
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  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_F\METHODS\8270-BF101015.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   4.308   187  190  193 rBV  1397313   2324860  32.04%   9.421%
  2   5.040   246  254  256 rBV  2426752   7255320 100.00%  29.402%
  3   6.457   375  378  388 rBV   209897    263281   3.63%   1.067%
  4   6.823   407  410  412 rBV   472050    427310   5.89%   1.732%
  5   6.983   421  424  426 rBV  1022907   1371359  18.90%   5.557%
 
  6   7.394   457  460  462 rBV  1149633   1106329  15.25%   4.483%
  7   8.114   520  523  525 rBV   581274    586430   8.08%   2.376%
  8   9.189   615  617  620 rBV  2073030   2157173  29.73%   8.742%
  9   9.589   650  652  653 rBV   347010    279013   3.85%   1.131%
 10   9.875   674  677  679 rBV   533629    706935   9.74%   2.865%
 
 11  10.766   754  755  760 rVB2  132583    189962   2.62%   0.770%
 12  11.361   805  807  809 rBV   730529    725165   9.99%   2.939%
 13  11.578   824  826  831 rBV    52221     73993   1.02%   0.300%
 14  12.138   873  875  878 rBV    97614     84492   1.16%   0.342%
 15  12.961   944  947  949 rBV  2418086   2461474  33.93%   9.975%
 
 16  13.452   988  990  993 rBV    49259     89409   1.23%   0.362%
 17  13.898  1027 1029 1033 rVB    77944    130214   1.79%   0.528%
 18  14.069  1042 1044 1049 rBV   541789    622609   8.58%   2.523%
 19  14.607  1089 1091 1093 rBV2   49462     88294   1.22%   0.358%
 20  14.938  1117 1120 1125 rBV  1216424   1482511  20.43%   6.008%
 
 21  15.578  1174 1176 1178 rVB    94409    115883   1.60%   0.470%
 22  15.635  1178 1181 1185 rBV   291503    491634   6.78%   1.992%
 23  15.761  1190 1192 1194 rVB    94832    131134   1.81%   0.531%
 24  16.310  1237 1240 1250 rVB   219492    586840   8.09%   2.378%
 25  16.652  1268 1270 1274 rBV3   45603    132093   1.82%   0.535%
 
 26  16.732  1274 1277 1285 rVB   256443    511576   7.05%   2.073%
 27  17.293  1323 1326 1329 rVV    70614    145609   2.01%   0.590%
 28  17.361  1330 1332 1336 rVB    62822    135330   1.87%   0.548%
 
 
                        Sum of corrected areas:    24676232
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  3-Penten-2-one, 4-methyl-       Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.31  108.81 ng        2324860   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Penten-2-one, 4-methyl-            98 C6H10O         000141-79-7 94
 2 3-Hexen-2-one                        98 C6H10O         000763-93-9 91
 3 2-Pentene, 3,4-dimethyl-, (E)-       98 C7H14          004914-92-5 90
 4 2-Pentene, 3,4-dimethyl-, (Z)-       98 C7H14          004914-91-4 86
 5 2-Pentene, 2,4-dimethyl-             98 C7H14          000625-65-0 86

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance Scan 190 (4.308 min): BF082297.D (-187) (-)
55.1 83.1

43.1 98.1

67.1

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3185: 3-Penten-2-one, 4-methyl-
83.055.0

43.0
98.0

29.0

67.0 75.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3097: 3-Hexen-2-one
83.0

55.0
43.0

29.0
98.0

69.0

10 20 30 40 50 60 70 80 90 100
0

5000

m/z-->

Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)-
83.055.0

41.0

27.0 98.0

15.0 69.0

4.00 4.20 4.40 4.60

m/z  55.10  100.00%

4.00 4.20 4.40 4.60

m/z  83.10   99.88%

4.00 4.20 4.40 4.60

m/z  43.10   37.92%

4.00 4.20 4.40 4.60

m/z  98.10   34.17%

4.00 4.20 4.40 4.60

m/z  39.10   26.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.04  339.58 ng        7255320   1,4-Dichlorobenzene-d4      6.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 Guanidine                            59 CH5N3          000113-00-8 43
 4 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 28
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 25

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance Scan 254 (5.040 min): BF082297.D (-246) (-)
43.1

59.1

101.1

83.169.1

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

59.0

15.0 101.031.0 83.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

50.0 73.0 86.0

10 20 30 40 50 60 70 80 90 100 110
0

5000

m/z-->

Abundance #248: Guanidine
59.043.0

18.0

28.0

4.80 5.00 5.20 5.40

m/z  43.10  100.00%

4.80 5.00 5.20 5.40

m/z  59.10   69.40%

4.80 5.00 5.20 5.40

m/z 101.10   23.70%

4.80 5.00 5.20 5.40

m/z  58.10   17.75%

4.80 5.00 5.20 5.40

m/z  41.10    9.89%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Hexadecane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.77    5.24 ng         189962   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane                          226 C16H34         000544-76-3 86
 2 Hexadecane, 1-chloro-               260 C16H33Cl       004860-03-1 80
 3 Tetradecane, 1-chloro-              232 C14H29Cl       002425-54-9 72
 4 Tetradecane                         198 C14H30         000629-59-4 72
 5 Hexatriacontane                     507 C36H74         000630-06-8 72

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

5000

m/z-->

Abundance Scan 755 (10.766 min): BF082297.D (-754) (-)
57.1

85.1

111.1 141.1

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

5000

m/z-->

Abundance #73967: Hexadecane
57.0

85.0

29.0
113.0 226.0141.0 169.0 197.0

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

5000

m/z-->

Abundance #94519: Hexadecane, 1-chloro-
57.0

91.0

29.0
111.0 133.0 161.0 260.0189.0 224.0

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

5000

m/z-->

Abundance #77483: Tetradecane, 1-chloro-
57.0

91.0

29.0
119.0 147.0 175.0 232.0203.0

10.40 10.60 10.80 11.00

m/z  57.10  100.00%

10.40 10.60 10.80 11.00

m/z  43.05   73.74%

10.40 10.60 10.80 11.00

m/z  71.10   51.41%

10.40 10.60 10.80 11.00

m/z  41.10   46.25%

10.40 10.60 10.80 11.00

m/z  55.05   39.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  5-Octadecene, (E)-              Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.58    2.04 ng          73993   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Octadecene, (E)-                  252 C18H36         007206-21-5 91
 2 Acetic acid, trifluoro-, tetrade... 310 C16H29F3O2     006222-02-2 90
 3 Trifluoroacetic acid, n-heptadec... 324 C17H31F3O2     1000216-79-2 83
 4 Pentafluoropropionic acid, tride... 346 C16H27F5O2     1000280-07-3 80
 5 Cyclotetradecane                    196 C14H28         000295-17-0 72

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

5000

m/z-->

Abundance Scan 826 (11.578 min): BF082297.D (-824) (-)
55.1

83.1

111.1

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

5000

m/z-->

Abundance #89785: 5-Octadecene, (E)-
55.0

83.0

29.0 111.0
252.0139.0 168.0 224.0195.0

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

5000

m/z-->

Abundance #122754: Acetic acid, trifluoro-, tetradecyl ester
43.0

69.0

97.0

125.0 196.0168.0

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

5000

m/z-->

Abundance #129716: Trifluoroacetic acid, n-heptadecyl ester
43.0

69.0

97.0

125.0 210.0182.0152.0

11.20 11.40 11.60 11.80

m/z  55.10  100.00%

11.20 11.40 11.60 11.80

m/z  43.10   86.10%

11.20 11.40 11.60 11.80

m/z  57.10   78.34%

11.20 11.40 11.60 11.80

m/z  41.10   70.90%

11.20 11.40 11.60 11.80

m/z  69.10   69.88%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Isopropyl Myristate             Concentration Rank 16

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.14    2.33 ng          84492   Phenanthrene-d10           11.36

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Myristate                 270 C17H34O2       000110-27-0 53
 2 Dodecanoic acid, 1-methylethyl e... 242 C15H30O2       010233-13-3 49
 3 n-Capric acid isopropyl ester       214 C13H26O2       002311-59-3 47
 4 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 42
 5 .alpha.-D-Galactopyranoside, methyl 194 C7H14O6        003396-99-4 27

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

5000

m/z-->

Abundance Scan 875 (12.138 min): BF082297.D (-873) (-)
43.1

102.1
73.0

256.3129.1
213.2157.1 185.2

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

5000

m/z-->

Abundance #100684: Isopropyl Myristate
60.0 102.0

228.0
129.0

185.037.0 83.0 150.0 209.0

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

5000

m/z-->

Abundance #83707: Dodecanoic acid, 1-methylethyl ester
43.0

102.0
73.0

200.0
129.0

157.0
181.0 242.0222.0

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

5000

m/z-->

Abundance #65595: n-Capric acid isopropyl ester
43.0

73.0 102.0 155.0129.0
174.024.0 199.0

11.80 12.00 12.20 12.40

m/z  43.10  100.00%

11.80 12.00 12.20 12.40

m/z  60.00   69.03%

11.80 12.00 12.20 12.40

m/z  57.10   57.44%

11.80 12.00 12.20 12.40

m/z  41.10   50.60%

11.80 12.00 12.20 12.40

m/z  55.10   44.49%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  9-Octadecenamide, (Z)-          Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.45    2.87 ng          89409   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 83
 2 Tetradecanamide                     227 C14H29NO       000638-58-4 72
 3 Pentanamide, 4-methyl-              115 C6H13NO        001119-29-5 64
 4 7-Nonenamide                        155 C9H17NO        090949-53-4 59
 5 Octanamide                          143 C8H17NO        000629-01-6 53

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 990 (13.452 min): BF082297.D (-988) (-)
59.1

83.1
112.1 181.2140.2 233.2 281.1206.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59.0

281.083.029.0 114.0136.0 184.0 253.0220.0157.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #74439: Tetradecanamide
59.0

227.097.0 128.029.0 184.0152.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #7608: Pentanamide, 4-methyl-
59.0

29.0 100.0

13.20 13.40 13.60 13.80

m/z  59.10  100.00%

13.20 13.40 13.60 13.80

m/z  72.10   64.51%

13.20 13.40 13.60 13.80

m/z  55.10   40.77%

13.20 13.40 13.60 13.80

m/z  41.10   31.51%

13.20 13.40 13.60 13.80

m/z  43.10   30.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  11-Tricosene                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.90    4.18 ng         130214   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 11-Tricosene                        322 C23H46         052078-56-5 91
 2 Trichloroacetic acid, hexadecyl ... 386 C18H33Cl3O2    074339-54-1 91
 3 17-Pentatriacontene                 491 C35H70         006971-40-0 91
 4 3-Chloropropionic acid, heptadec... 346 C20H39ClO2     1000283-05-1 87
 5 Heptafluorobutyric acid, n-penta... 424 C19H31F7O2     1000216-79-3 81

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1029 (13.898 min): BF082297.D (-1027) (-)
57.1

97.1

140.2 233.2194.1

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #129062: 11-Tricosene
43.0

83.0

125.0 322.0168.0 210.0 266.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #152927: Trichloroacetic acid, hexadecyl ester
43.0

83.0

125.0
196.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #168066: 17-Pentatriacontene
43.0

83.0

125.0
167.0 210.0 267.0 490.0307.0

13.60 13.80 14.00 14.20

m/z  57.10  100.00%

13.60 13.80 14.00 14.20

m/z  43.10   84.58%

13.60 13.80 14.00 14.20

m/z  83.10   82.79%

13.60 13.80 14.00 14.20

m/z  55.10   73.48%

13.60 13.80 14.00 14.20

m/z  97.10   67.43%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.61    2.84 ng          88294   Chrysene-d12               14.07

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptacosane                         380 C27H56         000593-49-7 86
 2 Pentadecane, 8-heptyl-              310 C22H46         071005-15-7 86
 3 Tridecane, 3-methyl-                198 C14H30         006418-41-3 86
 4 Hexadecane                          226 C16H34         000544-76-3 80
 5 Eicosane, 10-methyl-                296 C21H44         054833-23-7 78

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1091 (14.607 min): BF082297.D (-1089) (-)
57.1

85.1

113.1 201.2 263.3 342.2141.1169.2 235.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #151556: Heptacosane
57.0

85.0

29.0 113.0141.0169.0197.0225.0253.0 380.0281.0 323.0351.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #123100: Pentadecane, 8-heptyl-
57.0

85.0

29.0
113.0 210.0141.0169.0 239.0267.0 309.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #55024: Tridecane, 3-methyl-
57.0

29.0
85.0

169.0113.0141.0 198.0

14.20 14.40 14.60 14.80 15.00

m/z  57.10  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  71.10   59.81%

14.20 14.40 14.60 14.80 15.00

m/z  43.10   57.88%

14.20 14.40 14.60 14.80 15.00

m/z  85.10   44.23%

14.20 14.40 14.60 14.80 15.00

m/z  55.10   19.97%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Tetradecanamide                 Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.94   60.31 ng        1482510   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 9-Octadecenamide, (Z)-              281 C18H35NO       000301-02-0 91
 2 Tetradecanamide                     227 C14H29NO       000638-58-4 78
 3 Heptanamide, 4-ethyl-5-methyl-      171 C10H21NO       054789-40-1 64
 4 Decanamide-                         171 C10H21NO       002319-29-1 59
 5 13-Docosenamide, (Z)-               337 C22H43NO       000112-84-5 52

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1120 (14.938 min): BF082297.D (-1117) (-)
59.1

97.1 126.1154.1 294.3184.2 240.3 337.4212.2 267.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #106874: 9-Octadecenamide, (Z)-
59.0

281.029.0 86.0 114.0 154.0 184.0 253.0220.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #74439: Tetradecanamide
59.0

227.097.0 128.029.0 184.0156.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #36772: Heptanamide, 4-ethyl-5-methyl-
59.0

114.0

29.0
142.086.0 171.0

14.60 14.80 15.00 15.20

m/z  59.10  100.00%

14.60 14.80 15.00 15.20

m/z  72.10   66.82%

14.60 14.80 15.00 15.20

m/z  55.10   48.43%

14.60 14.80 15.00 15.20

m/z  41.10   27.47%

14.60 14.80 15.00 15.20

m/z  43.10   26.86%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  .beta.-iso-Methyl ionone        Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.58    4.71 ng         115883   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 58
 2 (7a-Isopropenyl-4,5-dimethylocta... 222 C15H26O        1000187-02-9 42
 3 Anthracene, 9-butyltetradecahydro-  248 C18H32         055133-89-6 38
 4 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 38
 5 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 35

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1176 (15.578 min): BF082297.D (-1174) (-)
191.2

95.1

149.167.1

355.4252.1 285.2 385.4315.3219.2

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0
95.0

67.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #71014: (7a-Isopropenyl-4,5-dimethyloctahydroinden-4-yl)me...
191.0

95.0

135.041.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #87373: Anthracene, 9-butyltetradecahydro-
191.095.0

41.0

248.0
135.0

219.0

15.20 15.40 15.60 15.80

m/z 191.20  100.00%

15.20 15.40 15.60 15.80

m/z  95.10   56.38%

15.20 15.40 15.60 15.80

m/z  81.10   39.19%

15.20 15.40 15.60 15.80

m/z 149.10   37.86%

15.20 15.40 15.60 15.80

m/z  67.10   34.85%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown15.76                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.76    5.33 ng         131134   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 47
 2 Butanoic acid, 4-(4-hydroxypheny... 209 C10H11NO4      062558-67-2 27
 3 1-(3,6,6-Trimethyl-1,6,7,7a-tetr... 206 C13H18O2       1000194-97-2 22
 4 (7a-Isopropenyl-4,5-dimethylocta... 222 C15H26O        1000187-02-9 14
 5 Silane, [4-(1,1-dimethylethyl)ph... 206 C13H22Si       018412-68-5 14

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1192 (15.761 min): BF082297.D (-1190) (-)
191.2

95.1

149.2
67.1

122.1
355.3218.2 259.2 301.3

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #145074: Anthracene, 9-dodecyltetradecahydro-
191.0

95.0

43.0

135.0
360.0264.0 303.0163.0 236.0 330.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #62095: Butanoic acid, 4-(4-hydroxyphenylamino)-4-oxo-
191.0

109.0

55.0

136.0163.0
82.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #60154: 1-(3,6,6-Trimethyl-1,6,7,7a-tetrahydrocyclopenta[c...
191.0

149.043.0

91.0 121.0

15.40 15.60 15.80 16.00

m/z 191.20  100.00%

15.40 15.60 15.80 16.00

m/z  95.10   69.69%

15.40 15.60 15.80 16.00

m/z 177.20   65.76%

15.40 15.60 15.80 16.00

m/z  81.10   56.95%

15.40 15.60 15.80 16.00

m/z 149.15   49.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  28-Nor-17.beta.(H)-hopane       Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.31   23.87 ng         586840   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 58
 2 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 38
 3 4-(3H-Imidazo[4,5-b]pyridin-2-yl... 342 C15H18N8S      1000276-08-2 35
 4 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 35
 5 2,4,7-Pteridinetriamine, 6-methyl-  191 C7H9N7         017539-50-3 27

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1240 (16.310 min): BF082297.D (-1237) (-)
191.2

95.1

55.1
136.1

383.4260.2231.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0

109.0
398.0

149.0 355.0260.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0
95.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #137809: 4-(3H-Imidazo[4,5-b]pyridin-2-ylsulfanylmethyl)-6...
191.0

151.084.055.0 342.0122.0 309.0222.0 256.0

16.00 16.20 16.40 16.60

m/z 191.20  100.00%

16.00 16.20 16.40 16.60

m/z 177.15   43.56%

16.00 16.20 16.40 16.60

m/z  95.10   38.85%

16.00 16.20 16.40 16.60

m/z  81.10   34.65%

16.00 16.20 16.40 16.60

m/z 123.10   30.70%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown16.65                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.65    5.37 ng         132093   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 46
 2 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 43
 3 Arthole                             152 C10H16O        1000281-70-0 38
 4 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3      129967-65-3 38
 5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18         074764-47-9 35

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance Scan 1270 (16.652 min): BF082297.D (-1268) (-)
191.295.1

69.1

123.1

149.143.1
218.2 263.2

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0 163.095.069.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #145075: Anthracene, 9-dodecyltetradecahydro-
191.095.0

43.0
67.0

135.0
264.0 303.0161.0 236.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

5000

m/z-->

Abundance #23914: Arthole
95.0

67.0
43.0

137.0

16.40 16.60 16.80 17.00

m/z 191.20  100.00%

16.40 16.60 16.80 17.00

m/z  95.10   96.44%

16.40 16.60 16.80 17.00

m/z  81.10   73.41%

16.40 16.60 16.80 17.00

m/z  69.10   70.25%

16.40 16.60 16.80 17.00

m/z 123.10   52.47%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  1-Penten-3-one, 1-(2,6,6-tr...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.73   20.81 ng         511576   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 28-Nor-17.beta.(H)-hopane           398 C29H50         036728-72-0 72
 2 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 70
 3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 53
 4 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 42
 5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1277 (16.732 min): BF082297.D (-1274) (-)
191.2

95.1

137.255.1
397.4259.3229.2

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #156125: 28-Nor-17.beta.(H)-hopane
191.0

109.0
398.0

149.0 355.0260.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0
95.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60240: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0

57.0

149.0107.0

16.40 16.60 16.80 17.00

m/z 191.20  100.00%

16.40 16.60 16.80 17.00

m/z  95.10   35.98%

16.40 16.60 16.80 17.00

m/z  81.10   30.42%

16.40 16.60 16.80 17.00

m/z  69.10   28.06%

16.40 16.60 16.80 17.00

m/z 123.10   21.66%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 16  unknown17.29                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.29    5.92 ng         145609   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H22O        1000197-08-4 49
 2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 38
 3 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 35
 4 5-Hexen-1-one, 1-(1H-imidazol-4-... 192 C11H16N2O      069393-41-5 35
 5 Anthracene, 9-dodecyltetradecahy... 360 C26H48         055401-75-7 32

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1326 (17.293 min): BF082297.D (-1323) (-)
191.2

95.1

137.155.1

232.3 411.5281.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191.0

43.0
123.0

91.0
161.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0

149.043.0
91.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0
95.0

17.00 17.20 17.40 17.60

m/z 191.15  100.00%

17.00 17.20 17.40 17.60

m/z  95.10   67.64%

17.00 17.20 17.40 17.60

m/z  81.10   49.44%

17.00 17.20 17.40 17.60

m/z 205.20   41.18%

17.00 17.20 17.40 17.60

m/z 109.10   31.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 17  unknown17.36                    Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 17.36    5.51 ng         135330   Perylene-d12               15.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H22O        000127-43-5 50
 2 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H22O        1000195-40-9 47
 3 .beta.-iso-Methyl ionone            206 C14H22O        1000285-40-2 43
 4 2-Fluoro-4-(trifluoromethyl)acet... 206 C9H6F4O        122023-29-4 35
 5 Anthracene, 9-cyclohexyltetradec... 274 C20H34         055255-70-4 32

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1332 (17.361 min): BF082297.D (-1330) (-)
191.2

95.1
55.1

149.1
411.4249.2281.1

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60237: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0

57.0

149.093.0
15.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60238: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191.0

149.043.0
91.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #60190: .beta.-iso-Methyl ionone
191.0

28.0

135.0
95.0
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101615\
  Data File : BF082297.D                                          
  Acq On    : 15 Oct 2015   9:09
  Operator  : UM/IZ
  Sample    : G4016-04
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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|
----------------------------------------------------------------------------
3-Penten-2-one, 4...   4.31   108.8 ng    2324860  1   6.82  427310  20.0
2-Pentanone, 4-hy...   5.04   339.6 ng    7255320  1   6.82  427310  20.0
Hexadecane            10.77     5.2 ng     189962  4  11.36  725165  20.0
5-Octadecene, (E)-    11.58     2.0 ng      73993  4  11.36  725165  20.0
Isopropyl Myristate   12.14     2.3 ng      84492  4  11.36  725165  20.0
9-Octadecenamide,...  13.45     2.9 ng      89409  5  14.07  622609  20.0
11-Tricosene          13.90     4.2 ng     130214  5  14.07  622609  20.0
Heptacosane           14.61     2.8 ng      88294  5  14.07  622609  20.0
Tetradecanamide       14.94    60.3 ng    1482510  6  15.64  491634  20.0
.beta.-iso-Methyl...  15.58     4.7 ng     115883  6  15.64  491634  20.0
unknown15.76          15.76     5.3 ng     131134  6  15.64  491634  20.0
28-Nor-17.beta.(H...  16.31    23.9 ng     586840  6  15.64  491634  20.0
unknown16.65          16.65     5.4 ng     132093  6  15.64  491634  20.0
1-Penten-3-one, 1...  16.73    20.8 ng     511576  6  15.64  491634  20.0
unknown17.29          17.29     5.9 ng     145609  6  15.64  491634  20.0
unknown17.36          17.36     5.5 ng     135330  6  15.64  491634  20.0
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