
                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   5.404   560  564  576 rBV   290158    284487  17.39%   2.132%
  2   6.428   735  738  747 rBV   311067    321850  19.68%   2.412%
  3   6.793   797  800  808 rBV   786269    728966  44.57%   5.463%
  4   7.351   885  895  901 rBV   232954    270273  16.53%   2.026%
  5   7.575   930  933  936 rBV    75529     61455   3.76%   0.461%
 
  6   7.669   946  949  955 rBV    90800    105608   6.46%   0.792%
  7   7.728   955  959  962 rBV2   72303    102099   6.24%   0.765%
  8   7.798   964  971  973 rBV5   33636     55492   3.39%   0.416%
  9   7.987   994 1003 1007 rBV5   69611    161625   9.88%   1.211%
 10   8.022  1007 1009 1012 rBV   148547    137203   8.39%   1.028%
 
 11   8.081  1013 1019 1023 rBV  1051957   1080577  66.07%   8.099%
 12   8.134  1025 1028 1031 rVB2  152476    136726   8.36%   1.025%
 13   8.163  1031 1033 1035 rBV   110007     95605   5.85%   0.717%
 14   8.222  1041 1043 1045 rBV2   59205     54155   3.31%   0.406%
 15   8.257  1046 1049 1051 rBV4   60072     61305   3.75%   0.459%
 
 16   8.310  1055 1058 1062 rBV2  208315    272348  16.65%   2.041%
 17   8.345  1062 1064 1065 rVV   121219     88122   5.39%   0.660%
 18   8.375  1066 1069 1072 rVB3  300881    270023  16.51%   2.024%
 19   8.404  1072 1074 1076 rBV2   82355     72155   4.41%   0.541%
 20   8.463  1082 1084 1087 rBV   217726    230537  14.10%   1.728%
 
 21   8.492  1087 1089 1091 rVV2  190846    197545  12.08%   1.481%
 22   8.522  1092 1094 1096 rVV   332139    387407  23.69%   2.904%
 23   8.545  1096 1098 1101 rVB   481689    463637  28.35%   3.475%
 24   8.628  1110 1112 1116 rVB3  214528    215541  13.18%   1.615%
 25   8.716  1122 1127 1129 rBV4  336771    630423  38.55%   4.725%
 
 26   8.828  1144 1146 1149 rBV2  258622    247089  15.11%   1.852%
 27   9.245  1214 1217 1221 rBV5  592130   1008918  61.69%   7.562%
 28  15.010  2193 2197 2204 rVB   893695   1635523 100.00%  12.258%
 29  15.304  2244 2247 2253 rVB   553471    721084  44.09%   5.404%
 30  15.368  2254 2258 2263 rVB   648652    819490  50.11%   6.142%
 
 31  15.427  2264 2268 2271 rBV   790821    968034  59.19%   7.255%
 32  16.857  2506 2511 2519 rVB2  433137    786448  48.09%   5.894%
 33  17.292  2579 2585 2596 rVB   332056    670732  41.01%   5.027%
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                                     LSC Area Percent Report
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Title     : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
 
 
                        Sum of corrected areas:    13342482
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  1  trans,cis-1,8-Dimethylspiro...  Concentration Rank 12

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  7.99    2.99 ng         161625   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22         1000111-72-9 72
 2 3,5-Octadiene, 4,5-diethyl-         166 C12H22         067652-84-0 64
 3 Naphthalene, decahydro-2,3-dimet... 166 C12H22         001008-80-6 50
 4 (+)-2-Bornanone                     152 C10H16O        000464-49-3 47
 5 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22         1000111-72-3 46

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 1004 (7.992 min): BF121169.D (-994) (-)
95

81
6755 121 15141 166109

137

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
9581

110
6855

123 166

137 151

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #35181: 3,5-Octadiene, 4,5-diethyl-
95

81
13741

55
67 166

29
109 123

151

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #35201: Naphthalene, decahydro-2,3-dimethyl-
95

166151
81

55 10941 67

29 124
137

7.60 7.80 8.00 8.20 8.40

m/z  95.10  100.00%

7.60 7.80 8.00 8.20 8.40

m/z  81.10   57.99%

7.60 7.80 8.00 8.20 8.40

m/z  67.00   50.21%

7.60 7.80 8.00 8.20 8.40

m/z  55.00   46.44%

7.60 7.80 8.00 8.20 8.40

m/z 121.05   42.73%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  2  Cyclohexanone, 2-(2-butynyl)-   Concentration Rank 13

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.02    2.54 ng         137203   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexanone, 2-(2-butynyl)-       150 C10H14O        054166-48-2 80
 2 3,9-Epoxy-p-mentha-1,8(10)-diene    150 C10H14O        1000111-14-8 72
 3 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18         005293-90-3 72
 4 Acetic acid, 2-[2,3-dihydro-4-(2... 333 C18H23NO5      1000294-10-3 59
 5 p-Cymen-7-ol                        150 C10H14O        000536-60-7 52

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 1009 (8.022 min): BF121169.D (-1007) (-)
135

150
79

93 1076741 55 121 167

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #23760: Cyclohexanone, 2-(2-butynyl)-
135

55
15079

41 93
1076727 122

18

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene
135

79

122 15041 916755 107

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #23968: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135

93 1077941 15055
27 67 121

7.60 7.80 8.00 8.20 8.40

m/z 135.10  100.00%

7.60 7.80 8.00 8.20 8.40

m/z 150.10   56.37%

7.60 7.80 8.00 8.20 8.40

m/z  79.00   43.81%

7.60 7.80 8.00 8.20 8.40

m/z  93.00   26.27%

7.60 7.80 8.00 8.20 8.40

m/z 107.00   25.00%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  3  Pyridine, pentamethyl-          Concentration Rank 14

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.13    2.53 ng         136726   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyridine, pentamethyl-              149 C10H15N        003748-83-2 64
 2 Adamantane, 1,3-dimethyl-           164 C12H20         000702-79-4 58
 3 1H-S-Triazolo[1,5-a]pyridin-4-iu... 149 C7H7N3O        013980-64-8 53
 4 3-Amino-5-(2-furyl)pyrazole         149 C7H7N3O        096799-02-9 53
 5 5H-Pyrrolo(3,2-d)pyrimidine-2,4-... 149 C6H7N5         1000244-21-4 53

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance Scan 1027 (8.128 min): BF121169.D (-1025) (-)
149

93

67 1077941 55 164121 131140

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #23354: Pyridine, pentamethyl-
149

13493
534227 77 10765 121

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #33752: Adamantane, 1,3-dimethyl-
149

93
41 107

27 7955 16467
12115 135

10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

5000

m/z-->

Abundance #23503: 1H-S-Triazolo[1,5-a]pyridin-4-ium, 2-hydroxy-1-met...
149

7952 9266 10718 3928 120 137

7.80 8.00 8.20 8.40

m/z 149.10  100.00%

7.80 8.00 8.20 8.40

m/z  93.05   31.80%

7.80 8.00 8.20 8.40

m/z  67.00   13.62%

7.80 8.00 8.20 8.40

m/z 150.10   13.56%

7.80 8.00 8.20 8.40

m/z 107.00   13.48%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  4  Adamantane, 1,3-dimethyl-       Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.31    5.04 ng         272348   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Adamantane, 1,3-dimethyl-           164 C12H20         000702-79-4 87
 2 1,4-Dimethyladamantane              164 C12H20         024145-89-9 86
 3 Tricyclo[4.3.1.1(3,8)]undecane, ... 228 C11H17Br       021898-96-4 78
 4 1-Methyl-3-ethyladamantane          178 C13H22         001687-34-9 78
 5 Tricyclo[4.3.1.1(3,8)]undecane, ... 184 C11H17Cl       027011-46-7 64

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

5000

m/z-->

Abundance Scan 1058 (8.310 min): BF121169.D (-1055) (-)
149

93
79 10741 6755 121 164133 176

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

5000

m/z-->

Abundance #33749: Adamantane, 1,3-dimethyl-
149

93

10741 79 16455 6729 12115

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

5000

m/z-->

Abundance #33750: 1,4-Dimethyladamantane
149

93

1078155 16467
121 13541

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

5000

m/z-->

Abundance #83946: Tricyclo[4.3.1.1(3,8)]undecane, 1-bromo-
149

93
7967 107

1215442 228

8.00 8.20 8.40 8.60

m/z 149.10  100.00%

8.00 8.20 8.40 8.60

m/z  93.00   27.57%

8.00 8.20 8.40 8.60

m/z  79.00   18.90%

8.00 8.20 8.40 8.60

m/z 150.10   15.58%

8.00 8.20 8.40 8.60

m/z 107.10   14.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  5  unknown8.37                     Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.37    5.00 ng         270023   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3-Dimethyl-5-ethyladamantane      192 C14H24         001687-35-0 46
 2 1,3-Diethyladamantane               192 C14H24         025074-51-5 38
 3 1,2-Dimethyl-5-nitroadamantane      209 C12H19NO2      006588-68-7 38
 4 3-(4-Buthoxybenzylthio)-1,2,4-(4... 263 C13H17N3OS     057736-49-9 38
 5 2-Propenal, 3-(2,6,6-trimethyl-1... 178 C12H18O        004951-40-0 35
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0

5000

m/z-->

Abundance Scan 1068 (8.369 min): BF121169.D (-1066) (-)
177

121
107 137

81 16341 55 67 93
149 192
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0

5000

m/z-->

Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163

107

93 121 17755 7967 192135 149
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0

5000

m/z-->

Abundance #54686: 1,3-Diethyladamantane
163

10779 93 13355 12167 149 192

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #68597: 1,2-Dimethyl-5-nitroadamantane
163107

9141
55 79 12169 135 149

8.00 8.20 8.40 8.60 8.80

m/z 177.10  100.00%

8.00 8.20 8.40 8.60 8.80

m/z 121.05   49.61%

8.00 8.20 8.40 8.60 8.80

m/z 107.10   41.59%

8.00 8.20 8.40 8.60 8.80

m/z 137.10   41.05%

8.00 8.20 8.40 8.60 8.80

m/z  81.10   31.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  6  Adamantane-1-carboxylic acid    Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.46    4.27 ng         230537   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Adamantane-1-carboxylic acid        180 C11H16O2       000828-51-3 55
 2 1-Adamantanemethylamine             165 C11H19N        017768-41-1 49
 3 1-Adamantanecarboxylic acid, ben... 270 C18H22O2       168139-28-4 38
 4 Benzoic acid, 4-methoxy-, ethyl ... 180 C10H12O3       000094-30-4 38
 5 3-Adamantan-1-yl-1,1,1-trifluoro... 288 C15H19F3O2     1000311-44-8 38

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

5000

m/z-->

Abundance Scan 1083 (8.457 min): BF121169.D (-1082) (-)
135

109
55 956941 165

180151
82

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

5000

m/z-->

Abundance #45436: Adamantane-1-carboxylic acid
135

79 93
41 107 1805527 121 161

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

5000

m/z-->

Abundance #34392: 1-Adamantanemethylamine
135

79
30 93 165

107 14855

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

5000

m/z-->

Abundance #119469: 1-Adamantanecarboxylic acid, benzyl ester
135

91

41 67 10727 163 270180193121

8.20 8.40 8.60 8.80

m/z 135.10  100.00%

8.20 8.40 8.60 8.80

m/z 109.10   58.28%

8.20 8.40 8.60 8.80

m/z  55.10   45.81%

8.20 8.40 8.60 8.80

m/z  67.00   43.33%

8.20 8.40 8.60 8.80

m/z  95.10   41.57%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  7  tert-Butyl-p-benzoquinone       Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.49    3.66 ng         197545   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 tert-Butyl-p-benzoquinone           164 C10H12O2       003602-55-9 62
 2 1H-Indene, 1-ethylideneoctahydro... 164 C12H20         056324-69-7 58
 3 1H-Indene, 1-ethylideneoctahydro... 164 C12H20         056362-87-9 53
 4 1,4-Dimethyladamantane              164 C12H20         024145-89-9 47
 5 Benzene, 1-methoxy-4-methyl-2-(1... 164 C11H16O        031574-44-4 43

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1089 (8.492 min): BF121169.D (-1087) (-)
149

164
9341 8155 67 107 123 135

180 192

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33318: tert-Butyl-p-benzoquinone
149121

164

937741
13654

67 10827

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33811: 1H-Indene, 1-ethylideneoctahydro-7a-methyl-, (1Z,3...
149

41
79 93 10767 122 16455 135

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #33797: 1H-Indene, 1-ethylideneoctahydro-7a-methyl-, cis-
14941

9379
67 10755 121

164135

8.20 8.40 8.60 8.80

m/z 149.10  100.00%

8.20 8.40 8.60 8.80

m/z 164.10   58.30%

8.20 8.40 8.60 8.80

m/z  93.00   44.12%

8.20 8.40 8.60 8.80

m/z  41.10   43.49%

8.20 8.40 8.60 8.80

m/z  81.10   40.86%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  8  unknown8.52                     Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.52    7.17 ng         387407   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pyridine, pentamethyl-              149 C10H15N        003748-83-2 50
 2 4-Methylthieno[2,3-b]pyridine       149 C8H7NS         013362-81-7 43
 3 1,4-Dimethyladamantane              164 C12H20         024145-89-9 43
 4 7-Methylthieno[3,2-b]pyridine       149 C8H7NS         013362-83-9 43
 5 Adamantane, 1,3-dimethyl-           164 C12H20         000702-79-4 42

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1094 (8.522 min): BF121169.D (-1092) (-)
149

93
69 81 107 12541 55 137 163 180 194

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #23354: Pyridine, pentamethyl-
149

13493
534227 77 10765 121

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #23566: 4-Methylthieno[2,3-b]pyridine
149

1221047744 63 89 134

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #33750: 1,4-Dimethyladamantane
149

93

1078155 16467
121 13541

8.20 8.40 8.60 8.80

m/z 149.10  100.00%

8.20 8.40 8.60 8.80

m/z  93.00   33.58%

8.20 8.40 8.60 8.80

m/z  95.10   24.42%

8.20 8.40 8.60 8.80

m/z  69.10   19.27%

8.20 8.40 8.60 8.80

m/z  81.10   17.93%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number  9  1,3,4-Trimethyladamantane       Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.55    8.58 ng         463637   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1,3,4-Trimethyladamantane           178 C13H22         1000214-98-3 56
 2 1,3,5-Trimethyladamantane           178 C13H22         000707-35-7 47
 3 l-Tyrophanamide                     180 C9H12N2O2      1000131-25-3 43
 4 1,3-Dimethyl-5-ethyladamantane      192 C14H24         001687-35-0 42
 5 1,3,6-Trimethyladamantane           178 C13H22         024139-37-5 42

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 1099 (8.551 min): BF121169.D (-1096) (-)
163

107 133

79 94 123 17667 146 1925338

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #44119: 1,3,4-Trimethyladamantane
163

107
9355 81 149121 17867 135

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #44120: 1,3,5-Trimethyladamantane
163

107

93 12155 79 17867 135 149

40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #46154: l-Tyrophanamide
163

107

7765 14713644 89 117 17953

8.20 8.40 8.60 8.80

m/z 163.10  100.00%

8.20 8.40 8.60 8.80

m/z 107.10   57.34%

8.20 8.40 8.60 8.80

m/z 133.10   53.63%

8.20 8.40 8.60 8.80

m/z 135.10   48.82%

8.20 8.40 8.60 8.80

m/z 164.10   40.27%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 10  1-Ethyl-1(1-cyclobutylidene...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.63    3.99 ng         215541   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Ethyl-1(1-cyclobutylidenethyl)... 164 C12H20         1000215-13-7 83
 2 2-n-Propyladamantane                178 C13H22         014451-88-8 68
 3 N-(2-Ethyl-3-hydroxy-6-methyl-4-... 314 C19H26N2O2     1000260-99-4 64
 4 1H-Pyrazole-3-carboxylic acid, 1... 345 C19H27N3O3     1000351-30-4 64
 5 1-Adamantanemethylamine             165 C11H19N        017768-41-1 64

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

5000

m/z-->

Abundance Scan 1112 (8.628 min): BF121169.D (-1110) (-)
135

79
16441 11157 94 179 196

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

5000

m/z-->

Abundance #33782: 1-Ethyl-1(1-cyclobutylidenethyl)cyclobutane
135

79 16455 107

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

5000

m/z-->

Abundance #44109: 2-n-Propyladamantane
135

79 178
55 107

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

5000

m/z-->

Abundance #156521: N-(2-Ethyl-3-hydroxy-6-methyl-4-pyridyl)-1-adaman...
135

79
41 107 163 29656 178193 313

8.20 8.40 8.60 8.80 9.00

m/z 135.10  100.00%

8.20 8.40 8.60 8.80 9.00

m/z  79.00   25.30%

8.20 8.40 8.60 8.80 9.00

m/z  93.10   19.62%

8.20 8.40 8.60 8.80 9.00

m/z 164.10   17.98%

8.20 8.40 8.60 8.80 9.00

m/z  69.10   15.78%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 11  4H-1,3,2-Dioxaborin, 4,6-di...  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.72   11.67 ng         630423   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C10H15BO2      074630-03-8 64
 2 1,3,4-Trimethyladamantane           178 C13H22         1000214-98-3 53
 3 4(1H)-Pteridinone, 2-amino-         163 C6H5N5O        002236-60-4 47
 4 1,3-Diethyladamantane               192 C14H24         025074-51-5 43
 5 Phenol, 2,4-bis(1-methylethyl)-     178 C12H18O        002934-05-6 43

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1128 (8.722 min): BF121169.D (-1122) (-)
163 177

1079581
6755 13541 151121

192 206

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #43713: 4H-1,3,2-Dioxaborin, 4,6-diethenyl-2-ethyl-4-methyl-
163

55

1514327
79 13512210767 17891

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #44119: 1,3,4-Trimethyladamantane
163

107
9355 81 149121 17867 135

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #33017: 4(1H)-Pteridinone, 2-amino-
163

122
109 135

8.40 8.60 8.80 9.00

m/z 163.10  100.00%

8.40 8.60 8.80 9.00

m/z 177.10   87.49%

8.40 8.60 8.80 9.00

m/z 107.10   44.74%

8.40 8.60 8.80 9.00

m/z  95.10   43.89%

8.40 8.60 8.80 9.00

m/z  81.10   42.16%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 12  unknown8.83                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.83    4.57 ng         247089   Naphthalene-d8              8.08

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2(3H)-Benzothiazolone, 3-methyl-... 179 C8H9N3S        001128-67-2 35
 2 Boron, diethyl(4-methyl-3,5-hept... 208 C12H25BN2      136705-02-7 25
 3 3,5-Dimethyl-1-adamantanol          180 C12H20O        000707-37-9 22
 4 Acridine                            179 C13H9N         000260-94-6 22
 5 Tricyclo[4.3.1.1(3,8)]undecane, ... 180 C12H20O        021898-92-0 18

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1146 (8.828 min): BF121169.D (-1144) (-)
179

109
69 123

41 55 81 97

135 165150 192 208

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #44997: 2(3H)-Benzothiazolone, 3-methyl-, hydrazone
179

163

109 136

65 149774528 12115 90

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #67668: Boron, diethyl(4-methyl-3,5-heptanediiminato-N,N')...
179

163151 19127 13641 6654 20780 12194 107

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #45610: 3,5-Dimethyl-1-adamantanol
109 123

180
41

55 16529 7967 91 147

8.40 8.60 8.80 9.00 9.20

m/z 179.20  100.00%

8.40 8.60 8.80 9.00 9.20

m/z 109.10   54.93%

8.40 8.60 8.80 9.00 9.20

m/z  69.10   42.89%

8.40 8.60 8.80 9.00 9.20

m/z 123.10   40.11%

8.40 8.60 8.80 9.00 9.20

m/z  41.10   32.14%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 13  Decahydro-4,4,8,9,10-pentam...  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  9.25   20.00 ng        1008920   Acenaphthene-d10            9.86

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28         080655-44-3 91
 2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28         054832-83-6 50
 3 1-(p-Fluorophenyl)-4-piperidone     193 C11H12FNO      1000238-56-7 46
 4 3,5-Diamino-6-[2-thienyl]-1,2,4-... 193 C7H7N5S        058848-66-1 38
 5 1-Anthracenamine                    193 C14H11N        000610-49-1 27

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 1218 (9.251 min): BF121169.D (-1214) (-)
193

55

41 83
12369 97

109 175137

208161148

20 40 60 80 100 120 140 160 180 200
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
0

5000

m/z-->

Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
19369 123

13783
41 109

9555

29
152 165 208179

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

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

123

150

95
42 75 1095527 135 164 17815

9.00 9.20 9.40 9.60

m/z 193.20  100.00%

9.00 9.20 9.40 9.60

m/z  55.10   78.95%

9.00 9.20 9.40 9.60

m/z  41.10   62.41%

9.00 9.20 9.40 9.60

m/z  83.10   61.87%

9.00 9.20 9.40 9.60

m/z  57.10   60.32%
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                                 Library Search Compound Report

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1

  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

*********************************************************************
Peak Number 14  Benzo[e]pyrene                  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.30   14.90 ng         721084   Perylene-d12               15.43

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzo[e]pyrene                      252 C20H12         000192-97-2 99
 2 Perylene                            252 C20H12         000198-55-0 96
 3 Benz[e]acephenanthrylene            252 C20H12         000205-99-2 94
 4 Benzo[a]pyrene                      252 C20H12         000050-32-8 93
 5 Benzo[j]fluoranthene                252 C20H12         000205-82-3 91

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance Scan 2246 (15.298 min): BF121169.D (-2244) (-)
252

125
22410071 199155 273 381324 41050 303176 347

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104217: Benzo[e]pyrene
252

125
22499 20074 17414650

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104214: Perylene
252

125

2249974 20015017 17439

50 100 150 200 250 300 350 400
0

5000

m/z-->

Abundance #104228: Benz[e]acephenanthrylene
252

126

224100 20074 17451 15026

15.00 15.20 15.40 15.60

m/z 252.10  100.00%

15.00 15.20 15.40 15.60

m/z 250.10   28.68%

15.00 15.20 15.40 15.60

m/z 253.10   20.68%

15.00 15.20 15.40 15.60

m/z 125.05   15.35%

15.00 15.20 15.40 15.60

m/z 126.00   14.58%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073120\
  Data File : BF121169.D                                          
  Acq On    : 31 Jul 2020  20:25
  Operator  : JU/CG
  Sample    : L3478-01 5X
  Misc      :  
  ALS Vial  : 23   Sample Multiplier: 1
 
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071620.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|
----------------------------------------------------------------------------
trans,cis-1,8-Dim...   7.99     3.0 ng     161625  2   8.08 1080580  20.0
Cyclohexanone, 2-...   8.02     2.5 ng     137203  2   8.08 1080580  20.0
Pyridine, pentame...   8.13     2.5 ng     136726  2   8.08 1080580  20.0
Adamantane, 1,3-d...   8.31     5.0 ng     272348  2   8.08 1080580  20.0
unknown8.37            8.37     5.0 ng     270023  2   8.08 1080580  20.0
Adamantane-1-carb...   8.46     4.3 ng     230537  2   8.08 1080580  20.0
tert-Butyl-p-benz...   8.49     3.7 ng     197545  2   8.08 1080580  20.0
unknown8.52            8.52     7.2 ng     387407  2   8.08 1080580  20.0
1,3,4-Trimethylad...   8.55     8.6 ng     463637  2   8.08 1080580  20.0
1-Ethyl-1(1-cyclo...   8.63     4.0 ng     215541  2   8.08 1080580  20.0
4H-1,3,2-Dioxabor...   8.72    11.7 ng     630423  2   8.08 1080580  20.0
unknown8.83            8.83     4.6 ng     247089  2   8.08 1080580  20.0
Decahydro-4,4,8,9...   9.25    20.0 ng    1008920  3   9.86 1008920  20.0
Benzo[e]pyrene        15.30    14.9 ng     721084  6  15.43  968034  20.0
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