclo[5.2.0]nonane, 4-methylene-2,8,8-trimethyl-...
81.0

41.0

119.0
161.0

204.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #58750: Bicyclo[4.3.0]nonane, 7-methylene-2,4,4-trimethyl-...
81.0

133.0
41.0

189.0

50 100 150 200 250 300 350 400

5000

m/z-->

Abundance #5725: 3-Oxatricyclo[3.2.1.0(2,4)]octane, (1.alpha.,2.beta...
81.0

39.0

20.00 20.20 20.40 20.60

m/z  81.10  100.00%

20.00 20.20 20.40 20.60

m/z  79.05   73.03%

20.00 20.20 20.40 20.60

m/z  93.10   54.47%

20.00 20.20 20.40 20.60

m/z  91.05   52.36%

20.00 20.20 20.40 20.60

m/z  95.10   51.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  3-Eicosene, (E)-                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.99    7.05 ng        1053870   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 2 Bromoacetic acid, octadecyl ester   390 C20H39BrO2     018992-03-5 91
 3 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 4 Heptafluorobutyric acid, n-octad... 466 C22H37F7O2     000400-57-7 91
 5 Trifluoroacetic acid, n-octadecy... 366 C20H37F3O2     079392-43-1 87

50 100 150 200 250 300 350 400 450 500
0

5000

m/z-->

Abundance Scan 3044 (20.992 min): BM018931.D (-3040) (-)
57.1

97.1

139.1 281.0196.1 403.1357.1 498.2234.1 320.1

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #106400: 3-Eicosene, (E)-
57.0

97.0

139.0 280.0182.0 224.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #154046: Bromoacetic acid, octadecyl ester
43.0

83.0

121.0

250.0181.0 297.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

83.0

125.0
196.0

20.60 20.80 21.00 21.20 21.40

m/z  57.10  100.00%

20.60 20.80 21.00 21.20 21.40

m/z  69.10   94.70%

20.60 20.80 21.00 21.20 21.40

m/z  83.10   92.74%

20.60 20.80 21.00 21.20 21.40

m/z  55.10   79.39%

20.60 20.80 21.00 21.20 21.40

m/z  97.10   77.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Heptacosane                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.86    2.18 ng         325290   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 90
 2 Eicosane, 7-hexyl-                  366 C26H54         055333-99-8 90
 3 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 86
 4 Eicosane                            282 C20H42         000112-95-8 86
 5 Docosane, 9-butyl-                  366 C26H54         055282-14-9 86

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3192 (21.862 min): BM018931.D (-3189) (-)
57.1

99.1
207.0141.1 281.0 341.1 549.3383.1 442.2 490.3

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0183.0225.0267.0 380.0323.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #147095: Eicosane, 7-hexyl-
57.0

99.0
182.0141.0 281.0225.0 322.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.0 252.0 309.0

21.60 21.80 22.00 22.20

m/z  57.10  100.00%

21.60 21.80 22.00 22.20

m/z  71.10   86.67%

21.60 21.80 22.00 22.20

m/z  85.10   61.35%

21.60 21.80 22.00 22.20

m/z  43.10   57.03%

21.60 21.80 22.00 22.20

m/z  55.10   26.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Docosane, 5-butyl-              Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.33    4.22 ng         630726   Chrysene-d12               21.29

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosane, 5-butyl-                  366 C26H54         055282-16-1 93
 2 Tridecane, 1-iodo-                  310 C13H27I        035599-77-0 90
 3 Octadecane, 1-iodo-                 380 C18H37I        000629-93-6 87
 4 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 87
 5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44         054833-48-6 86

0 50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3272 (22.333 min): BM018931.D (-3267) (-)
57.1

99.1
207.0141.1 281.1 355.1 503.3420.2 549.2

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #147094: Docosane, 5-butyl-
43.0

85.0

126.0
309.0

169.0211.0253.0 364.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #122578: Tridecane, 1-iodo-
57.0

183.099.0
141.0 310.0

0 50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #151357: Octadecane, 1-iodo-
57.0

99.0
155.0 253.0197.015.0

22.00 22.20 22.40 22.60

m/z  57.10  100.00%

22.00 22.20 22.40 22.60

m/z  71.10   92.69%

22.00 22.20 22.40 22.60

m/z  85.10   66.83%

22.00 22.20 22.40 22.60

m/z  43.10   56.69%

22.00 22.20 22.40 22.60

m/z  55.10   23.13%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Pentadecane, 8-heptyl-          Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.40    5.57 ng         781704   Perylene-d12               23.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 91
 2 Octadecane, 2-methyl-               268 C19H40         001560-88-9 90
 3 Heptacosane                         380 C27H56         000593-49-7 74
 4 Silane, trichlorooctadecyl-         386 C18H37Cl3Si    000112-04-9 72
 5 Tetracosane, 3-ethyl-               366 C26H54         055282-17-2 64

50 100 150 200 250 300 350 400 450 500 550
0

5000

m/z-->

Abundance Scan 3453 (23.397 min): BM018931.D (-3450) (-)
57.1

99.1
155.1 207.0 267.0 322.3 388.1 447.2 498.4 549.1

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

99.0 210.0141.0 252.0 309.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #99487: Octadecane, 2-methyl-
57.0

99.0
225.0141.0183.0

50 100 150 200 250 300 350 400 450 500 550

5000

m/z-->

Abundance #151556: Heptacosane
57.0

99.0 141.0183.0225.0267.0 380.0323.0

23.00 23.20 23.40 23.60 23.80

m/z  57.10  100.00%

23.00 23.20 23.40 23.60 23.80

m/z  71.10   93.60%

23.00 23.20 23.40 23.60 23.80

m/z  85.10   62.32%

23.00 23.20 23.40 23.60 23.80

m/z  43.10   53.07%

23.00 23.20 23.40 23.60 23.80

m/z  55.05   23.40%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Pentadecane, 8-hexyl-           Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.04    8.57 ng        1203100   Perylene-d12               23.54

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentadecane, 8-hexyl-               296 C21H44         013475-75-7 90
 2 Heneicosane, 11-(1-ethylpropyl)-    366 C26H54         055282-11-6 90
 3 Eicosane, 10-methyl-                296 C21H44         054833-23-7 87
 4 Heptacosane                         380 C27H56         000593-49-7 87
 5 Hexadecane                          226 C16H34         000544-76-3 87

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance Scan 3562 (24.038 min): BM018931.D (-3559) (-)
57.1

99.1
141.1 183.1 281.0225.1 337.2 383.1 491.2 538.4437.3

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #115577: Pentadecane, 8-hexyl-
43.0

85.0

196.0
127.0 239.0280.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43.0

85.0

127.0 295.0169.0 225.0 337.0

50 100 150 200 250 300 350 400 450 500

5000

m/z-->

Abundance #115575: Eicosane, 10-methyl-
57.0

99.0
154.0

281.0197.0239.0

23.80 24.00 24.20 24.40

m/z  57.10  100.00%

23.80 24.00 24.20 24.40

m/z  71.10   90.42%

23.80 24.00 24.20 24.40

m/z  85.10   60.71%

23.80 24.00 24.20 24.40

m/z  43.10   52.61%

23.80 24.00 24.20 24.40

m/z  55.05   21.05%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
  Data File : BM018931.D                                          
  Acq On    : 26 Feb 2019  16:09
  Operator  : JU/SJ
  Sample    : K1597-15
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119.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|
----------------------------------------------------------------------------
1R-.alpha.-Pinene      6.36     5.0 ng     390323  1   7.69 1570170  20.0
unknown7.23            7.23   115.0 ng    9029300  1   7.69 1570170  20.0
1,4-Methanoazulen...  13.59     4.9 ng     525324  3  14.34 2129590  20.0
n-Hexadecanoic acid   17.99    10.0 ng    1115530  4  17.10 2240010  20.0
Octadecanoic acid     19.27     3.5 ng     516524  5  21.29 2988600  20.0
Bicyclo[5.2.0]non...  20.37     2.4 ng     361227  5  21.29 2988600  20.0
3-Eicosene, (E)-      20.99     7.0 ng    1053870  5  21.29 2988600  20.0
Heptacosane           21.86     2.2 ng     325290  5  21.29 2988600  20.0
Docosane, 5-butyl-    22.33     4.2 ng     630726  5  21.29 2988600  20.0
Pentadecane, 8-he...  23.40     5.6 ng     781704  6  23.54 2807820  20.0
Pentadecane, 8-he...  24.04     8.6 ng    1203100  6  23.54 2807820  20.0
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