
                                     LSC Area Percent Report
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   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_G\METHODS\8270-BG031918.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   3.483    26   33   43 rBV2   59813    127561   3.06%   0.630%
  2   3.571    43   48   55 rVB    34266     56361   1.35%   0.279%
  3   5.780   418  424  432 rVB    36930     66970   1.61%   0.331%
  4   6.285   504  510  528 rBV   705880   1408748  33.80%   6.962%
  5   7.972   790  797  816 rBV   751996   1635270  39.23%   8.081%
 
  6   8.377   859  866  885 rBV   714845   1483436  35.59%   7.331%
  7   8.871   941  950  966 rBV    94241    240784   5.78%   1.190%
  8   9.200   997 1006 1025 rBV   535782   1123209  26.95%   5.551%
  9  10.069  1146 1154 1176 rBV   403099    993708  23.84%   4.911%
 10  11.750  1432 1440 1457 rBV   151231    339500   8.14%   1.678%
 
 11  14.111  1835 1842 1859 rBV  1437128   2462915  59.09%  12.171%
 12  14.905  1971 1977 1983 rBV   131531    214658   5.15%   1.061%
 13  15.480  2069 2075 2088 rBV2  304977    547143  13.13%   2.704%
 14  16.955  2319 2326 2345 rBV  1367857   2363232  56.69%  11.679%
 15  17.102  2347 2351 2360 rVB    28128     51577   1.24%   0.255%
 
 16  18.213  2530 2540 2554 rBV   445086    796431  19.11%   3.936%
 17  19.012  2671 2676 2687 rBV3   58422    119091   2.86%   0.589%
 18  20.733  2963 2969 2983 rBV  3053845   4168342 100.00%  20.599%
 19  22.073  3193 3197 3208 rBV2  103026    205615   4.93%   1.016%
 20  22.555  3272 3279 3288 rBV2  450134    917927  22.02%   4.536%
 
 21  26.327  3910 3921 3942 rVB3  259811    913148  21.91%   4.513%
 
 
                        Sum of corrected areas:    20235626
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Butane, 2-methoxy-2-methyl-     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.57    4.68 ng          56361   1,4-Dichlorobenzene-d4      8.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 72
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 42
 3 Silane, tetramethyl-                 88 C4H12Si        000075-76-3 35
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 10
 5 Acetamide, N-ethyl-                  87 C4H9NO         000625-50-3 10
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0

5000

m/z-->

Abundance Scan 48 (3.571 min): BG033365.D (-43) (-)
73

43 87

59 252

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

5000

m/z-->

Abundance #4486: Butane, 2-methoxy-2-methyl-
73

43 87
29

59
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m/z-->

Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73

8741 55

27

14

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

5000

m/z-->

Abundance #1996: Silane, tetramethyl-
73

43
2915 59 882

3.40 3.60 3.80 4.00

m/z  73.00  100.00%

3.40 3.60 3.80 4.00

m/z  43.00   29.04%

3.40 3.60 3.80 4.00

m/z  87.00   26.99%

3.40 3.60 3.80 4.00

m/z  55.00   26.60%

3.40 3.60 3.80 4.00

m/z  45.00   15.31%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Guanidine                       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  5.78    5.56 ng          66970   1,4-Dichlorobenzene-d4      8.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Guanidine                            59 CH5N3          000113-00-8 50
 2 2-Pentanone, 4-hydroxy-4-methyl-    116 C6H12O2        000123-42-2 38
 3 2,3-Dimethyloxirane-2-carboxylic... 130 C6H10O3        1000306-64-4 36
 4 3-Hexanol                           102 C6H14O         000623-37-0 33
 5 3-Hexanol, 4-methyl-                116 C7H16O         000615-29-2 33
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m/z-->

Abundance Scan 424 (5.780 min): BG033365.D (-418) (-)
43
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5000

m/z-->

Abundance #256: Guanidine
5943
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12
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m/z-->

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

59

15 10131 8337 5325
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0

5000

m/z-->

Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester
43 59

29 837153 99

5.40 5.60 5.80 6.00 6.20

m/z  42.95  100.00%

5.40 5.60 5.80 6.00 6.20

m/z  59.00   73.49%

5.40 5.60 5.80 6.00 6.20

m/z 101.00   23.90%

5.40 5.60 5.80 6.00 6.20

m/z  57.95   16.01%

5.40 5.60 5.80 6.00 6.20

m/z  41.10   10.22%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  unknown8.38                     Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.38  123.22 ng        1483440   1,4-Dichlorobenzene-d4      8.87

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 (5-Methyl-2-pyridyl)acetonitrile    132 C8H8N2         1000241-93-9 22
 2 1H-Benzimidazole, 2-methyl-         132 C8H8N2         000615-15-6 22
 3 3-Chloro-6-fluoro-pyrazine          132 C4H2ClFN2      1000146-10-7 16
 4 5-Fluoro-2-chloropyrimidine         132 C4H2ClFN2      062802-42-0 12
 5 Tranylcypromine-propionyl           189 C12H15NO       1000123-86-3 10
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0

5000

m/z-->

Abundance Scan 867 (8.383 min): BG033365.D (-859) (-)
132

68
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7540 54 10347 8761 115
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0
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m/z-->

Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132

92
65 10539 775127 11758
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0

5000

m/z-->

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

63 104905239 772815 116
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0

5000

m/z-->

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

69
104

785131 38

8.00 8.20 8.40 8.60 8.80

m/z 132.00  100.00%

8.00 8.20 8.40 8.60 8.80

m/z  68.00   49.28%

8.00 8.20 8.40 8.60 8.80

m/z  66.00   33.37%

8.00 8.20 8.40 8.60 8.80

m/z 133.95   32.85%

8.00 8.20 8.40 8.60 8.80

m/z  68.95   20.93%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Tridecanoic acid                Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 19.01    2.99 ng         119091   Phenanthrene-d10           18.21

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tridecanoic acid                    214 C13H26O2       000638-53-9 92
 2 n-Hexadecanoic acid                 256 C16H32O2       000057-10-3 89
 3 Tetradecanoic acid                  228 C14H28O2       000544-63-8 83
 4 Pentadecanoic acid                  242 C15H30O2       001002-84-2 53
 5 Dodecanoic acid                     200 C12H24O2       000143-07-7 52

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

5000

m/z-->

Abundance Scan 2676 (19.012 min): BG033365.D (-2671) (-)
7343 60

12997 213115 157 185171 256199143 227

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

5000

m/z-->

Abundance #72647: Tridecanoic acid
7360

43

129
29 17111587

214185143 157101

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

5000

m/z-->

Abundance #107549: n-Hexadecanoic acid
60 7343

129

97 115 213 256157 171185143 199 227241

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

5000

m/z-->

Abundance #84452: Tetradecanoic acid
7360

43

129

185
29 87 228115 143 171101 199157 21215

18.60 18.80 19.00 19.20 19.40

m/z  73.00  100.00%

18.60 18.80 19.00 19.20 19.40

m/z  43.05   86.33%

18.60 18.80 19.00 19.20 19.40

m/z  60.00   82.05%

18.60 18.80 19.00 19.20 19.40

m/z  41.00   75.43%

18.60 18.80 19.00 19.20 19.40

m/z  57.00   74.37%
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                                 Library Search Compound Report

  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1

  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  1-Heneicosyl formate            Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.07    4.48 ng         205615   Chrysene-d12               22.56

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Heneicosyl formate                340 C22H44O2       077899-03-7 94
 2 Behenic alcohol                     326 C22H46O        000661-19-8 94
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 4 n-Nonadecanol-1                     284 C19H40O        001454-84-8 91
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 91
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Abundance Scan 3197 (22.073 min): BG033365.D (-3193) (-)
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Abundance #177132: 1-Heneicosyl formate
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Abundance #166292: Behenic alcohol
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Abundance #186968: n-Tetracosanol-1
57 83
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21.80 22.00 22.20 22.40

m/z  57.05  100.00%

21.80 22.00 22.20 22.40

m/z  55.00   98.81%

21.80 22.00 22.20 22.40

m/z  83.00   91.22%

21.80 22.00 22.20 22.40

m/z  43.00   86.75%

21.80 22.00 22.20 22.40

m/z  69.00   82.07%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
  Data File : BG033365.D                                          
  Acq On    : 27 Mar 2018  17:05
  Operator  : SJ/JU
  Sample    : J2048-02
  Misc      :  
  ALS Vial  : 5   Sample Multiplier: 1
 
  Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.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...   3.57     4.7 ng      56361  1   8.87  240784  20.0
Guanidine              5.78     5.6 ng      66970  1   8.87  240784  20.0
unknown8.38            8.38   123.2 ng    1483440  1   8.87  240784  20.0
Tridecanoic acid      19.01     3.0 ng     119091  4  18.21  796431  20.0
1-Heneicosyl formate  22.07     4.5 ng     205615  5  22.56  917927  20.0

8270-BG031918.M Wed Mar 28 15:10:22 2018                                              Page: 8

Instrument :
BNA_G
ClientSampleId :
SB-108(12-13)


