
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   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-BF050217.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   5.025   520  525  541 rBV   272052    543591  21.53%   2.319%
  2   5.666   629  634  662 rBV  1579124   2302312  91.19%   9.820%
  3   6.242   725  732  740 rBV    20752     37491   1.49%   0.160%
  4   7.266   900  906  921 rBV  1703690   2333966  92.45%   9.955%
  5   7.383   921  926  943 rVB  1951369   2524628 100.00%  10.768%
 
  6   7.719   979  983  992 rVB   392229    456220  18.07%   1.946%
  7   7.960  1019 1024 1033 rBV  1450674   1941927  76.92%   8.283%
  8   8.436  1101 1105 1110 rBV    28286     30258   1.20%   0.129%
  9   8.619  1130 1136 1156 rBV  1175408   1472208  58.31%   6.279%
 10   9.736  1322 1326 1340 rBV   465076    610666  24.19%   2.605%
 
 11  11.513  1623 1628 1645 rBV  1745847   2053436  81.34%   8.758%
 12  11.807  1673 1678 1683 rBV    18290     26983   1.07%   0.115%
 13  12.207  1741 1746 1753 rBV   214499    264575  10.48%   1.128%
 14  12.571  1803 1808 1821 rBV2  520801    722174  28.61%   3.080%
 15  13.412  1947 1951 1957 rVB    28319     33584   1.33%   0.143%
 
 16  13.865  2022 2028 2040 rBV  1023700   1423149  56.37%   6.070%
 17  14.189  2076 2083 2085 rBV    32805     41102   1.63%   0.175%
 18  14.918  2197 2207 2211 rBV3   27775     49886   1.98%   0.213%
 19  14.965  2211 2215 2226 rVB   574597    784059  31.06%   3.344%
 20  15.183  2247 2252 2264 rBV5   56966    113448   4.49%   0.484%
 
 21  15.659  2326 2333 2351 rBV3   83550    199785   7.91%   0.852%
 22  15.812  2355 2359 2367 rVV3   26552     37598   1.49%   0.160%
 23  15.942  2376 2381 2391 rBV   208099    277860  11.01%   1.185%
 24  17.024  2561 2565 2576 rBV3   39818     62933   2.49%   0.268%
 25  17.295  2606 2611 2615 rBV  1596094   1758522  69.65%   7.500%
 
 26  17.659  2668 2673 2676 rBV3   21255     38205   1.51%   0.163%
 27  18.542  2818 2823 2834 rBV   235208    469828  18.61%   2.004%
 28  18.636  2834 2839 2846 rVV   593422    739822  29.30%   3.155%
 29  18.700  2846 2850 2856 rVB    36368     44256   1.75%   0.189%
 30  18.953  2886 2893 2901 rBV4   23174     46689   1.85%   0.199%
 
 31  19.342  2952 2959 2967 rBV3  217935    465192  18.43%   1.984%
 32  19.512  2985 2988 2992 rVB2   30552     34262   1.36%   0.146%
 33  19.659  3007 3013 3017 rBV4   38280     53569   2.12%   0.228%
 34  19.771  3029 3032 3036 rVB    94397     93694   3.71%   0.400%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   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-BF050217.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  20.053  3076 3080 3083 rBV   120784    139336   5.52%   0.594%
 
 36  20.089  3083 3086 3090 rVV2   58347     87518   3.47%   0.373%
 37  20.294  3117 3121 3132 rVB   424433    568099  22.50%   2.423%
 38  20.400  3135 3139 3143 rBV5   25506     34440   1.36%   0.147%
 39  20.777  3199 3203 3208 rBV    72313     91405   3.62%   0.390%
 40  20.830  3208 3212 3217 rBV4   33327     72904   2.89%   0.311%
 
 41  21.700  3355 3360 3363 rBV6   13538     25861   1.02%   0.110%
 42  21.835  3373 3383 3396 rVB8   28641    102984   4.08%   0.439%
 43  22.100  3423 3428 3433 rVB6   31866     56267   2.23%   0.240%
 44  22.324  3460 3466 3480 rVB6   49261    137206   5.43%   0.585%
 45  22.912  3560 3566 3573 rBV9   17269     41767   1.65%   0.178%
 
 
 
                        Sum of corrected areas:    23445665
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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.
---------------------------------------------------------------------
  5.02   23.83 ng         543591   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 3-Hexanol                           102 C6H14O         000623-37-0 28
 3 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 23
 5 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 

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

5000

m/z-->

Abundance Scan 524 (5.019 min): BF094884.D (-520) (-)
43

59

101

8353

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

5000

m/z-->

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

59

15 10131 8337 5325

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

5000

m/z-->

Abundance #4417: 3-Hexanol
59

734331

53 8437 10125 67

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

5000

m/z-->

Abundance #4030: 2,3-Butanedione, monooxime
43

101
5815 31 51 86693725

4.60 4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.60 4.80 5.00 5.20 5.40

m/z  59.10   56.19%

4.60 4.80 5.00 5.20 5.40

m/z 101.10   20.99%

4.60 4.80 5.00 5.20 5.40

m/z  58.00   14.43%

4.60 4.80 5.00 5.20 5.40

m/z  41.10    8.09%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown7.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.38  110.68 ng        2524630   1,4-Dichlorobenzene-d4      7.72

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 25
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 25
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 5 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 925 (7.378 min): BF094884.D (-921) (-)
132

68

96
40 54 77 10687 115

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

69
104

785131

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67

41 97
53 117

79
10688

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
13257

74
116

98

89 189158107

7.00 7.20 7.40 7.60 7.80

m/z 131.95  100.00%

7.00 7.20 7.40 7.60 7.80

m/z  68.10   39.77%

7.00 7.20 7.40 7.60 7.80

m/z 134.00   31.97%

7.00 7.20 7.40 7.60 7.80

m/z  65.95   23.27%

7.00 7.20 7.40 7.60 7.80

m/z  69.10   14.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown15.18                    Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.18    2.89 ng         113448   Phenanthrene-d10           14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Methylbicyclo[3.2.1]octane        124 C9H16          119972-41-7 38
 2 Cyclohexane, 1,3-dimethyl-2-meth... 124 C9H16          020348-74-7 27
 3 2,2-Dimethylocta-3,4-dienal         152 C10H16O        000590-71-6 27
 4 4-Acetylocta-1,2-diene              152 C10H16O        1000250-44-5 27
 5 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18         074764-47-9 27

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 2251 (15.177 min): BF094884.D (-2247) (-)
1095541 81

123
95

69

161 179
135 149

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #10677: 1-Methylbicyclo[3.2.1]octane
67

81
109

5541 95

124

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #10727: Cyclohexane, 1,3-dimethyl-2-methylene-, trans-
67

109

81
41

95
53 12427

15

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #25153: 2,2-Dimethylocta-3,4-dienal
123

9581
41

6755
27

109 137 151

14.80 15.00 15.20 15.40 15.60

m/z 109.10  100.00%

14.80 15.00 15.20 15.40 15.60

m/z  54.95   93.92%

14.80 15.00 15.20 15.40 15.60

m/z  41.05   93.53%

14.80 15.00 15.20 15.40 15.60

m/z  81.00   89.56%

14.80 15.00 15.20 15.40 15.60

m/z 123.00   75.03%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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-Pyrrolidin-2-ylidenemethy...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.66    5.10 ng         199785   Phenanthrene-d10           14.97

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 5-Pyrrolidin-2-ylidenemethyl-3,4... 164 C9H12N2O       1000192-09-5 55
 2 3-Methyl-2-pent-2-enyl-cyclopent... 164 C11H16O        1000193-43-6 43
 3 1,4-Benzenediamine, N,N,N',N'-te... 164 C10H16N2       000100-22-1 38
 4 1,3-Benzenediamine, N,N,N',N'-te... 164 C10H16N2       022440-93-3 35
 5 (1R,9aS,Z)-1-Methyl-3-(2-methylp... 207 C14H25N        1000367-15-3 27

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

5000

m/z-->

Abundance Scan 2333 (15.659 min): BF094884.D (-2326) (-)
164

105
13541 9355 79 149 17967 123

205 220

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

5000

m/z-->

Abundance #34220: 5-Pyrrolidin-2-ylidenemethyl-3,4-dihydropyrrol-2-one
164

135

108
41 8027 53 1229467

149

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

5000

m/z-->

Abundance #33652: 3-Methyl-2-pent-2-enyl-cyclopent-2-enone
164

110
79 149135122

5541 93
6727

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

5000

m/z-->

Abundance #33562: 1,4-Benzenediamine, N,N,N',N'-tetramethyl-
164

149

12210781 13342 65 9215 5327

15.40 15.60 15.80 16.00

m/z 164.10  100.00%

15.40 15.60 15.80 16.00

m/z 105.10   55.32%

15.40 15.60 15.80 16.00

m/z 107.00   49.02%

15.40 15.60 15.80 16.00

m/z 135.10   47.98%

15.40 15.60 15.80 16.00

m/z  41.05   47.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  n-Hexadecanoic acid             Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.94    7.09 ng         277860   Phenanthrene-d10           14.97

 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 90
 3 n-Decanoic acid                     172 C10H20O2       000334-48-5 90
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 81
 5 Oxalic acid, cyclobutyl hexadecy... 368 C22H40O4       1000309-70-6 18

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

5000

m/z-->

Abundance Scan 2381 (15.942 min): BF094884.D (-2376) (-)
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m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343
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5000
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Abundance #72646: Tridecanoic acid
7360
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29
12985 214171115

98 185143 157 197

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

5000

m/z-->

Abundance #39474: n-Decanoic acid
7360

129

43
87 115

143101 172

15.60 15.80 16.00 16.20

m/z  73.00  100.00%

15.60 15.80 16.00 16.20

m/z  43.05   78.92%

15.60 15.80 16.00 16.20

m/z  60.00   76.85%

15.60 15.80 16.00 16.20

m/z  57.05   63.70%

15.60 15.80 16.00 16.20

m/z  55.00   62.65%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Heneicosanol                  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 18.54   12.70 ng         469828   Chrysene-d12               18.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Behenic alcohol                     326 C22H46O        000661-19-8 95
 3 Heptafluorobutyric acid, n-tetra... 410 C18H29F7O2     007365-36-8 94
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2823 (18.542 min): BF094884.D (-2818) (-)
57 83

111

139 167 207

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280 308196 224 252

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester
57

83

111

16929 196140 241215 392

18.20 18.40 18.60 18.80

m/z  57.05  100.00%

18.20 18.40 18.60 18.80

m/z  83.05   92.74%

18.20 18.40 18.60 18.80

m/z  43.10   91.05%

18.20 18.40 18.60 18.80

m/z  55.10   86.69%

18.20 18.40 18.60 18.80

m/z  97.10   81.42%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  n-Tetracosanol-1                Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.34   12.58 ng         465192   Chrysene-d12               18.64

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 93
 2 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 3 Heptadecyl trifluoroacetate         352 C19H35F3O2     1000351-87-0 93
 4 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 91
 5 1-Docosene                          308 C22H44         001599-67-3 91

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance Scan 2959 (19.342 min): BF094884.D (-2952) (-)
57

83

111

13939 167 209 281

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139
167 308195 336222 250 280

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
0

5000

m/z-->

Abundance #185169: Heptadecyl trifluoroacetate
57

97

12529
154 28323821079 182 334265

19.00 19.20 19.40 19.60

m/z  57.05  100.00%

19.00 19.20 19.40 19.60

m/z  83.05   80.20%

19.00 19.20 19.40 19.60

m/z  55.05   75.20%

19.00 19.20 19.40 19.60

m/z  43.05   75.02%

19.00 19.20 19.40 19.60

m/z  97.10   73.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Supraene                        Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.77    3.30 ng          93694   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Supraene                            410 C30H50         007683-64-9 91
 2 Squalene                            410 C30H50         000111-02-4 91
 3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24         230646-72-7 86
 4 trans-Farnesol                      222 C15H26O        000106-28-5 72
 5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H28O        066408-55-7 64

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3032 (19.771 min): BF094884.D (-3029) (-)
69

41
13795

177 203117 281

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215928: Supraene
69

41
13795

191 341163 410217 273 367299117 245

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215930: Squalene
69

41

95 137
161 191 341 410217 273 367117 299

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
6941

95

137
177

19.40 19.60 19.80 20.00

m/z  69.05  100.00%

19.40 19.60 19.80 20.00

m/z  81.05   54.75%

19.40 19.60 19.80 20.00

m/z  41.05   23.84%

19.40 19.60 19.80 20.00

m/z 137.10   14.44%

19.40 19.60 19.80 20.00

m/z  95.05   12.81%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Heptadecane, 9-octyl-           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.05    4.91 ng         139336   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 2 Octacosane                          394 C28H58         000630-02-4 91
 3 Hexacosane                          366 C26H54         000630-01-3 91
 4 Triacontane                         422 C30H62         000638-68-6 91
 5 2-methyloctacosane                  408 C29H60         1000376-72-8 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3079 (20.047 min): BF094884.D (-3076) (-)
57

85

113 141 169 281

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57

85

113 239141 169 19738 267 294 323 352

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57

85

29 113 141 169 367197 225 253 295 323

19.80 20.00 20.20 20.40

m/z  57.05  100.00%

19.80 20.00 20.20 20.40

m/z  71.10   68.63%

19.80 20.00 20.20 20.40

m/z  85.10   56.61%

19.80 20.00 20.20 20.40

m/z  43.00   50.00%

19.80 20.00 20.20 20.40

m/z  55.00   25.48%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Octacosanol                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.09    3.08 ng          87518   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octacosanol                         410 C28H58O        000557-61-9 62
 2 Triacontyl heptafluorobutyrate      634 C34H61F7O2     1000351-83-2 58
 3 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 58
 4 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 53
 5 Trifluoroacetic acid, pentadecyl... 324 C17H31F3O2     959010-23-2 53

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance Scan 3086 (20.089 min): BF094884.D (-3083) (-)
97

57

139 209 281

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #215904: Octacosanol
57

97

139
181 392222 292252 32226

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #241861: Triacontyl heptafluorobutyrate
57

97

139
420181 616465222 264 320 36226

50 100 150 200 250 300 350 400 450 500 550 600
0

5000

m/z-->

Abundance #238204: Tricosyl heptafluorobutyrate
57

97

139 322181 367 51822225226 292

19.80 20.00 20.20 20.40

m/z  97.10  100.00%

19.80 20.00 20.20 20.40

m/z  83.05   89.01%

19.80 20.00 20.20 20.40

m/z  69.05   75.00%

19.80 20.00 20.20 20.40

m/z  57.10   70.01%

19.80 20.00 20.20 20.40

m/z  55.00   63.63%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Heneicosane                     Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.78    3.22 ng          91405   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 91
 2 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 3 2-methyltetracosane                 352 C25H52         1000376-72-6 91
 4 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 90
 5 Heptadecane                         240 C17H36         000629-78-7 90

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 3204 (20.783 min): BF094884.D (-3199) (-)
57

85

113 141 169 193 267

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57

85

29 113 141 169 296197 225 253

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #215181: 2-methyloctacosane
57

85

11329 141 169 365197 393225 267 295

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185534: 2-methyltetracosane
57

85

29 113 141 169 309197 337225 253

20.40 20.60 20.80 21.00 21.20

m/z  57.05  100.00%

20.40 20.60 20.80 21.00 21.20

m/z  71.00   67.31%

20.40 20.60 20.80 21.00 21.20

m/z  43.05   55.93%

20.40 20.60 20.80 21.00 21.20

m/z  85.05   53.73%

20.40 20.60 20.80 21.00 21.20

m/z  99.00   20.58%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Eicosyl heptafluorobutyrate     Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 20.83    2.57 ng          72904   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosyl heptafluorobutyrate         494 C24H41F7O2     1000351-83-5 72
 2 Nonadecyl pentafluoropropionate     430 C22H39F5O2     1000351-88-8 72
 3 1-Heptacosanol                      396 C27H56O        002004-39-9 62
 4 n-Tetracosanol-1                    354 C24H50O        000506-51-4 62
 5 Behenic alcohol                     326 C22H46O        000661-19-8 58

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3212 (20.830 min): BF094884.D (-3208) (-)
9757

125 154 221189
281

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #234498: Eicosyl heptafluorobutyrate
57

97

125

29 169 280252 476325196 224

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #222139: Nonadecyl pentafluoropropionate
57 97

125

29 153 266182 412311238210

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57 97

125

29 153 181 378350209 236 264 292 320

20.60 20.80 21.00 21.20

m/z  97.05  100.00%

20.60 20.80 21.00 21.20

m/z  57.05   99.32%

20.60 20.80 21.00 21.20

m/z  43.00   97.68%

20.60 20.80 21.00 21.20

m/z  55.00   84.16%

20.60 20.80 21.00 21.20

m/z  83.05   82.76%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  unknown21.84                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 21.84    3.63 ng         102984   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Tetradecanol                      214 C14H30O        001653-32-3 43
 2 Bis(2-methoxyethyl) phthalate       282 C14H18O6       000117-82-8 37
 3 9-Decen-2-one                       154 C10H18O        035194-30-0 25
 4 8-Nonen-2-one                       140 C9H16O         005009-32-5 22
 5 Menthane, 3-(2-methyl-2-hydroxy-... 212 C14H28O        1000160-06-0 22

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

5000

m/z-->

Abundance Scan 3384 (21.841 min): BF094884.D (-3373) (-)
59

43

82 96 207
123137 177191 281

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

5000

m/z-->

Abundance #72864: 3-Tetradecanol
59

41

18583 97 111125

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

5000

m/z-->

Abundance #128838: Bis(2-methoxyethyl) phthalate
59

14945 1047629
20717613215 224 25219390 118 282

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

5000

m/z-->

Abundance #26650: 9-Decen-2-one
43

58

9681 111125 154

21.60 21.80 22.00 22.20

m/z  59.10  100.00%

21.60 21.80 22.00 22.20

m/z  58.10   56.42%

21.60 21.80 22.00 22.20

m/z  43.10   52.35%

21.60 21.80 22.00 22.20

m/z  71.05   45.34%

21.60 21.80 22.00 22.20

m/z  57.05   39.14%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  2H-Cyclopentacyclooctene, 4...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.32    4.83 ng         137206   Perylene-d12               20.30

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24         1000221-85-8 50
 2 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24         1000140-07-7 50
 3 Naphthalene, decahydro-4a-methyl... 204 C15H24         017066-67-0 46
 4 Guaia-3,9-diene                     204 C15H24         000489-83-8 43
 5 1H-3a,7-Methanoazulene, octahydr... 204 C15H24         000508-55-4 42

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

5000

m/z-->

Abundance Scan 3465 (22.318 min): BF094884.D (-3460) (-)
204

13595 1216955 189 287
175161

269 30221841

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

5000

m/z-->

Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
204189133

41
161

55 119 147
91 105 175

77

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

5000

m/z-->

Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204

95 161109 147123 18941 7955
175

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

5000

m/z-->

Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
204105

81 161121
147 1896741

175

22.00 22.20 22.40 22.60

m/z 204.20  100.00%

22.00 22.20 22.40 22.60

m/z 135.10   59.00%

22.00 22.20 22.40 22.60

m/z  95.05   55.04%

22.00 22.20 22.40 22.60

m/z 133.05   53.30%

22.00 22.20 22.40 22.60

m/z  91.10   51.05%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050417\
  Data File : BF094884.D                                          
  Acq On    :  4 May 2017  20:38
  Operator  : SJ/MA
  Sample    : I2916-04
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217.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...   5.02    23.8 ng     543591  1   7.72  456220  20.0
unknown7.38            7.38   110.7 ng    2524630  1   7.72  456220  20.0
unknown15.18          15.18     2.9 ng     113448  4  14.97  784059  20.0
5-Pyrrolidin-2-yl...  15.66     5.1 ng     199785  4  14.97  784059  20.0
n-Hexadecanoic acid   15.94     7.1 ng     277860  4  14.97  784059  20.0
1-Heneicosanol        18.54    12.7 ng     469828  5  18.64  739822  20.0
n-Tetracosanol-1      19.34    12.6 ng     465192  5  18.64  739822  20.0
Supraene              19.77     3.3 ng      93694  6  20.30  568099  20.0
Heptadecane, 9-oc...  20.05     4.9 ng     139336  6  20.30  568099  20.0
Octacosanol           20.09     3.1 ng      87518  6  20.30  568099  20.0
Heneicosane           20.78     3.2 ng      91405  6  20.30  568099  20.0
Eicosyl heptafluo...  20.83     2.6 ng      72904  6  20.30  568099  20.0
unknown21.84          21.84     3.6 ng     102984  6  20.30  568099  20.0
2H-Cyclopentacycl...  22.32     4.8 ng     137206  6  20.30  568099  20.0
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