
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   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_G\METHODS\8270-BG073020.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   3.155     7   11   24 rVB   318171    478822  14.00%   1.015%
  2   5.535   408  416  426 rBV  1006545   1604435  46.93%   3.401%
  3   7.115   677  685  697 rBV  1026727   1754557  51.32%   3.719%
  4   7.950   820  827  834 rBV   406306    666077  19.48%   1.412%
  5   9.101  1015 1023 1031 rBV   698166   1242078  36.33%   2.633%
 
  6  10.746  1295 1303 1316 rVB   541469   1050827  30.74%   2.228%
  7  11.169  1369 1375 1385 rBV6   55307    145402   4.25%   0.308%
  8  12.491  1596 1600 1606 rBV5   88713    189414   5.54%   0.402%
  9  13.202  1714 1721 1727 rBV  1892516   3059880  89.50%   6.486%
 10  13.379  1747 1751 1760 rVB3  352961    633289  18.52%   1.342%
 
 11  13.860  1829 1833 1837 rBV5  278335    435287  12.73%   0.923%
 12  14.013  1855 1859 1867 rBV4  519327   1124023  32.88%   2.383%
 13  14.424  1926 1929 1936 rVB2  993930   1568314  45.87%   3.324%
 14  14.577  1947 1955 1960 rBV4 1153194   3152547  92.21%   6.683%
 15  15.382  2088 2092 2097 rBV2 1525598   2483766  72.65%   5.265%
 
 16  16.075  2206 2210 2213 rBV  1393830   2038045  59.61%   4.320%
 17  21.569  3140 3145 3151 rBV3 1189686   2948488  86.24%   6.250%
 18  21.622  3151 3154 3167 rVB  1155818   2121173  62.04%   4.496%
 19  22.380  3278 3283 3288 rBV4  492638   1031256  30.16%   2.186%
 20  22.438  3288 3293 3299 rVB2 1855272   2983177  87.25%   6.324%
 
 21  23.702  3501 3508 3515 rBV   804484   2459225  71.93%   5.213%
 22  23.825  3524 3529 3534 rBV   912574   1801382  52.69%   3.819%
 23  23.878  3534 3538 3545 rVB   523980   1022104  29.90%   2.167%
 24  24.395  3621 3626 3639 rVB   492699   1319834  38.60%   2.798%
 25  24.536  3643 3650 3660 rVB   550509   1359089  39.75%   2.881%
 
 26  24.683  3668 3675 3681 rBV2  530767   1349262  39.46%   2.860%
 27  25.834  3863 3871 3881 rVV2  752747   2188747  64.02%   4.640%
 28  25.946  3883 3890 3909 rVB5  441055   1545620  45.21%   3.276%
 29  29.830  4539 4551 4575 rVB10  660887   3418973 100.00%   7.247%
 
 
                        Sum of corrected areas:    47175093
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  3.16   14.38 ng         478822   1,4-Dichlorobenzene-d4      7.95

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Butane, 2-methoxy-2-methyl-         102 C6H14O         000994-05-8 83
 2 2,2,4-Trimethyl-3-pentanol          130 C8H18O         005162-48-1 39
 3 1,3-Dioxolane, 2-methyl-             88 C4H8O2         000497-26-7 28
 4 Pentane, 3-methoxy-                 102 C6H14O         036839-67-5 12
 5 N-Ethylformamide                     73 C3H7NO         000627-45-2 9 

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

5000

m/z-->

Abundance Scan 12 (3.161 min): BG046287.D (-7) (-)
73

43
8755

63 9336 81

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

5000

m/z-->

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

43 55 87
29

6735 80

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

5000

m/z-->

Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73

87

5541

29
9767 1127947 129

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

5000

m/z-->

Abundance #2051: 1,3-Dioxolane, 2-methyl-
73

43

58
8729

3.20 3.30 3.40 3.50 3.60

m/z  73.10  100.00%

3.20 3.30 3.40 3.50 3.60

m/z  43.10   34.00%

3.20 3.30 3.40 3.50 3.60

m/z  87.10   25.53%

3.20 3.30 3.40 3.50 3.60

m/z  55.10   24.60%

3.20 3.30 3.40 3.50 3.60

m/z  71.10   11.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Cyclohexane, 1,1,3-trimethyl-   Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.17    2.77 ng         145402   Naphthalene-d8             10.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1,1,3-trimethyl-       126 C9H18          003073-66-3 53
 2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18          007667-60-9 53
 3 2,4,6-Trimethyl-1,5-diazabicyclo... 126 C7H14N2        1000283-21-2 53
 4 Cyclopentanecarboxamide, N-(4-fl... 207 C12H14FNO      1000307-02-4 50
 5 Cyclohexane, 1,3,5-trimethyl-       126 C9H18          001839-63-0 50

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1375 (11.169 min): BG046287.D (-1369) (-)
11169

55

41 95
15113381

166 207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11598: Cyclohexane, 1,1,3-trimethyl-
111

69

5541

83
27

12695
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5000

m/z-->

Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4...
69 111

55

41

126

27 84 9714

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11258: 2,4,6-Trimethyl-1,5-diazabicyclo[3.1.0]hexane
11169

42

28 56 8315 126

10.80 11.00 11.20 11.40

m/z 111.10  100.00%

10.80 11.00 11.20 11.40

m/z  69.10   93.91%

10.80 11.00 11.20 11.40

m/z  55.10   56.12%

10.80 11.00 11.20 11.40

m/z  41.10   37.91%

10.80 11.00 11.20 11.40

m/z  95.10   37.51%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  unknown12.49                    Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.49    3.61 ng         189414   Naphthalene-d8             10.75

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2H-1-Benzopyran, 3,4,4a,5,6,8a-h... 194 C13H22O        041678-32-4 46
 2 2-(4-Formyl-phenoxy)-acetamide      179 C9H9NO3        135857-20-4 38
 3 2,4-Dimethoxyphenyl isocyanate      179 C9H9NO3        084370-87-6 38
 4 DL-2-fluorophenylglycine, N-dime... 238 C12H15FN2O2    1000375-81-1 37
 5 Isoxazole, 3,4-dimethyl-5-(2-thi... 179 C9H9NOS        056421-65-9 35

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1600 (12.491 min): BG046287.D (-1596) (-)
179

1096955 81 97 12341
145 165

133 194155

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-...
179

6943 55
10729 9584 121 194137 161

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #45059: 2-(4-Formyl-phenoxy)-acetamide
179

13577 1055844 121
93 16215033

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #45060: 2,4-Dimethoxyphenyl isocyanate
179

136

164

93 15015 655139 80 108 12129

12.20 12.40 12.60 12.80

m/z 179.15  100.00%

12.20 12.40 12.60 12.80

m/z 109.10   42.86%

12.20 12.40 12.60 12.80

m/z  69.10   37.51%

12.20 12.40 12.60 12.80

m/z  55.10   34.82%

12.20 12.40 12.60 12.80

m/z  81.10   32.25%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Decahydro-4,4,8,9,10-pentam...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.38    4.02 ng         633289   Acenaphthene-d10           14.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 76
 2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H26O        313253-65-5 49
 3 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO       057387-76-5 40
 4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H18OS2      1000234-40-7 40
 5 Iminostilbene                       193 C14H11N        000256-96-2 35

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

5000

m/z-->

Abundance Scan 1751 (13.379 min): BG046287.D (-1747) (-)
193

55 12369 95 10941 81 137

208151 175163

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

5000

m/z-->

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

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

5000

m/z-->

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5543 1099769 81
29 123 137 149 179163 207 222

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

5000

m/z-->

Abundance #67806: Borinic acid, diethyl-, 3,3,5-trimethyl-1-cyclohex...
193123

41
8367

55 109 20829 13795 179165152

13.00 13.20 13.40 13.60

m/z 193.20  100.00%

13.00 13.20 13.40 13.60

m/z  55.10   48.41%

13.00 13.20 13.40 13.60

m/z 123.10   44.50%

13.00 13.20 13.40 13.60

m/z  57.10   43.66%

13.00 13.20 13.40 13.60

m/z  69.10   42.66%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  Benzene, 1-cyclohexyl-3-met...  Concentration Rank 15

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.86    2.76 ng         435287   Acenaphthene-d10           14.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-cyclohexyl-3-methyl-     174 C13H18         004575-46-6 90
 2 1-Methyl-2-cyclohexylbenzene        174 C13H18         004501-35-3 53
 3 (1,4-Dimethylpent-2-enyl)benzene    174 C13H18         1000184-97-9 46
 4 4-Benzyl-isoxazolidine              163 C10H13NO       1000186-97-4 25
 5 2,3-Dihydro-4-methyl-1H-1,5-benz... 174 C10H10N2O      006276-48-8 22

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

5000

m/z-->

Abundance Scan 1833 (13.860 min): BG046287.D (-1829) (-)
131 174105 11855

91

145 16341 67 19279

205 221

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

5000

m/z-->

Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
131 174118

105

91

3927 776553 145 15915

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

5000

m/z-->

Abundance #41143: 1-Methyl-2-cyclohexylbenzene
174131

118
105

91 159
145675541

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

5000

m/z-->

Abundance #41149: (1,4-Dimethylpent-2-enyl)benzene
131

118
105

17491

15941 7727 55 143

13.60 13.80 14.00 14.20

m/z 131.10  100.00%

13.60 13.80 14.00 14.20

m/z 174.10   93.49%

13.60 13.80 14.00 14.20

m/z 105.10   82.50%

13.60 13.80 14.00 14.20

m/z 118.10   82.29%

13.60 13.80 14.00 14.20

m/z  55.10   76.95%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  2-Pentanone, 4-cyclohexylid...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.42    9.95 ng        1568310   Acenaphthene-d10           14.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 53
 2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H26O        313253-65-5 50
 3 1-(p-Fluorophenyl)-4-piperidone     193 C11H12FNO      1000238-56-7 32
 4 Borinic acid, diethyl-, 3,3,5-tr... 208 C13H25BO       057387-76-5 25
 5 2-Amino-4-ethylthiomethyl-6-pipe... 253 C11H19N5S      022362-22-7 16

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

5000

m/z-->

Abundance Scan 1928 (14.418 min): BG046287.D (-1926) (-)
193

69 97
55 10941 83 123

137
208152 173 224

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

5000

m/z-->

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193

123
9569 109

83 13755

151 208179165

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

5000

m/z-->

Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193

5543 1099769 81
29 123 137149 179163 207 222

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

5000

m/z-->

Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193

123

150

95
42 75 1095527 135 164 17815

14.20 14.40 14.60 14.80

m/z 193.20  100.00%

14.20 14.40 14.60 14.80

m/z  69.10   57.21%

14.20 14.40 14.60 14.80

m/z  97.10   54.04%

14.20 14.40 14.60 14.80

m/z  55.10   45.53%

14.20 14.40 14.60 14.80

m/z 109.10   44.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  2,6-Naphthalenedione, octah...  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.38   15.76 ng        2483770   Acenaphthene-d10           14.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2,6-Naphthalenedione, octahydro-... 208 C13H20O2       057289-17-5 50
 2 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H18O        054764-62-4 43
 3 Ethanone, 1-[3-[2-methyl-2-(5-me... 222 C13H18O3       080114-28-9 43
 4 2,2-Dimethylocta-3,4-dienal         152 C10H16O        000590-71-6 38
 5 Imidazolidin-2-one, 1-(2-fluorob... 208 C10H9FN2O2     1000310-62-2 38

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

5000

m/z-->

Abundance Scan 2092 (15.382 min): BG046287.D (-2088) (-)
123

6955 10995 20741
82 222137

151 193179166 237 252

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

5000

m/z-->

Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123

208

695541
97 15281 110 137 19316627 180

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

5000

m/z-->

Abundance #35062: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl-
123

16655 95
43 13771

109 151

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

5000

m/z-->

Abundance #79081: Ethanone, 1-[3-[2-methyl-2-(5-methyl-2-furanyl)pro...
123

43

222
95795527 108 164149136 179

15.00 15.20 15.40 15.60

m/z 123.10  100.00%

15.00 15.20 15.40 15.60

m/z  69.10   42.55%

15.00 15.20 15.40 15.60

m/z  55.10   42.24%

15.00 15.20 15.40 15.60

m/z 109.10   39.46%

15.00 15.20 15.40 15.60

m/z  81.10   39.36%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  Octadecane                      Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.38    7.00 ng        1031260   Chrysene-d12               21.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octadecane                          254 C18H38         000593-45-3 93
 2 11-Tricosene                        322 C23H46         052078-56-5 89
 3 1-Octadecanesulphonyl chloride      352 C18H37ClO2S    1000342-70-4 87
 4 Octacosane                          394 C28H58         000630-02-4 86
 5 Tricosane                           324 C23H48         000638-67-5 70

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3283 (22.380 min): BG046287.D (-3278) (-)
57

85

111
141 322169 272196 231 351 394 426297 372

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #105886: Octadecane
57

85

29 113 141 254169 197 225

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #163017: 11-Tricosene
43

83

111
140 322168 196 294224 266245

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #185101: 1-Octadecanesulphonyl chloride
57

85

29 111133 161 288

22.00 22.20 22.40 22.60

m/z  57.10  100.00%

22.00 22.20 22.40 22.60

m/z  43.10   71.03%

22.00 22.20 22.40 22.60

m/z  71.10   59.83%

22.00 22.20 22.40 22.60

m/z  55.10   46.35%

22.00 22.20 22.40 22.60

m/z  85.10   41.72%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  Strychnidin-10-one, 2,3-dim...  Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 22.44   20.24 ng        2983180   Chrysene-d12               21.58

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Strychnidin-10-one, 2,3-dimethox... 410 C23H26N2O5     017301-81-4 72
 2 Stigmasta-4,6,22-trien-3.beta.-ol   410 C29H46O        096737-58-5 58
 3 3-Acetyl-1-(3,4-dimethoxyphenyl)... 410 C23H26N2O5     090140-65-1 53
 4 Ferrocene, 1,1',3,3'-tetrakis(1,... 410 C26H42Fe       001317-17-5 50
 5 24(S)-Ethyl-3.alpha.,5.alpha.-cy... 410 C29H46O        1000105-21-7 47

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3293 (22.438 min): BG046287.D (-3288) (-)
410

57

190162
30725421513811591 379335283 357

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215621: Strychnidin-10-one, 2,3-dimethoxy-, 19-oxide
410

363

28077 25620356 13510728 335308160 228182 388

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215913: Stigmasta-4,6,22-trien-3.beta.-ol
410

55

83

109 133 159 253

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #215623: 3-Acetyl-1-(3,4-dimethoxyphenyl)-5-ethyl-7,8-dime...
410

367
326

273
16543 190

22.20 22.40 22.60 22.80

m/z 410.30  100.00%

22.20 22.40 22.60 22.80

m/z  57.10   43.31%

22.20 22.40 22.60 22.80

m/z 411.30   33.16%

22.20 22.40 22.60 22.80

m/z 395.30   29.98%

22.20 22.40 22.60 22.80

m/z 190.10   11.85%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  Tricosane                       Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.83   26.70 ng        1801380   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 97
 2 Octacosane                          394 C28H58         000630-02-4 97
 3 Heptadecane, 9-hexyl-               324 C23H48         055124-79-3 94
 4 Hexacosane                          366 C26H54         000630-01-3 91
 5 Tetracosane                         338 C24H50         000646-31-1 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3530 (23.831 min): BG046287.D (-3524) (-)
57

85

113 141 169 258197 225 337309 363281 383 409

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #164578: Tricosane
57

85

324113 141 169 197 267239 295

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #209565: Octacosane
57

85

29 113 141 169 197 225 281253 309 337 394365

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #164584: Heptadecane, 9-hexyl-
43

71

21099 127 239155 182 267 323296

23.60 23.80 24.00 24.20

m/z  57.10  100.00%

23.60 23.80 24.00 24.20

m/z  71.10   63.93%

23.60 23.80 24.00 24.20

m/z  43.10   60.58%

23.60 23.80 24.00 24.20

m/z  85.10   49.56%

23.60 23.80 24.00 24.20

m/z  55.10   22.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  n-Tetracosanol-1                Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 23.88   15.15 ng        1022100   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 2 Behenic alcohol                     326 C22H46O        000661-19-8 91
 3 1-Heptacosanol                      396 C27H56O        002004-39-9 91
 4 1-Heneicosanol                      312 C21H44O        015594-90-8 91
 5 1-Octadecanol                       270 C18H38O        000112-92-5 81

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3538 (23.878 min): BG046287.D (-3534) (-)
8355

111

268

139 237167 345193 396372302 424 458

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139
167 308195 336222 250 280

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #166292: Behenic alcohol
8355

111

29 139 167 280 308196 224 252

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57 97

125

29 153 181 378350209 236 264 292 320

23.60 23.80 24.00 24.20

m/z  83.10  100.00%

23.60 23.80 24.00 24.20

m/z  55.10   97.68%

23.60 23.80 24.00 24.20

m/z  97.10   97.38%

23.60 23.80 24.00 24.20

m/z  69.10   81.81%

23.60 23.80 24.00 24.20

m/z  43.10   62.41%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  Benzo[e]pyrene                  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 24.40   19.56 ng        1319830   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 97
 2 Benzo[k]fluoranthene                252 C20H12         000207-08-9 95
 3 Perylene                            252 C20H12         000198-55-0 93
 4 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 93
 5 Benzo[a]pyrene                      252 C20H12         000050-32-8 93

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 3627 (24.401 min): BG046287.D (-3621) (-)
252

125
22419887 174150 38650 353305273 330 430408

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252

125
22499 20074 17415050

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104224: Benzo[k]fluoranthene
252

126
22499 20074

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104214: Perylene
252

125

2249974 20015017 17439

24.00 24.20 24.40 24.60 24.80

m/z 252.10  100.00%

24.00 24.20 24.40 24.60 24.80

m/z 250.10   28.10%

24.00 24.20 24.40 24.60 24.80

m/z 253.10   24.35%

24.00 24.20 24.40 24.60 24.80

m/z 251.10   10.51%

24.00 24.20 24.40 24.60 24.80

m/z 125.10   10.05%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Heptadecane, 9-hexyl-           Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.83   32.44 ng        2188750   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricosane                           324 C23H48         000638-67-5 95
 2 Heptadecane, 9-hexyl-               324 C23H48         055124-79-3 94
 3 Octacosane                          394 C28H58         000630-02-4 91
 4 2-methyloctacosane                  408 C29H60         1000376-72-8 91
 5 Docosane, 7-hexyl-                  394 C28H58         055373-86-9 91

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3870 (25.829 min): BG046287.D (-3863) (-)
57

85

113 141 169 197 266225 295 324 393351 445416

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #164578: Tricosane
57

85

324113 141 169 197 267239 295

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #164584: Heptadecane, 9-hexyl-
43

71

21099 127 239155 182 267 323296

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #209566: Octacosane
57

85

29 113 141 169 197 225 281253 394337309 365

25.60 25.80 26.00 26.20

m/z  57.10  100.00%

25.60 25.80 26.00 26.20

m/z  71.10   62.53%

25.60 25.80 26.00 26.20

m/z  43.10   58.42%

25.60 25.80 26.00 26.20

m/z  85.10   46.13%

25.60 25.80 26.00 26.20

m/z  55.10   22.80%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  1-Hexacosanol                   Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 25.95   22.91 ng        1545620   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexacosanol                       382 C26H54O        000506-52-5 96
 2 1-Heptacosanol                      396 C27H56O        002004-39-9 95
 3 n-Tetracosanol-1                    354 C24H50O        000506-51-4 94
 4 Octacosanol                         410 C28H58O        000557-61-9 94
 5 1-Heneicosanol                      312 C21H44O        015594-90-8 93

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 3891 (25.952 min): BG046287.D (-3883) (-)
57 83

111

139 231191167 264 297 365388334 415 446

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #203697: 1-Hexacosanol
57

97

364125
29

153 181 336209 237 280 307

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #210517: 1-Heptacosanol
57 97

125

29 153 181 378350209 236 264 292 320

50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #186968: n-Tetracosanol-1
57 83

111

29 139
167 308195 336222 250 280

25.60 25.80 26.00 26.20

m/z  57.10  100.00%

25.60 25.80 26.00 26.20

m/z  83.10   89.07%

25.60 25.80 26.00 26.20

m/z  43.10   85.31%

25.60 25.80 26.00 26.20

m/z  97.10   78.54%

25.60 25.80 26.00 26.20

m/z  55.10   77.61%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 15  .gamma.-Sitosterol              Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 29.83   50.68 ng        3418970   Perylene-d12               24.68

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 .gamma.-Sitosterol                  414 C29H50O        000083-47-6 98
 2 .beta.-Sitosterol                   414 C29H50O        000083-46-5 51
 3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H50O        1000210-86-9 15
 4 Diethylbis(tetramethylene)disilo... 242 C12H26OSi2     018035-51-3 10
 5 5.alpha.-Cholest-8-en-3-one, 6.a... 456 C30H48O3       005259-17-6 9 

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance Scan 4551 (29.830 min): BG046287.D (-4539) (-)
43

145107 213
81 303

329 414
255 381173

354
489

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217434: .gamma.-Sitosterol
43

81 107
414145

303213 329255 381173
354

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217433: .beta.-Sitosterol
43

81 107
145 41418 213 329255173 303 381354

0 50 100 150 200 250 300 350 400 450
0

5000

m/z-->

Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa...
43

81

414107
259135 357163 191 315217 287 386

29.60 29.80 30.00 30.20

m/z  43.10  100.00%

29.60 29.80 30.00 30.20

m/z  57.10   59.15%

29.60 29.80 30.00 30.20

m/z 145.10   57.02%

29.60 29.80 30.00 30.20

m/z 107.10   56.93%

29.60 29.80 30.00 30.20

m/z  55.10   55.17%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081420\
  Data File : BG046287.D                                          
  Acq On    : 14 Aug 2020  22:43
  Operator  : CG/JU
  Sample    : L3662-02
  Misc      :  
  ALS Vial  : 14   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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...   3.16    14.4 ng     478822  1   7.95  666077  20.0
Cyclohexane, 1,1,...  11.17     2.8 ng     145402  2  10.75 1050830  20.0
unknown12.49          12.49     3.6 ng     189414  2  10.75 1050830  20.0
Decahydro-4,4,8,9...  13.38     4.0 ng     633289  3  14.58 3152550  20.0
Benzene, 1-cycloh...  13.86     2.8 ng     435287  3  14.58 3152550  20.0
2-Pentanone, 4-cy...  14.42     9.9 ng    1568310  3  14.58 3152550  20.0
2,6-Naphthalenedi...  15.38    15.8 ng    2483770  3  14.58 3152550  20.0
Octadecane            22.38     7.0 ng    1031260  5  21.58 2948490  20.0
Strychnidin-10-on...  22.44    20.2 ng    2983180  5  21.58 2948490  20.0
Tricosane             23.83    26.7 ng    1801380  6  24.68 1349260  20.0
n-Tetracosanol-1      23.88    15.2 ng    1022100  6  24.68 1349260  20.0
Benzo[e]pyrene        24.40    19.6 ng    1319830  6  24.68 1349260  20.0
Heptadecane, 9-he...  25.83    32.4 ng    2188750  6  24.68 1349260  20.0
1-Hexacosanol         25.95    22.9 ng    1545620  6  24.68 1349260  20.0
.gamma.-Sitosterol    29.83    50.7 ng    3418970  6  24.68 1349260  20.0
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