
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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   5.195   482  486  493 rBV    32502     36564   2.72%   0.375%
  2   5.284   498  501  504 rVB    33586     30276   2.25%   0.311%
  3   5.601   552  555  567 rBB   633411    566458  42.14%   5.813%
  4   6.601   721  725  733 rBV   428970    375011  27.90%   3.848%
  5   6.736   744  748  751 rBV   994833    916999  68.21%   9.409%
 
  6   6.960   782  786  791 rBV   346001    296567  22.06%   3.043%
  7   7.119   808  813  816 rBV  1015356    918761  68.34%   9.428%
  8   7.525   877  882  885 rBV   752470    717812  53.40%   7.366%
  9   7.636   899  901  906 rBV    27569     25213   1.88%   0.259%
 10   8.242  1000 1004 1010 rBV   373264    311182  23.15%   3.193%
 
 11   8.977  1125 1129 1132 rBV    31937     32097   2.39%   0.329%
 12   9.083  1145 1147 1151 rVB3   21371     21867   1.63%   0.224%
 13   9.183  1161 1164 1167 rVB4   12874     16759   1.25%   0.172%
 14   9.219  1167 1170 1173 rBV4   17209     16560   1.23%   0.170%
 15   9.319  1182 1187 1190 rBV  1239326   1183688  88.05%  12.146%
 
 16   9.360  1190 1194 1196 rVB4   16197     22323   1.66%   0.229%
 17   9.519  1218 1221 1224 rVB    29965     26026   1.94%   0.267%
 18   9.660  1242 1245 1248 rBV2   35801     35783   2.66%   0.367%
 19   9.707  1251 1253 1257 rVB    24547     21611   1.61%   0.222%
 20   9.913  1282 1288 1292 rBV6    9162     14417   1.07%   0.148%
 
 21  10.001  1299 1303 1307 rBV   358230    301016  22.39%   3.089%
 22  10.654  1412 1414 1417 rVB    18426     14318   1.07%   0.147%
 23  10.795  1434 1438 1446 rBV   760678    685405  50.99%   7.033%
 24  10.883  1450 1453 1456 rBV    14566     13632   1.01%   0.140%
 25  10.913  1456 1458 1463 rVB2   17538     15991   1.19%   0.164%
 
 26  10.966  1463 1467 1469 rBV    33079     27423   2.04%   0.281%
 27  10.995  1469 1472 1475 rBV2   29742     30743   2.29%   0.315%
 28  11.030  1475 1478 1481 rBV2   39995     31629   2.35%   0.325%
 29  11.083  1484 1487 1488 rBV2   18255     17233   1.28%   0.177%
 30  11.142  1494 1497 1501 rVB2   30939     32907   2.45%   0.338%
 
 31  11.183  1501 1504 1506 rVV    33398     31649   2.35%   0.325%
 32  11.224  1509 1511 1514 rVB    20703     16154   1.20%   0.166%
 33  11.377  1532 1537 1541 rVB4   15855     18478   1.37%   0.190%
 34  11.495  1553 1557 1560 rBV   357975    306252  22.78%   3.142%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Integration Parameters: rteint.p
  Integrator: RTE
  Smoothing : ON                             Filtering: 5
  Sampling  : 1                               Min Area: 3 % of largest Peak
  Start Thrs: 0.2                            Max Peaks: 100
  Stop Thrs : 0                          Peak Location: TOP     
 
  If leading or trailing edge < 100 prefer < Baseline drop else tangent >
  Peak separation: 5
 
  Method    : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  12.960  1803 1806 1813 rBV   106959     95974   7.14%   0.985%
 
 36  13.077  1822 1826 1830 rBV  1319334   1344300 100.00%  13.794%
 37  13.624  1916 1919 1921 rVB    28881     23724   1.76%   0.243%
 38  13.954  1972 1975 1982 rVB    55681     58569   4.36%   0.601%
 39  14.142  2004 2007 2012 rBV   372281    372506  27.71%   3.822%
 40  14.277  2028 2030 2035 rVB    29524     28952   2.15%   0.297%
 
 41  14.595  2080 2084 2088 rBV2   53474     57165   4.25%   0.587%
 42  14.912  2135 2138 2143 rVB    77963     75728   5.63%   0.777%
 43  15.265  2195 2198 2203 rVB    84497     94533   7.03%   0.970%
 44  15.683  2262 2269 2279 rVB2  218408    355712  26.46%   3.650%
 45  16.130  2341 2345 2352 rVB    50882     73530   5.47%   0.755%
 
 46  16.665  2433 2436 2442 rVB3   24141     36001   2.68%   0.369%
 
 
                        Sum of corrected areas:     9745498
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.20    2.47 ng          36564   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 56
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 40
 3 3-Hexanol                           102 C6H14O         000623-37-0 33
 4 5-Hexen-2-one                        98 C6H10O         000109-49-9 9 
 5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 9 

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

5000

m/z-->

Abundance Scan 487 (5.201 min): BF106746.D (-482) (-)
43.0

59.0

101.0

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

5000

m/z-->

Abundance #8185: 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 #8206: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

101.029.0
15.0 73.0 83.0

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

5000

m/z-->

Abundance #4417: 3-Hexanol
59.0

73.043.031.0

84.0 101.0

4.80 5.00 5.20 5.40 5.60

m/z  43.00  100.00%

4.80 5.00 5.20 5.40 5.60

m/z  59.00   61.66%

4.80 5.00 5.20 5.40 5.60

m/z 101.00   22.83%

4.80 5.00 5.20 5.40 5.60

m/z  58.00   17.69%

4.80 5.00 5.20 5.40 5.60

m/z  41.00    9.03%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.74                     Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.74   61.84 ng         916999   1,4-Dichlorobenzene-d4      6.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 2 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 749 (6.742 min): BF106746.D (-744) (-)
132.0

68.1

96.1
40.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0

69.0
104.0

51.031.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.051.027.0 89.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #52379: Tranylcypromine-propionyl
132.057.0

74.0
116.0

98.0

189.0158.0

6.40 6.60 6.80 7.00

m/z 132.00  100.00%

6.40 6.60 6.80 7.00

m/z  68.10   35.74%

6.40 6.60 6.80 7.00

m/z 134.10   33.16%

6.40 6.60 6.80 7.00

m/z  66.00   21.61%

6.40 6.60 6.80 7.00

m/z  69.10   13.59%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown8.98                     Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.98    2.06 ng          32097   Naphthalene-d8              8.24

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octahydronaphthalen-4a-ol           154 C10H18O        055693-34-0 38
 2 2-Cyclohexen-1-one, oxime, (1Z)-    111 C6H9NO         1000362-09-7 35
 3 Bicyclo[2.2.2]octane-1-carboxyli... 154 C9H14O2        000699-55-8 35
 4 2-Cyclopentene-1-carboxylic acid... 154 C9H14O2        006894-69-5 35
 5 4-Butyl-5-methylpyrazalone          154 C8H14N2O       1000289-28-0 25

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance Scan 1129 (8.977 min): BF106746.D (-1125) (-)
111.0

67.0 154.1

81.0 125.141.0
55.0 97.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #26727: Octahydronaphthalen-4a-ol
111.0

98.0
41.0 55.0 154.0

83.067.0

125.0137.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #6129: 2-Cyclohexen-1-one, oxime, (1Z)-
111.066.0

94.0

39.0 79.0
53.0

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
0

5000

m/z-->

Abundance #27694: Bicyclo[2.2.2]octane-1-carboxylic acid
154.0109.0

67.0 125.0
79.039.0

27.0 53.0

91.015.0 139.0

8.60 8.80 9.00 9.20 9.40

m/z 111.00  100.00%

8.60 8.80 9.00 9.20 9.40

m/z  67.05   68.91%

8.60 8.80 9.00 9.20 9.40

m/z 154.10   62.60%

8.60 8.80 9.00 9.20 9.40

m/z 109.10   60.60%

8.60 8.80 9.00 9.20 9.40

m/z  81.00   35.37%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Cyclohexanamine, N-cyclohexyl-  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.66    2.38 ng          35783   Acenaphthene-d10           10.00

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanamine, N-cyclohexyl-      181 C12H23N        000101-83-7 64
 2 Butanoic acid, 4-dicyclohexylami... 281 C16H27NO3      328013-95-2 50
 3 N-Ethyl-1-azaspiro[5,5]undecane     181 C12H23N        1000101-78-6 38
 4 4H-Pyran-4-one, 2-ethyl-6-methyl-   138 C8H10O2        057276-03-6 35
 5 2-Imidazolidinone, 1,3-diethenyl-   138 C7H10N2O       013811-50-2 32

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

5000

m/z-->

Abundance Scan 1245 (9.660 min): BF106746.D (-1242) (-)
138.1

56.0
118.0

90.0 160.1 181.1

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

5000

m/z-->

Abundance #46434: Cyclohexanamine, N-cyclohexyl-
138.0

56.0

181.028.0 82.0 110.0

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

5000

m/z-->

Abundance #128315: Butanoic acid, 4-dicyclohexylamino-4-oxo-
138.0

56.0

181.0100.0
81.035.0 119.0 222.0 246.0157.0 200.0

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

5000

m/z-->

Abundance #46437: N-Ethyl-1-azaspiro[5,5]undecane
138.0

97.0

181.0
41.0 67.0

9.40 9.60 9.80 10.00

m/z 138.10  100.00%

9.40 9.60 9.80 10.00

m/z  56.00   41.56%

9.40 9.60 9.80 10.00

m/z 118.00   26.90%

9.40 9.60 9.80 10.00

m/z  55.00   19.45%

9.40 9.60 9.80 10.00

m/z  90.00   18.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  Silane, chlorotripropyl-        Concentration Rank 17

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.00    2.01 ng          30743   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, chlorotripropyl-            192 C9H21ClSi      000995-25-5 58
 2 2-Methyl-4-hydroxybenzoxazole       149 C8H7NO2        051110-60-2 53
 3 N-(Chroman-5-yl)acetamide           191 C11H13NO2      1000306-69-8 38
 4 1,3-Cyclohexadiene-1-carboxaldeh... 150 C10H14O        000116-26-7 35
 5 Pyridine-3-carbonitrile, 1,2-dih... 191 C9H9N3O2       220098-92-0 35

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

5000

m/z-->

Abundance Scan 1473 (11.001 min): BF106746.D (-1469) (-)
135.1

107.1

191.155.0 220.177.0

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

5000

m/z-->

Abundance #55060: Silane, chlorotripropyl-
149.0

107.079.0

27.0
192.045.0 124.0

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

5000

m/z-->

Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0

107.0

52.0 79.0
27.0

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

5000

m/z-->

Abundance #53687: N-(Chroman-5-yl)acetamide
149.043.0

121.0 191.0
93.0

65.0

10.60 10.80 11.00 11.20 11.40

m/z 135.10  100.00%

10.60 10.80 11.00 11.20 11.40

m/z 107.05   41.48%

10.60 10.80 11.00 11.20 11.40

m/z 149.10   41.00%

10.60 10.80 11.00 11.20 11.40

m/z 121.00   25.34%

10.60 10.80 11.00 11.20 11.40

m/z 136.10   14.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Thiocyanic acid, 4-oxotricy...  Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.03    2.07 ng          31629   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Thiocyanic acid, 4-oxotricyclo[3... 207 C11H13NOS      056781-89-6 55
 2 Phenol, 3,5-diethyl-                150 C10H14O        001197-34-8 30
 3 4-(Borane-dimethylamino)pyridine    136 C7H13BN2       001769-74-0 27
 4 Thiocyanic acid, 4-oxotricyclo[3... 207 C11H13NOS      056781-88-5 25
 5 Methyl 2,3,4-tri-O-acetyl-1-(3-(... 483 C20H25N3O9S    1000242-58-9 22

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

5000

m/z-->

Abundance Scan 1478 (11.030 min): BF106746.D (-1475) (-)
135.1

107.1

41.0 77.0 207.1
161.0

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

5000

m/z-->

Abundance #66771: Thiocyanic acid, 4-oxotricyclo[3.3.1.1(3,7)]dec-2-...
121.0

149.079.0

41.0
207.0

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

5000

m/z-->

Abundance #23710: Phenol, 3,5-diethyl-
135.0

91.0

65.041.0 115.0 152.0

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

5000

m/z-->

Abundance #16117: 4-(Borane-dimethylamino)pyridine
121.0

51.0 78.0
28.0 104.011.0

10.80 11.00 11.20 11.40

m/z 135.10  100.00%

10.80 11.00 11.20 11.40

m/z 121.05   77.21%

10.80 11.00 11.20 11.40

m/z 149.10   75.34%

10.80 11.00 11.20 11.40

m/z 107.10   67.08%

10.80 11.00 11.20 11.40

m/z  41.00   18.31%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  2-Methyl-4-hydroxybenzoxazole   Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.14    2.15 ng          32907   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Methyl-4-hydroxybenzoxazole       149 C8H7NO2        051110-60-2 64
 2 3,5-Diethyl-2-n-propylpyridine      177 C12H19N        004808-75-7 43
 3 2-Methylenebornane                  150 C11H18         027538-47-2 38
 4 Phenol, 2-butyl-                    150 C10H14O        003180-09-4 38
 5 Phthalic acid, ethyl 2-(2-nitrop... 343 C18H17NO6      1000377-99-1 35

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1497 (11.142 min): BF106746.D (-1494) (-)
149.1

107.1

121.1

177.1135.1 163.141.0 77.055.0 91.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0

107.0

52.0 79.0
38.0 93.0 121.0135.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #43346: 3,5-Diethyl-2-n-propylpyridine
149.0

121.0 177.0
77.0 91.0 106.039.0 163.053.0 135.015.0

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #23926: 2-Methylenebornane
107.0

79.0 93.0 150.0121.0135.053.0

10.80 11.00 11.20 11.40

m/z 149.10  100.00%

10.80 11.00 11.20 11.40

m/z 107.05   79.83%

10.80 11.00 11.20 11.40

m/z 121.05   39.21%

10.80 11.00 11.20 11.40

m/z 177.10   15.14%

10.80 11.00 11.20 11.40

m/z 150.10   14.63%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Carbamic acid, N-[1,1-bis(t...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.18    2.07 ng          31649   Phenanthrene-d10           11.49

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2    296242-69-8 78
 2 Hexestrol                           270 C18H22O2       005635-50-7 45
 3 Hexestrol, O-trifluoroacetyl-       366 C20H21F3O3     1000365-31-7 45
 4 Hexestrol                           270 C18H22O2       000084-16-2 45
 5 1-Adamantaneacetic acid             194 C12H18O2       004942-47-6 40

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 1503 (11.177 min): BF106746.D (-1501) (-)
135.1

107.0
41.0 77.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135.0

107.0
41.0 77.0 206.0175.0 247.0 281.0 315.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #119442: Hexestrol
135.0

107.0

41.0 77.0 270.0165.0 212.0 241.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194165: Hexestrol, O-trifluoroacetyl-
135.0

107.0

41.0 69.0 203.0165.0 231.0 295.0 366.0337.0

10.80 11.00 11.20 11.40

m/z 135.05  100.00%

10.80 11.00 11.20 11.40

m/z 106.95   16.48%

10.80 11.00 11.20 11.40

m/z 136.10   10.85%

10.80 11.00 11.20 11.40

m/z  41.00    6.53%

10.80 11.00 11.20 11.40

m/z  95.10    4.17%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  Phenol, 4,4'-(1-methylethyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.96    5.15 ng          95974   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Phenol, 4,4'-(1-methylethylidene... 228 C15H16O2       000080-05-7 96
 2 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H12O3       000523-59-1 58
 3 Decanedioic acid, diethyl ester     258 C14H26O4       000110-40-7 50
 4 4-Adamantan-1-yl-2-(2-methylprop... 333 C19H27NO2S     1000311-66-6 50
 5 4-Bromo-2-(methylamino)tropone      213 C8H8BrNO       1000241-45-0 50

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

5000

m/z-->

Abundance Scan 1806 (12.960 min): BF106746.D (-1803) (-)
213.1

119.1
91.065.0 165.139.0 145.0 194.1

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

5000

m/z-->

Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213.0

119.0
91.065.0 165.0

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

5000

m/z-->

Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-b']dipyran-2-one, 8,8-dimethyl-
213.0

185.0
128.063.0 86.0

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

5000

m/z-->

Abundance #108833: Decanedioic acid, diethyl ester
213.0171.029.0

55.0 125.0
98.0

79.0 148.0 258.0194.0

12.60 12.80 13.00 13.20

m/z 213.10  100.00%

12.60 12.80 13.00 13.20

m/z 119.05   19.14%

12.60 12.80 13.00 13.20

m/z 214.10   16.66%

12.60 12.80 13.00 13.20

m/z 228.10   15.67%

12.60 12.80 13.00 13.20

m/z  91.00    9.89%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Docosyl pentafluoropropionate   Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.95    3.14 ng          58569   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Docosyl pentafluoropropionate       472 C25H45F5O2     1000351-80-9 91
 2 Heneicosyl heptafluorobutyrate      508 C25H43F7O2     1000351-83-8 91
 3 Tricosyl trifluoroacetate           436 C25H47F3O2     1000351-75-1 91
 4 Tricosyl heptafluorobutyrate        536 C27H47F7O2     1000351-83-4 90
 5 Trichloroacetic acid, pentadecyl... 372 C17H31Cl3O2    074339-53-0 90

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 1974 (13.948 min): BF106746.D (-1972) (-)
57.0

97.0

163.1 207.1

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #231356: Docosyl pentafluoropropionate
57.0

97.0

139.0 308.0 454.0181.0 353.0224.0 264.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #236054: Heneicosyl heptafluorobutyrate
57.0

97.0

139.0 294.0182.0 339.0 490.0222.0

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #223732: Tricosyl trifluoroacetate
57.0

97.0

139.0 367.0 418.0322.0181.0 222.0 264.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  55.00   89.84%

13.60 13.80 14.00 14.20

m/z  83.05   80.97%

13.60 13.80 14.00 14.20

m/z  43.00   80.43%

13.60 13.80 14.00 14.20

m/z  69.05   80.24%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Tricosane                       Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.59    3.07 ng          57165   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 96
 2 Heneicosane                         296 C21H44         000629-94-7 90
 3 Eicosane                            282 C20H42         000112-95-8 90
 4 Pentacosane                         352 C25H52         000629-99-2 87
 5 Hexacosane                          366 C26H54         000630-01-3 87

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

5000

m/z-->

Abundance Scan 2083 (14.589 min): BF106746.D (-2080) (-)
57.0

85.1

113.1
211.1169.1141.1 267.0

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

5000

m/z-->

Abundance #164579: Tricosane
57.0

85.0

113.029.0 324.0141.0 169.0 197.0 225.0 253.0 281.0

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

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0 141.0 169.0 296.0197.0 225.0 253.0

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

5000

m/z-->

Abundance #129490: Eicosane
57.0

85.0

113.029.0 141.0 169.0 282.0197.0 225.0 253.0

14.20 14.40 14.60 14.80 15.00

m/z  57.05  100.00%

14.20 14.40 14.60 14.80 15.00

m/z  71.10   68.07%

14.20 14.40 14.60 14.80 15.00

m/z  43.00   64.97%

14.20 14.40 14.60 14.80 15.00

m/z  85.10   44.83%

14.20 14.40 14.60 14.80 15.00

m/z  55.00   22.50%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Hexadecane, 2,6,10,14-tetra...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.91    4.07 ng          75728   Chrysene-d12               14.15

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Hexadecane, 2,6,10,14-tetramethyl-  282 C20H42         000638-36-8 93
 2 Heptadecane, 9-octyl-               352 C25H52         007225-64-1 91
 3 Heneicosane                         296 C21H44         000629-94-7 91
 4 Hexacosane                          366 C26H54         000630-01-3 91
 5 Octacosane                          394 C28H58         000630-02-4 91

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2138 (14.912 min): BF106746.D (-2135) (-)
57.0

85.0

113.1
169.1141.1 197.1225.2 265.0 355.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0

85.0

29.0 113.0
141.0 183.0 253.0211.0 282.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #185535: Heptadecane, 9-octyl-
57.0

85.0

113.0 239.0141.0169.0197.0 267.0294.0 323.0 352.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #141426: Heneicosane
57.0

85.0

29.0 113.0141.0169.0 296.0197.0225.0253.0

14.60 14.80 15.00 15.20

m/z  57.05  100.00%

14.60 14.80 15.00 15.20

m/z  71.10   73.18%

14.60 14.80 15.00 15.20

m/z  85.05   53.68%

14.60 14.80 15.00 15.20

m/z  43.00   51.58%

14.60 14.80 15.00 15.20

m/z  55.00   18.98%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  Eicosane                        Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.27    5.32 ng          94533   Perylene-d12               15.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Eicosane                            282 C20H42         000112-95-8 96
 2 Triacontane                         422 C30H62         000638-68-6 91
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 Hexacosane                          366 C26H54         000630-01-3 90
 5 Heneicosane                         296 C21H44         000629-94-7 90

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2199 (15.271 min): BF106746.D (-2195) (-)
57.0

99.0
155.1 211.1 251.0282.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #129490: Eicosane
57.0

99.0
141.0 282.0183.0 225.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #219831: Triacontane
57.0

99.0
141.0 183.0 422.0225.0 267.0 309.0 351.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209566: Octacosane
57.0

99.0
141.026.0 183.0 225.0 281.0 394.0337.0

15.00 15.20 15.40 15.60

m/z  57.05  100.00%

15.00 15.20 15.40 15.60

m/z  71.10   71.38%

15.00 15.20 15.40 15.60

m/z  43.05   54.85%

15.00 15.20 15.40 15.60

m/z  85.10   51.79%

15.00 15.20 15.40 15.60

m/z  55.00   24.31%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
  Data File : BF106746.D                                          
  Acq On    : 23 Jun 2018   8:39
  Operator  : JU/SJ
  Sample    : J3597-02
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918.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...   5.20     2.5 ng      36564  1   6.96  296567  20.0
unknown6.74            6.74    61.8 ng     916999  1   6.96  296567  20.0
unknown8.98            8.98     2.1 ng      32097  2   8.24  311182  20.0
Cyclohexanamine, ...   9.66     2.4 ng      35783  3  10.00  301016  20.0
Silane, chlorotri...  11.00     2.0 ng      30743  4  11.49  306252  20.0
Thiocyanic acid, ...  11.03     2.1 ng      31629  4  11.49  306252  20.0
2-Methyl-4-hydrox...  11.14     2.1 ng      32907  4  11.49  306252  20.0
Carbamic acid, N-...  11.18     2.1 ng      31649  4  11.49  306252  20.0
Phenol, 4,4'-(1-m...  12.96     5.2 ng      95974  5  14.15  372506  20.0
Docosyl pentafluo...  13.95     3.1 ng      58569  5  14.15  372506  20.0
Tricosane             14.59     3.1 ng      57165  5  14.15  372506  20.0
Hexadecane, 2,6,1...  14.91     4.1 ng      75728  5  14.15  372506  20.0
Eicosane              15.27     5.3 ng      94533  6  15.68  355712  20.0
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