
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   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-BF092317.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   2.157     8   12   28 rVB   157688    293163  12.11%   1.313%
  2   5.092   508  511  523 rVB   416748    528384  21.83%   2.367%
  3   5.492   574  579  582 rBV  2465167   2322539  95.97%  10.402%
  4   6.498   745  750  758 rVB  2138654   2354470  97.29%  10.545%
  5   6.645   770  775  778 rBV  2462725   2419994 100.00%  10.839%
 
  6   6.875   810  814  817 rVB   875562    718511  29.69%   3.218%
  7   7.028   836  840  844 rBV  1984727   1873471  77.42%   8.391%
  8   7.433   904  909  912 rBV  1489574   1466165  60.59%   6.567%
  9   8.157  1027 1032 1035 rBV   984575    876460  36.22%   3.926%
 10   9.227  1208 1214 1217 rBV  2676984   2280446  94.23%  10.214%
 
 11   9.616  1277 1280 1284 rBV   337345    291105  12.03%   1.304%
 12   9.910  1326 1330 1334 rVB   904169    754241  31.17%   3.378%
 13  10.333  1399 1402 1405 rVB    36701     30393   1.26%   0.136%
 14  10.698  1460 1464 1467 rBV  1018482    909309  37.57%   4.073%
 15  10.804  1479 1482 1486 rBV    45958     42669   1.76%   0.191%
 
 16  11.398  1579 1583 1585 rBV   683171    623376  25.76%   2.792%
 17  11.416  1585 1586 1589 rVB    52446     35855   1.48%   0.161%
 18  12.604  1785 1788 1792 rBV   109208     94241   3.89%   0.422%
 19  12.792  1817 1820 1822 rBV    74998     59205   2.45%   0.265%
 20  12.839  1822 1828 1831 rBV   102829    112339   4.64%   0.503%
 
 21  12.980  1847 1852 1855 rBV  1766683   1675624  69.24%   7.505%
 22  13.498  1936 1940 1942 rVB    56941     49332   2.04%   0.221%
 23  13.862  1999 2002 2009 rVB2  110571    128289   5.30%   0.575%
 24  14.033  2027 2031 2034 rBV   859351    806847  33.34%   3.614%
 25  14.057  2034 2035 2040 rVB    80282     55947   2.31%   0.251%
 
 26  14.186  2054 2057 2061 rBV    28930     33024   1.36%   0.148%
 27  14.486  2105 2108 2111 rBV2   33742     39106   1.62%   0.175%
 28  14.798  2158 2161 2166 rVB    28022     28684   1.19%   0.128%
 29  15.074  2204 2208 2211 rBV    70445     97934   4.05%   0.439%
 30  15.133  2215 2218 2224 rVB3   34341     42846   1.77%   0.192%
 
 31  15.380  2257 2260 2265 rVB    42817     49971   2.06%   0.224%
 32  15.445  2267 2271 2276 rVB    53320     73605   3.04%   0.330%
 33  15.509  2277 2282 2293 rVB   598362    795337  32.87%   3.562%
 34  15.956  2353 2358 2362 rBV    40903     54032   2.23%   0.242%
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                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   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-BF092317.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 35  16.462  2439 2444 2455 rVB3   41183     91037   3.76%   0.408%
 
 36  16.986  2528 2533 2538 rVV3   22695     40435   1.67%   0.181%
 37  17.062  2541 2546 2556 rVB3   32023     67134   2.77%   0.301%
 38  17.433  2605 2609 2616 rVB    16317     31040   1.28%   0.139%
 39  17.762  2661 2665 2674 rVB4   21936     52143   2.15%   0.234%
 40  18.603  2804 2808 2815 rVB8   12756     28319   1.17%   0.127%
 
 
 
                        Sum of corrected areas:    22327022
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  Butane, 2-methoxy-2-methyl-     Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.16    8.16 ng         293163   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 Acetamide, N-methyl-                 73 C3H7NO         000079-16-3 9 
 3 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 
 4 Silane, ethyltrimethyl-             102 C5H14Si        003439-38-1 9 
 5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2       007318-82-3 9 

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance Scan 12 (2.157 min): BF099057.D (-8) (-)
73.1

43.0
55.0 87.0

67.035.9

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 55.0 87.0
29.0

67.035.0 80.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #741: Acetamide, N-methyl-
73.043.0

30.0
58.0

15.0
52.0

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
0

5000

m/z-->

Abundance #734: N-Ethylformamide
30.0

73.0

58.044.0

18.0
38.0

2.20 2.30 2.40 2.50 2.60

m/z  73.10  100.00%

2.20 2.30 2.40 2.50 2.60

m/z  43.00   35.93%

2.20 2.30 2.40 2.50 2.60

m/z  55.00   26.01%

2.20 2.30 2.40 2.50 2.60

m/z  87.05   24.77%

2.20 2.30 2.40 2.50 2.60

m/z  41.05   11.61%

8270-BF092317.M Wed Oct 04 18:13:25 2017                                              Page: 4

Instrument :
BNA_F
ClientSampleId :
SASP2P-ENV-114-4(0-5)

Instrument :
BNA_F
ClientSampleId :
SASP2P-ENV-114-4(0-5)



                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  2-Pentanone, 4-hydroxy-4-me...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.09   14.71 ng         528384   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 72
 2 Propane, 2-methyl-2-(1-methyleth... 116 C7H16O         017348-59-3 53
 3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2       001116-98-9 17
 4 Morpholine, 4-methyl-               101 C5H11NO        000109-02-4 9 
 5 2,3-Butanedione, monooxime          101 C4H7NO2        000057-71-6 9 

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

5000

m/z-->

Abundance Scan 511 (5.092 min): BF099057.D (-508) (-)
43.0

59.0

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 #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0

41.0
101.029.0

73.0 86.0

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

4.80 5.00 5.20 5.40

m/z  43.00  100.00%

4.80 5.00 5.20 5.40

m/z  59.00   59.03%

4.80 5.00 5.20 5.40

m/z 101.10   19.75%

4.80 5.00 5.20 5.40

m/z  58.00   15.61%

4.80 5.00 5.20 5.40

m/z  41.10    8.79%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown6.65                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  6.65   67.36 ng        2419990   1,4-Dichlorobenzene-d4      6.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 38
 2 (E)-3-Chloro-2-methyl-2-pentenal    132 C6H9ClO        031357-76-3 17
 3 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 12
 4 4-Chloro-2-fluoro-pyrimidine        132 C4H2ClFN2      051422-00-5 9 
 5 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 9 

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 776 (6.651 min): BF099057.D (-770) (-)
132.0

68.1

96.0
40.0 54.0

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

40 60 80 100 120 140 160 180
0

5000

m/z-->

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

67.0

41.0 97.0
117.0

81.054.0

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 134.00   34.19%

6.40 6.60 6.80 7.00

m/z  68.10   28.39%

6.40 6.60 6.80 7.00

m/z  66.00   17.38%

6.40 6.60 6.80 7.00

m/z  96.00   11.35%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  1-Docosene                      Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    3.18 ng         128289   Chrysene-d12               14.03

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Docosene                          308 C22H44         001599-67-3 94
 2 Heptafluorobutyric acid, pentade... 424 C19H31F7O2     959261-23-5 93
 3 1-Heneicosanol                      312 C21H44O        015594-90-8 93
 4 Trifluoroacetoxy hexadecane         338 C18H33F3O2     006222-03-3 91
 5 2- Bromopropionic acid, pentadec... 362 C18H35BrO2     1000292-44-2 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2002 (13.862 min): BF099057.D (-1999) (-)
57.0

97.0

234.1139.0 188.9

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #151538: 1-Docosene
55.0

97.0

139.0 308.014.0 181.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0

97.0

169.0
210.0138.0 255.0 406.026.0

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #155046: 1-Heneicosanol
55.0

97.0

139.0 266.0182.0 224.019.0

13.60 13.80 14.00 14.20

m/z  57.00  100.00%

13.60 13.80 14.00 14.20

m/z  43.05   85.24%

13.60 13.80 14.00 14.20

m/z  55.00   82.34%

13.60 13.80 14.00 14.20

m/z  83.05   74.55%

13.60 13.80 14.00 14.20

m/z  97.05   66.54%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Heneicosane                     Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.46    2.29 ng          91037   Perylene-d12               15.51

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Heneicosane                         296 C21H44         000629-94-7 87
 2 Hexacosane                          366 C26H54         000630-01-3 86
 3 2-Bromotetradecane                  276 C14H29Br       074036-95-6 86
 4 Heptadecane                         240 C17H36         000629-78-7 86
 5 Hentriacontane                      437 C31H64         000630-04-6 86

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance Scan 2444 (16.462 min): BF099057.D (-2439) (-)
57.0

85.0

113.0 151.1 192.1

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

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #194493: Hexacosane
57.0

85.0

29.0 113.0141.0169.0 367.0197.0225.0253.0 295.0323.0

50 100 150 200 250 300 350
0

5000

m/z-->

Abundance #124147: 2-Bromotetradecane
57.0

85.0

29.0 113.0141.0 197.0

16.20 16.40 16.60 16.80

m/z  57.05  100.00%

16.20 16.40 16.60 16.80

m/z  71.05   73.14%

16.20 16.40 16.60 16.80

m/z  43.05   60.67%

16.20 16.40 16.60 16.80

m/z  85.05   56.58%

16.20 16.40 16.60 16.80

m/z  55.00   28.68%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100317\
  Data File : BF099057.D                                          
  Acq On    :  4 Oct 2017   3:43
  Operator  : SJ/JU
  Sample    : I5588-02
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317.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|
----------------------------------------------------------------------------
Butane, 2-methoxy...   2.16     8.2 ng     293163  1   6.87  718511  20.0
2-Pentanone, 4-hy...   5.09    14.7 ng     528384  1   6.87  718511  20.0
unknown6.65            6.65    67.4 ng    2419990  1   6.87  718511  20.0
1-Docosene            13.86     3.2 ng     128289  5  14.03  806847  20.0
Heneicosane           16.46     2.3 ng      91037  6  15.51  795337  20.0
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