
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   4.863   468  472  480 rVB   211055    250834   6.65%   0.809%
  2   5.292   540  545  548 rBV  1706127   1679987  44.56%   5.418%
  3   5.504   577  581  586 rBV2   57371     68097   1.81%   0.220%
  4   6.316   715  719  726 rVB  1312663   1140835  30.26%   3.679%
  5   6.398   730  733  737 rVB    43224     41136   1.09%   0.133%
 
  6   6.451   737  742  745 rBV  2835025   2795319  74.14%   9.015%
  7   6.681   777  781  785 rBV   894121    766431  20.33%   2.472%
  8   6.751   789  793  799 rBV2   90078    102691   2.72%   0.331%
  9   6.839   799  808  811 rBV  2510955   2501736  66.35%   8.069%
 10   7.086   845  850  856 rVB    40768     43724   1.16%   0.141%
 
 11   7.245   871  877  880 rBV  2189553   2330136  61.80%   7.515%
 12   7.281   880  883  890 rVV2   41665     49529   1.31%   0.160%
 13   7.351   890  895  901 rVB5   25697     46335   1.23%   0.149%
 14   7.498   915  920  924 rVB2   36237     46583   1.24%   0.150%
 15   7.710   952  956  959 rVB2   44959     41637   1.10%   0.134%
 
 16   7.875   977  984  987 rBV    58810     69177   1.83%   0.223%
 17   7.963   995  999 1002 rBV  1145272   1080564  28.66%   3.485%
 18   7.992  1002 1004 1009 rVV   244041    203664   5.40%   0.657%
 19   8.039  1009 1012 1015 rVB    74288     69988   1.86%   0.226%
 20   8.216  1036 1042 1044 rBV    84558    113511   3.01%   0.366%
 
 21   8.380  1067 1070 1075 rVB2   44359     59180   1.57%   0.191%
 22   8.669  1114 1119 1123 rBV3   58668     67971   1.80%   0.219%
 23   9.045  1177 1183 1186 rBV  3419952   3770443 100.00%  12.160%
 24   9.169  1201 1204 1207 rBV3   33627     39738   1.05%   0.128%
 25   9.374  1234 1239 1242 rBV5   29874     43018   1.14%   0.139%
 
 26   9.433  1245 1249 1254 rVB2  259559    250589   6.65%   0.808%
 27   9.716  1291 1297 1300 rBV  1243586   1203028  31.91%   3.880%
 28   9.845  1316 1319 1321 rBV    48175     47159   1.25%   0.152%
 29   9.869  1321 1323 1325 rVV    56552     46056   1.22%   0.149%
 30   9.927  1328 1333 1337 rVV4   62310     91808   2.43%   0.296%
 
 31   9.980  1340 1342 1347 rVB2   36196     39756   1.05%   0.128%
 32  10.280  1391 1393 1397 rVB    49233     40284   1.07%   0.130%
 33  10.504  1425 1431 1434 rBV  2019048   2208479  58.57%   7.123%
 34  10.586  1441 1445 1450 rBV   105327    103396   2.74%   0.333%

8270-BF070117.M Tue Jul 11 16:12:33 2017                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
A2882

Instrument :
BNA_F
ClientSampleId :
A2882



                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   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-BF070117.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  10.633  1450 1453 1465 rVB    43611     54851   1.45%   0.177%
 
 36  11.051  1520 1524 1526 rBV    47979     48924   1.30%   0.158%
 37  11.127  1532 1537 1540 rBV2   37027     67716   1.80%   0.218%
 38  11.192  1543 1548 1551 rVV  1294770   1128329  29.93%   3.639%
 39  11.480  1594 1597 1600 rVB2   56366     49419   1.31%   0.159%
 40  11.733  1631 1640 1643 rBV   162403    165824   4.40%   0.535%
 
 41  11.763  1643 1645 1648 rVB   143867    107448   2.85%   0.347%
 42  12.145  1704 1710 1712 rBV    43440     45611   1.21%   0.147%
 43  12.168  1712 1714 1720 rVB2   45425     43369   1.15%   0.140%
 44  12.245  1720 1727 1730 rBV5   17543     41323   1.10%   0.133%
 45  12.474  1763 1766 1769 rVB   173478    142806   3.79%   0.461%
 
 46  12.786  1810 1819 1822 rBV  2810663   3558449  94.38%  11.477%
 47  13.121  1872 1876 1877 rBV    44847     44330   1.18%   0.143%
 48  13.145  1877 1880 1885 rVB    70648     76127   2.02%   0.246%
 49  13.674  1965 1970 1975 rBV3  463943    740869  19.65%   2.389%
 50  13.821  1991 1995 1998 rBV  1182508   1074620  28.50%   3.466%
 
 51  14.004  2021 2026 2031 rVB3  111851    161721   4.29%   0.522%
 52  14.474  2100 2106 2112 rBV   435988    605966  16.07%   1.954%
 53  14.792  2154 2160 2166 rVB    80301    121101   3.21%   0.391%
 54  15.215  2226 2232 2237 rBV   666263    760067  20.16%   2.451%
 55  15.268  2237 2241 2244 rVV2   23861     45605   1.21%   0.147%
 
 56  15.321  2244 2250 2258 rVB   175657    321675   8.53%   1.037%
 57  15.756  2321 2324 2329 rVB2   24581     39610   1.05%   0.128%
 58  16.527  2448 2455 2461 rVB    40820    107241   2.84%   0.346%
 
 
                        Sum of corrected areas:    31005820
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.86    6.55 ng         250834   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 40
 2 Acetic acid, 1,1-dimethylethyl e... 116 C6H12O2        000540-88-5 38
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 37
 4 2-Hexanol, 2-methyl-                116 C7H16O         000625-23-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33

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

5000

m/z-->

Abundance Scan 471 (4.857 min): BF096597.D (-468) (-)
43.0

59.1

101.1
83.0

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-
43.0

59.0

15.0 101.031.0 83.0

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

5000

m/z-->

Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0

57.0

29.0
101.0

78.0

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
59.0

41.0

126.073.0 142.0

4.60 4.80 5.00 5.20

m/z  43.00  100.00%

4.60 4.80 5.00 5.20

m/z  59.10   53.31%

4.60 4.80 5.00 5.20

m/z  58.00   13.41%

4.60 4.80 5.00 5.20

m/z 101.10   13.00%

4.60 4.80 5.00 5.20

m/z  41.05    8.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  unknown6.45                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.45   72.94 ng        2795320   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 27
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 5-Aminoindole                       132 C8H8N2         005192-03-0 12
 4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12         028749-81-7 9 
 5 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 9 

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

5000

m/z-->

Abundance Scan 742 (6.451 min): BF096597.D (-737) (-)
132.0

68.1

96.140.1 54.0
85.0 107.0

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

5000

m/z-->

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

69.0
104.0

51.031.0

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

5000

m/z-->

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

67.0

41.0 97.0
53.0 117.0

79.0

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

5000

m/z-->

Abundance #14491: 5-Aminoindole
132.0

104.0
66.0 77.051.039.0 115.027.0 89.014.0

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   40.92%

6.20 6.40 6.60 6.80

m/z 134.00   32.15%

6.20 6.40 6.60 6.80

m/z  66.00   26.49%

6.20 6.40 6.60 6.80

m/z  69.10   16.17%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Heptyl isobutyl carbonate       Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.75    2.68 ng         102691   1,4-Dichlorobenzene-d4      6.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heptyl isobutyl carbonate           216 C12H24O3       959068-08-7 53
 2 Oxalic acid, heptyl propyl ester    230 C12H22O4       1000309-26-0 43
 3 1-Octyn-3-ol, 4-ethyl-              154 C10H18O        005877-42-9 42
 4 1-Isobutoxy-2-ethylhexane           186 C12H26O        1000139-90-3 42
 5 Heptane, 2,3,6-trimethyl-           142 C10H22         004032-93-3 42

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

5000

m/z-->

Abundance Scan 793 (6.751 min): BF096597.D (-789) (-)
57.0

43.0

83.170.1
105.0 120.1
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m/z-->

Abundance #74058: Heptyl isobutyl carbonate
57.0

41.0
70.0

98.027.0 119.083.0 161.0

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

5000

m/z-->

Abundance #85736: Oxalic acid, heptyl propyl ester
57.043.0

29.0
70.0

98.0 143.083.0 115.0

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

5000

m/z-->

Abundance #26701: 1-Octyn-3-ol, 4-ethyl-
57.0

43.0
29.0

98.083.070.015.0 111.0 125.0 139.0

6.40 6.60 6.80 7.00

m/z  57.05  100.00%

6.40 6.60 6.80 7.00

m/z  43.00   36.47%

6.40 6.60 6.80 7.00

m/z  41.00   32.84%

6.40 6.60 6.80 7.00

m/z  55.00   26.83%

6.40 6.60 6.80 7.00

m/z  56.00   21.15%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown8.22                     Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.22    2.10 ng         113511   Naphthalene-d8              7.96

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanol, 2-methyl-5-(1-meth... 156 C10H20O        060320-28-7 27
 2 Cyclohexanol, 2-methyl-5-(1-meth... 156 C10H20O        000499-69-4 27
 3 3-Methoxy-1H-pyrazol-5-ylacetamide  155 C6H9N3O2       1000284-55-3 18
 4 2,3-Dimethyl-isoxazol-5(2H)-one     113 C5H7NO2        007713-67-9 14
 5 Cyclohexanecarboxylic acid, 2-(i... 282 C9H15IO2       120790-29-6 14

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

5000

m/z-->

Abundance Scan 1043 (8.222 min): BF096597.D (-1036) (-)
59.0

45.0
95.0 155.1113.0

83.1 128.2

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

5000

m/z-->

Abundance #28347: Cyclohexanol, 2-methyl-5-(1-methylethyl)-
95.043.0

57.0

113.029.0
69.0

138.081.0

156.0124.0

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
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m/z-->

Abundance #28377: Cyclohexanol, 2-methyl-5-(1-methylethyl)-, (1.alph...
95.0

57.0 113.0
41.0

69.0 81.0 138.0

124.0 156.0
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0

5000

m/z-->

Abundance #27927: 3-Methoxy-1H-pyrazol-5-ylacetamide
113.0

155.0
43.0 56.0

98.0
86.0 141.069.030.0 126.0

7.80 8.00 8.20 8.40 8.60

m/z  59.00  100.00%

7.80 8.00 8.20 8.40 8.60

m/z  45.00   35.96%

7.80 8.00 8.20 8.40 8.60

m/z  58.00   31.95%

7.80 8.00 8.20 8.40 8.60

m/z  41.00   28.87%

7.80 8.00 8.20 8.40 8.60

m/z  43.00   27.61%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  unknown11.73                    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.73    2.94 ng         165824   Phenanthrene-d10           11.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tetraglyme                          222 C10H22O5       000143-24-8 43
 2 Hexaethylene glycol dimethyl ether  310 C14H30O7       001072-40-8 43
 3 2,5,8,11,14,17-Hexaoxaoctadecane    266 C12H26O6       001191-87-3 43
 4 Butyric acid, 3-bromo-, methyl e... 180 C5H9BrO2       021249-59-2 38
 5 2,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H40O4Si     1000367-07-2 37

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

5000

m/z-->

Abundance Scan 1639 (11.727 min): BF096597.D (-1631) (-)
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187.139.0 213.179.1
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5000

m/z-->

Abundance #78615: Tetraglyme
59.0

29.0 103.0
133.0 177.0
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0

5000

m/z-->

Abundance #152528: Hexaethylene glycol dimethyl ether
59.0

103.0
31.0

147.0 175.0 221.0 265.083.0 201.0

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

5000

m/z-->

Abundance #115144: 2,5,8,11,14,17-Hexaoxaoctadecane
59.0

103.0

31.0
147.0 177.0 221.079.0

11.40 11.60 11.80 12.00

m/z  59.00  100.00%

11.40 11.60 11.80 12.00

m/z 129.10   51.24%

11.40 11.60 11.80 12.00

m/z  43.00   44.29%

11.40 11.60 11.80 12.00

m/z 101.00   43.45%

11.40 11.60 11.80 12.00

m/z  55.00   38.80%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  unknown12.47                    Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.47    2.53 ng         142806   Phenanthrene-d10           11.19

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Di-sec-butyl ether                  130 C8H18O         006863-58-7 47
 2 3,6,9,12-Tetraoxahexadecan-1-ol     250 C12H26O5       001559-34-8 43
 3 Pentaethylene glycol monododecyl... 406 C22H46O6       003055-95-6 38
 4 Hexaethylene glycol monododecyl ... 450 C24H50O7       003055-96-7 38
 5 1H-Pyrimidine-2,4-dione, 1-(2-et... 232 C9H13FN2O4     1000310-13-7 38

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 1765 (12.468 min): BF096597.D (-1763) (-)
57.0

103.1

145.1 191.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #13657: Di-sec-butyl ether
45.0

101.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #101979: 3,6,9,12-Tetraoxahexadecan-1-ol
45.0

89.0

133.0164.0 207.014.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #214415: Pentaethylene glycol monododecyl ether
45.0

89.0

133.0
166.0 213.0 257.0 407.0363.0319.0

12.20 12.40 12.60 12.80

m/z  57.05  100.00%

12.20 12.40 12.60 12.80

m/z  45.00   85.41%

12.20 12.40 12.60 12.80

m/z 103.10   59.83%

12.20 12.40 12.60 12.80

m/z  59.00   38.46%

12.20 12.40 12.60 12.80

m/z  41.00   29.01%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown13.67                    Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.67   13.79 ng         740869   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silane, triethyl-                   116 C6H16Si        000617-86-7 47
 2 Oxirane, tetramethyl-               100 C6H12O         005076-20-0 47
 3 Methane, diethoxy-                  104 C5H12O2        000462-95-3 47
 4 Methyl 15-methoxyhexadecanoate      300 C18H36O3       1000110-17-9 47
 5 Methyl 16-methoxyheptadecanoate     314 C19H38O3       1000110-18-2 47

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

5000

m/z-->

Abundance Scan 1969 (13.668 min): BF096597.D (-1965) (-)
59.0

117.1

87.0 289.2161.1 187.1 231.2

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

5000

m/z-->

Abundance #8291: Silane, triethyl-
59.0 87.0

31.0
116.0

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

5000

m/z-->

Abundance #3858: Oxirane, tetramethyl-
59.0

100.0

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

5000

m/z-->

Abundance #4761: Methane, diethoxy-
59.0

31.0 103.0

13.40 13.60 13.80 14.00

m/z  59.00  100.00%

13.40 13.60 13.80 14.00

m/z 117.05   24.45%

13.40 13.60 13.80 14.00

m/z 103.05   16.75%

13.40 13.60 13.80 14.00

m/z  58.00   12.42%

13.40 13.60 13.80 14.00

m/z  42.00    9.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Methyl 2,5,8,11-tetraoxatri...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.00    3.01 ng         161721   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H20O6       1000366-78-2 64
 2 2-Propanol, 1-(2-butoxy-1-methyl... 190 C10H22O3       029911-28-2 50
 3 Methyl 2,5,8,11,14,17,20,23,26-n... 456 C20H40O11      1000366-81-1 50
 4 Methyl 2,5,8,11,14,17,20,23-octa... 412 C18H36O10      1000366-81-2 50
 5 Butanamide, 3,3-dimethyl-           115 C6H13NO        000926-04-5 43

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

5000

m/z-->

Abundance Scan 2025 (13.998 min): BF096597.D (-2021) (-)
59.0

103.0

161.1 201.1 303.2129.1 245.1

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

5000

m/z-->

Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0

117.0

29.0 87.0 147.0 177.0

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

5000

m/z-->

Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0

103.0

29.0 146.0 172.0

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

5000

m/z-->

Abundance #228363: Methyl 2,5,8,11,14,17,20,23,26-nonaoxaoctacosan-2...
59.0

117.0

87.0
147.029.0 175.0 205.0 249.0 279.0 309.0

13.60 13.80 14.00 14.20 14.40

m/z  59.00  100.00%

13.60 13.80 14.00 14.20 14.40

m/z 103.00   27.37%

13.60 13.80 14.00 14.20 14.40

m/z 117.10   21.29%

13.60 13.80 14.00 14.20 14.40

m/z  57.95   17.01%

13.60 13.80 14.00 14.20 14.40

m/z  55.05   12.92%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  2-Propanol, 1,1'-[(1-methyl...  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.47   11.28 ng         605966   Chrysene-d12               13.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H20O4        001638-16-0 59
 2 Tetraglyme                          222 C10H22O5       000143-24-8 50
 3 Methane, diethoxy-                  104 C5H12O2        000462-95-3 50
 4 Methyl 2,5,8,11,14,17,20,23,26,2... 500 C22H44O12      1000366-81-0 45
 5 Propanol, [(butoxymethylethoxy)m... 248 C13H28O4       055934-93-5 42

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2105 (14.468 min): BF096597.D (-2100) (-)
59.0

103.1

289.2161.1 333.2231.1129.1 261.2200.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0

103.031.0
161.0130.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #78614: Tetraglyme
59.0

103.031.0
133.0 177.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #4761: Methane, diethoxy-
59.0

31.0 103.0

14.20 14.40 14.60 14.80

m/z  59.00  100.00%

14.20 14.40 14.60 14.80

m/z 103.05   31.92%

14.20 14.40 14.60 14.80

m/z 117.05   18.45%

14.20 14.40 14.60 14.80

m/z  58.00   11.81%

14.20 14.40 14.60 14.80

m/z  45.00    9.64%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  unknown14.79                    Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.79    3.19 ng         121101   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methane, diethoxy-                  104 C5H12O2        000462-95-3 47
 2 Methyl 2,5,8,11,14,17,20-heptaox... 368 C16H32O9       1000366-81-3 45
 3 Propanol, [(butoxymethylethoxy)m... 248 C13H28O4       055934-93-5 42
 4 Tri(propylene glycol) propyl ether  234 C12H26O4       096077-04-2 42
 5 Hydrazine, 1-methyl-1-(2-methylp... 102 C5H14N2        020240-63-5 38

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2160 (14.792 min): BF096597.D (-2154) (-)
59.0

103.1

303.2161.1 347.2245.0207.1133.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #4759: Methane, diethoxy-
59.031.0

103.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #195120: Methyl 2,5,8,11,14,17,20-heptaoxadocosan-22-oate
59.0

117.0

87.029.0 147.0175.0 205.0 235.0 265.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #100493: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0

117.0
161.031.0 87.0

14.40 14.60 14.80 15.00 15.20

m/z  58.95  100.00%

14.40 14.60 14.80 15.00 15.20

m/z 103.10   31.78%

14.40 14.60 14.80 15.00 15.20

m/z 117.10   24.65%

14.40 14.60 14.80 15.00 15.20

m/z  58.00   15.25%

14.40 14.60 14.80 15.00 15.20

m/z  55.00   11.99%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  1-(1-tert-Butoxypropan-2-yl...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.32    8.46 ng         321675   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-(1-tert-Butoxypropan-2-yloxy)p... 190 C10H22O3       132739-31-2 59
 2 Methane, diethoxy-                  104 C5H12O2        000462-95-3 53
 3 N-.alpha.-t-Boc-L-lysine            246 C11H22N2O4     013734-28-6 43
 4 4-Hydroxy-3-hexanone                116 C6H12O2        004984-85-4 38
 5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H20O6       1000366-78-2 38

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2250 (15.321 min): BF096597.D (-2244) (-)
59.0

103.1

161.2 333.2289.2 391.2231.1190.8

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #52789: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0

103.0

29.0 146.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #4760: Methane, diethoxy-
31.0

103.0

61.0

0 50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #98499: N-.alpha.-t-Boc-L-lysine
59.0

28.0
128.0

173.0
98.0 247.0

15.00 15.20 15.40 15.60

m/z  59.00  100.00%

15.00 15.20 15.40 15.60

m/z 103.05   38.16%

15.00 15.20 15.40 15.60

m/z 117.10   14.71%

15.00 15.20 15.40 15.60

m/z  45.00   10.62%

15.00 15.20 15.40 15.60

m/z  58.00    9.24%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  unknown16.53                    Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.53    2.82 ng         107241   Perylene-d12               15.22

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Methane, diethoxy-                  104 C5H12O2        000462-95-3 40
 2 N-Formyl-d-threo-O-methylthreonine  161 C6H11NO4       1000214-69-5 35
 3 2-Propanol, 1,1'-[(1-methyl-1,2-... 192 C9H20O4        001638-16-0 33
 4 Butanedioic acid, diazo-, dimeth... 172 C6H8N2O4       055514-36-8 33
 5 (R)-3-Hydroxybutyric acid, methy... 132 C6H12O3        1000332-95-6 32

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

5000

m/z-->

Abundance Scan 2456 (16.533 min): BF096597.D (-2448) (-)
59.0

103.1

147.0173.0 289.1207.1 333.2

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

5000

m/z-->

Abundance #4759: Methane, diethoxy-
59.031.0

103.0

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

5000

m/z-->

Abundance #31677: N-Formyl-d-threo-O-methylthreonine
59.0

85.0 116.0 161.0

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

5000

m/z-->

Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0

103.031.0
161.0130.0

16.20 16.40 16.60 16.80

m/z  59.00  100.00%

16.20 16.40 16.60 16.80

m/z 103.10   40.07%

16.20 16.40 16.60 16.80

m/z 117.00   16.62%

16.20 16.40 16.60 16.80

m/z  45.00   14.21%

16.20 16.40 16.60 16.80

m/z  73.05   13.43%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071017\
  Data File : BF096597.D                                          
  Acq On    : 10 Jul 2017  13:29
  Operator  : SJ/JU
  Sample    : I4086-01
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.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...   4.86     6.5 ng     250834  1   6.68  766431  20.0
unknown6.45            6.45    72.9 ng    2795320  1   6.68  766431  20.0
Heptyl isobutyl c...   6.75     2.7 ng     102691  1   6.68  766431  20.0
unknown8.22            8.22     2.1 ng     113511  2   7.96 1080560  20.0
unknown11.73          11.73     2.9 ng     165824  4  11.19 1128330  20.0
unknown12.47          12.47     2.5 ng     142806  4  11.19 1128330  20.0
unknown13.67          13.67    13.8 ng     740869  5  13.82 1074620  20.0
Methyl 2,5,8,11-t...  14.00     3.0 ng     161721  5  13.82 1074620  20.0
2-Propanol, 1,1'-...  14.47    11.3 ng     605966  5  13.82 1074620  20.0
unknown14.79          14.79     3.2 ng     121101  6  15.22  760067  20.0
1-(1-tert-Butoxyp...  15.32     8.5 ng     321675  6  15.22  760067  20.0
unknown16.53          16.53     2.8 ng     107241  6  15.22  760067  20.0
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