
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   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-BF063016.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   1.678     6    8   14 rVV   130755    195836  11.64%   1.113%
  2   1.758    14   15   17 rVV    25462     26244   1.56%   0.149%
  3   1.793    17   18   28 rVB   909139   1591367  94.61%   9.047%
  4   2.890   111  114  121 rBV    25198     55773   3.32%   0.317%
  5   4.170   224  226  229 rVB    19999     28746   1.71%   0.163%
 
  6   4.867   285  287  292 rBB    85134    127510   7.58%   0.725%
  7   5.313   323  326  328 rBV  1204476   1682091 100.00%   9.563%
  8   6.353   414  417  420 rVB  1374600   1492873  88.75%   8.487%
  9   6.479   425  428  430 rBV  1771012   1625959  96.66%   9.244%
 10   6.707   446  448  450 rBB   425654    397348  23.62%   2.259%
 
 11   6.867   459  462  464 rBB  1474014   1265244  75.22%   7.193%
 12   7.279   495  498  500 rBV  1163307   1165857  69.31%   6.628%
 13   7.725   534  537  543 rBB2   29273     50151   2.98%   0.285%
 14   7.999   558  561  563 rBV   569015    542639  32.26%   3.085%
 15   9.073   652  655  657 rBV  1871091   1633228  97.10%   9.285%
 
 16   9.473   687  690  692 rVB   350878    383314  22.79%   2.179%
 17   9.748   711  714  716 rBV   503311    518392  30.82%   2.947%
 18  10.193   751  753  754 rVB    22953     20740   1.23%   0.118%
 19  10.525   780  782  785 rBV2  900340    948281  56.38%   5.391%
 20  10.662   790  794  799 rBV    34254     43495   2.59%   0.247%
 
 21  11.108   831  833  834 rBV    32525     29315   1.74%   0.167%
 22  11.222   841  843  844 rBV   445582    450522  26.78%   2.561%
 23  11.531   868  870  872 rVB    22285     18254   1.09%   0.104%
 24  12.422   946  948  950 rVB    71986     58617   3.48%   0.333%
 25  12.685   964  971  979 rBV2  521023    835797  49.69%   4.752%
 
 26  12.799   979  981  984 rVB  1144940   1132451  67.32%   6.438%
 27  13.702  1058 1060 1064 rVB2   94495    116617   6.93%   0.663%
 28  13.839  1069 1072 1076 rBV   508155    515017  30.62%   2.928%
 29  14.342  1113 1116 1120 rBV2   19552     40399   2.40%   0.230%
 30  14.754  1150 1152 1154 rBV2   16592     18619   1.11%   0.106%
 
 31  14.834  1156 1159 1163 rVV    41512     72137   4.29%   0.410%
 32  15.097  1180 1182 1185 rVB    23739     33358   1.98%   0.190%
 33  15.154  1185 1187 1189 rBV    26610     29570   1.76%   0.168%
 34  15.211  1189 1192 1195 rBV   297524    339452  20.18%   1.930%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   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-BF063016.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  15.645  1228 1230 1232 rBV    10642     18819   1.12%   0.107%
 
 36  15.691  1232 1234 1238 rVB3   14189     31258   1.86%   0.178%
 37  16.491  1302 1304 1309 rVB2   13332     30892   1.84%   0.176%
 38  16.880  1335 1338 1342 rBV    11965     23716   1.41%   0.135%
 
 
                        Sum of corrected areas:    17589898
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
0

500000

1000000

1500000

Time-->

Abundance TIC: BF088907.D

  1.68
  1.76

  1.79

  2.89   4.17
  4.87

  5.31

  6.35

  6.48

  6.71

  6.87

  7.28

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
0

500000

1000000

1500000

Time-->

Abundance TIC: BF088907.D

  7.72

  8.00

  9.07

  9.47

  9.75

 10.19

 10.52

 10.66  11.11

 11.22

 11.53  12.42

 12.69

 12.80

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
0

500000

1000000

1500000

Time-->

Abundance TIC: BF088907.D

 13.70

 13.84

 14.34  14.75 14.83 15.10 15.15

 15.21

 15.65 15.69  16.49  16.88

8270-BF063016.M Tue Jul 12 17:34:03 2016                                              Page: 3

Instrument :
BNA_F
ClientSampleId :
Q6-B2-0-11-C



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  R-(-)-1,2-propanediol           Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.89    2.81 ng          55773   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 R-(-)-1,2-propanediol                76 C3H8O2         004254-14-2 64
 2 Propylene Glycol                     76 C3H8O2         000057-55-6 9 
 3 Isopropyl Alcohol                    60 C3H8O          000067-63-0 9 
 4 (S)-(+)-1,2-Propanediol              76 C3H8O2         004254-15-3 9 
 5 Formamide                            45 CH3NO          000075-12-7 5 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance Scan 114 (2.890 min): BF088907.D (-111) (-)
45

6141 5749 86

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #944: R-(-)-1,2-propanediol
45

29
1915 6142 573326 39 7612 53

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #940: Propylene Glycol
45

312715 615718 41 7638 53

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
0

5000

m/z-->

Abundance #294: Isopropyl Alcohol
45

27
1915 4131 5938

2.60 2.80 3.00 3.20

m/z  45.10  100.00%

2.60 2.80 3.00 3.20

m/z  43.00   20.55%

2.60 2.80 3.00 3.20

m/z  61.00    6.84%

2.60 2.80 3.00 3.20

m/z  44.10    5.98%

2.60 2.80 3.00 3.20

m/z  42.10    3.83%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.87    6.42 ng         127510   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 25
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance Scan 287 (4.867 min): BF088907.D (-285) (-)
43

59

101

83

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

59

15 10131 8351

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

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

101
5815 31 8669

10 20 30 40 50 60 70 80 90 100 110 120 130 140
0

5000

m/z-->

Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59

41

68
12650 142

4.60 4.80 5.00 5.20

m/z  43.10  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   61.57%

4.60 4.80 5.00 5.20

m/z 101.10   22.45%

4.60 4.80 5.00 5.20

m/z  58.10   16.23%

4.60 4.80 5.00 5.20

m/z  41.10    9.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown6.48                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.48   81.84 ng        1625960   1,4-Dichlorobenzene-d4      6.71

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 16
 3 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2      1000378-96-6 10
 4 Cyclopropanamine, 1-phenyl-         133 C9H11N         1000351-26-2 10
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10

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

5000

m/z-->

Abundance Scan 428 (6.479 min): BF088907.D (-425) (-)
132

68

96
40 54 11581

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

5000

m/z-->

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

69
104

5131

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

5000

m/z-->

Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

10533
7051 86

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

5000

m/z-->

Abundance #116545: N-(-3,4-Methylenedioxyphenylisopropyl)benzaldimine
132

105

7751 90 26764 14738 165118 190 224

6.20 6.40 6.60 6.80

m/z 132.00  100.00%

6.20 6.40 6.60 6.80

m/z  68.10   45.41%

6.20 6.40 6.60 6.80

m/z 134.00   32.85%

6.20 6.40 6.60 6.80

m/z  66.10   29.55%

6.20 6.40 6.60 6.80

m/z  69.10   19.20%

8270-BF063016.M Tue Jul 12 17:34:06 2016                                              Page: 6

Instrument :
BNA_F
ClientSampleId :
Q6-B2-0-11-C



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.69   32.46 ng         835797   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 96
 2 Phenol, 2,4'-isopropylidenedi-      228 C15H16O2       000837-08-1 50
 3 Carbanilic acid, p-phenyl-          213 C13H11NO2      004474-53-7 47
 4 2,4(1H,3H)-Pyrimidinedione, 1,3-... 228 C9H16N2O3Si    089447-84-7 42
 5 1,4-Puran, 5,6-dihydro-3-[3-indo... 213 C14H15NO       1000128-72-9 40

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

5000

m/z-->

Abundance Scan 971 (12.685 min): BF088907.D (-964) (-)
213

119
2289165 10777 16513539 152 19751 181

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

5000

m/z-->

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213

228119
9165 10777 165135 15251

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

5000

m/z-->

Abundance #84543: Phenol, 2,4'-isopropylidenedi-
213119

91
228

134
39 65 1077751 16527 152 197181

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

5000

m/z-->

Abundance #71890: Carbanilic acid, p-phenyl-
213

167 196
51 7765 98 115 139128

12.40 12.60 12.80 13.00

m/z 213.10  100.00%

12.40 12.60 12.80 13.00

m/z 119.00   23.06%

12.40 12.60 12.80 13.00

m/z 214.10   15.55%

12.40 12.60 12.80 13.00

m/z 228.10   14.26%

12.40 12.60 12.80 13.00

m/z  91.05   12.87%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  1-Heneicosanol                  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.70    4.53 ng         116617   Chrysene-d12               13.84

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosanol                      312 C21H44O        015594-90-8 95
 2 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 94
 3 Behenic alcohol                     326 C22H46O        000661-19-8 94
 4 3-Eicosene, (E)-                    280 C20H40         074685-33-9 91
 5 n-Tetracosanol-1                    354 C24H50O        000506-51-4 91

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

5000

m/z-->

Abundance Scan 1060 (13.702 min): BF088907.D (-1058) (-)
57 83

41
111

139 163 207

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

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55 83

111

29
139 167 266196 294238222

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

5000

m/z-->

Abundance #175127: Trifluoroacetoxy hexadecane
57

9741

125
81 196 269154 224 320180 25115

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

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280 308196 224 252

13.40 13.60 13.80 14.00

m/z  57.10  100.00%

13.40 13.60 13.80 14.00

m/z  83.05   96.12%

13.40 13.60 13.80 14.00

m/z  55.10   93.69%

13.40 13.60 13.80 14.00

m/z  43.10   91.29%

13.40 13.60 13.80 14.00

m/z  69.10   87.72%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071116\
  Data File : BF088907.D                                          
  Acq On    : 11 Jul 2016  18:56
  Operator  : UM/SJ
  Sample    : H3915-05
  Misc      :  
  ALS Vial  : 11   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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|
----------------------------------------------------------------------------
R-(-)-1,2-propane...   2.89     2.8 ng      55773  1   6.71  397348  20.0
2-Pentanone, 4-hy...   4.87     6.4 ng     127510  1   6.71  397348  20.0
unknown6.48            6.48    81.8 ng    1625960  1   6.71  397348  20.0
Phenol, 4,4'-(1-m...  12.69    32.5 ng     835797  5  13.84  515017  20.0
1-Heneicosanol        13.70     4.5 ng     116617  5  13.84  515017  20.0
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