
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   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:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Title     : SW846 8260
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   2.426   195  203  212 rVB3   24801     39678   1.68%   0.223%
  2   3.805   617  632  644 rBV2   12470     31548   1.34%   0.177%
  3   4.050   691  708  731 rBV    51855    153834   6.52%   0.864%
  4   5.021   984 1010 1036 rBV3  193827    710156  30.12%   3.988%
  5   7.577  1786 1805 1816 rBV   288794    717982  30.45%   4.032%
 
  6   7.651  1816 1828 1848 rVB   365021    870907  36.94%   4.891%
  7   8.014  1921 1941 1964 rBV2  386168    919267  38.99%   5.163%
  8   8.577  2100 2116 2142 rVB   552276   1163274  49.34%   6.533%
  9   9.069  2253 2269 2285 rVB6   14283     35343   1.50%   0.198%
 10  10.088  2571 2586 2606 rBV  1278968   2357805 100.00%  13.242%
 
 11  10.603  2736 2746 2757 rVB2   17839     32663   1.39%   0.183%
 12  10.792  2798 2805 2815 rVB    15491     24941   1.06%   0.140%
 13  11.406  2981 2996 3013 rBV   816566   1442440  61.18%   8.101%
 14  12.120  3200 3218 3227 rBV8   14895     34050   1.44%   0.191%
 15  12.252  3248 3259 3270 rVB2  112599    188569   8.00%   1.059%
 
 16  12.403  3293 3306 3321 rBV   880746   1489581  63.18%   8.366%
 17  12.596  3350 3366 3378 rVB   120717    216748   9.19%   1.217%
 18  12.998  3485 3491 3498 rVV2   18035     29261   1.24%   0.164%
 19  13.175  3533 3546 3555 rBV3   60489    122805   5.21%   0.690%
 20  13.349  3588 3600 3621 rBV   962382   1626873  69.00%   9.137%
 
 21  13.448  3621 3631 3642 rVV2   37621     60953   2.59%   0.342%
 22  13.548  3643 3662 3672 rVV2  373402    760010  32.23%   4.268%
 23  13.599  3673 3678 3691 rVV5   32667     67137   2.85%   0.377%
 24  13.676  3692 3702 3713 rVB3   74341    133012   5.64%   0.747%
 25  13.895  3759 3770 3779 rBV   230603    363095  15.40%   2.039%
 
 26  13.953  3779 3788 3794 rBV    83199    133846   5.68%   0.752%
 27  14.001  3794 3803 3814 rVB2  323242    528346  22.41%   2.967%
 28  14.136  3837 3845 3853 rVB    48284     71139   3.02%   0.400%
 29  14.217  3854 3870 3888 rVB   194030    355867  15.09%   1.999%
 30  14.435  3927 3938 3945 rVV5   31076     62248   2.64%   0.350%
 
 31  14.484  3945 3953 3963 rVV2   66581    115817   4.91%   0.650%
 32  14.596  3975 3988 4001 rVV3  553388   1147231  48.66%   6.443%
 33  14.664  4001 4009 4020 rVB5   24367     41929   1.78%   0.235%
 34  14.747  4026 4035 4046 rVB   126916    193117   8.19%   1.085%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   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:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Title     : SW846 8260
 
 35  14.857  4062 4069 4075 rBV4   42298     64352   2.73%   0.361%
 
 36  14.895  4075 4081 4089 rVV3   43922     66037   2.80%   0.371%
 37  14.963  4091 4102 4111 rVV2   95447    196618   8.34%   1.104%
 38  15.091  4136 4142 4147 rBV4   22691     32664   1.39%   0.183%
 39  15.130  4147 4154 4163 rVV    77077    125219   5.31%   0.703%
 40  15.184  4164 4171 4178 rVV2   43440     67654   2.87%   0.380%
 
 41  15.252  4179 4192 4215 rVB5   62593    212003   8.99%   1.191%
 42  15.390  4226 4235 4245 rBV5   22098     38293   1.62%   0.215%
 43  15.451  4246 4254 4264 rBV5   22901     39345   1.67%   0.221%
 44  15.535  4270 4280 4284 rBV3   40402     69772   2.96%   0.392%
 45  15.641  4305 4313 4321 rBV3   22648     38214   1.62%   0.215%
 
 46  15.705  4325 4333 4344 rVB4   21104     41187   1.75%   0.231%
 47  15.831  4362 4372 4384 rBV3  103377    188032   7.97%   1.056%
 48  16.049  4431 4440 4461 rVB2   59192    136637   5.80%   0.767%
 49  16.213  4479 4491 4503 rBV2  126044    248043  10.52%   1.393%
 
 
                        Sum of corrected areas:    17805542
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Isopropyl Alcohol               Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.05    8.83 ug/l       153834   Pentafluorobenzene          7.65

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Isopropyl Alcohol                    60 C3H8O          000067-63-0 86
 2 Hydrazine, 1,2-dimethyl-             60 C2H8N2         000540-73-8 9 
 3 Hydrazine, ethyl-                    60 C2H8N2         000624-80-6 9 
 4 Ethylamine                           45 C2H7N          000075-04-7 5 
 5 Oxirane, (methoxymethyl)-            88 C4H8O2         000930-37-0 4 

5 10 15 20 25 30 35 40 45 50 55 60 65

5000

m/z-->

Abundance Scan 708 (4.050 min): VN057887.D (-691) (-)
45

41 5938

5 10 15 20 25 30 35 40 45 50 55 60 65

5000

m/z-->

Abundance #297: Isopropyl Alcohol
45

27 4119 31 5915 38 53

5 10 15 20 25 30 35 40 45 50 55 60 65

5000

m/z-->

Abundance #278: Hydrazine, 1,2-dimethyl-
45 60

30

15 4227 5718 34

5 10 15 20 25 30 35 40 45 50 55 60 65

5000

m/z-->

Abundance #275: Hydrazine, ethyl-
45

60
31

27
39 57

3.80 4.00 4.20 4.40

m/z  45.05  100.00%

3.80 4.00 4.20 4.40

m/z  43.00   28.64%

3.80 4.00 4.20 4.40

m/z  41.10   10.40%

3.80 4.00 4.20 4.40

m/z  39.00    8.85%

3.80 4.00 4.20 4.40

m/z  42.00    7.73%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Indane                          Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.55   23.36 ug/l       760010   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indane                              118 C9H10          000496-11-7 95
 2 Benzene, cyclopropyl-               118 C9H10          000873-49-4 81
 3 Deltacyclene                        118 C9H10          007785-10-6 76
 4 Benzene, 2-propenyl-                118 C9H10          000300-57-2 74
 5 Benzene, (2-bromocyclopropyl)-      196 C9H9Br         036617-02-4 64

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

5000

m/z-->

Abundance Scan 3663 (13.551 min): VN057887.D (-3643) (-)
117

916339 51 10377 134 143

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

5000

m/z-->

Abundance #8951: Indane
117

916339 51 103772715

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

5000

m/z-->

Abundance #8966: Benzene, cyclopropyl-
117

91

51 6339 77 1032715

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

5000

m/z-->

Abundance #8953: Deltacyclene
117

91
39

51 65 10377

13.20 13.40 13.60 13.80

m/z 117.10  100.00%

13.20 13.40 13.60 13.80

m/z 118.10   53.76%

13.20 13.40 13.60 13.80

m/z 115.00   35.17%

13.20 13.40 13.60 13.80

m/z  91.10   15.60%

13.20 13.40 13.60 13.80

m/z  63.00   10.33%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Benzene, 2-ethyl-1,4-dimethyl-  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.90   11.16 ug/l       363095   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-ethyl-1,4-dimethyl-      134 C10H14         001758-88-9 95
 2 o-Cymene                            134 C10H14         000527-84-4 95
 3 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 95
 4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 94
 5 p-Cymene                            134 C10H14         000099-87-6 94

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

5000

m/z-->

Abundance Scan 3772 (13.902 min): VN057887.D (-3759) (-)
119

134
91

1057751 26737 207

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

5000

m/z-->

Abundance #14892: Benzene, 2-ethyl-1,4-dimethyl-
119

134

105917739 53151

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

5000

m/z-->

Abundance #14811: o-Cymene
119

134
91

41 7727 63 105

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

5000

m/z-->

Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119

13491
77 1055127

13.60 13.80 14.00 14.20

m/z 119.10  100.00%

13.60 13.80 14.00 14.20

m/z 134.10   29.60%

13.60 13.80 14.00 14.20

m/z  91.00   17.51%

13.60 13.80 14.00 14.20

m/z 105.05   10.94%

13.60 13.80 14.00 14.20

m/z 117.10    9.67%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Indan, 1-methyl-                Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.00   16.24 ug/l       528346   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Indan, 1-methyl-                    132 C10H12         000767-58-8 81
 2 Benzene, (2-methylcyclopropyl)-     132 C10H12         1000327-39-0 76
 3 Benzene, (2-methyl-1-propenyl)-     132 C10H12         000768-49-0 74
 4 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 74
 5 Benzene, 2-ethenyl-1,3-dimethyl-    132 C10H12         002039-90-9 72

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3803 (14.001 min): VN057887.D (-3794) (-)
117

132
91

39 7751 65 103 148 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14031: Indan, 1-methyl-
117

132
91

39 51 65 7727 103

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14065: Benzene, (2-methylcyclopropyl)-
117

132

91

775139 65 103

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14069: Benzene, (2-methyl-1-propenyl)-
117

132

91

6539 51 77 1052715

13.60 13.80 14.00 14.20 14.40

m/z 117.10  100.00%

13.60 13.80 14.00 14.20 14.40

m/z 115.05   35.42%

13.60 13.80 14.00 14.20 14.40

m/z 119.05   34.37%

13.60 13.80 14.00 14.20 14.40

m/z 132.10   25.85%

13.60 13.80 14.00 14.20 14.40

m/z  91.00   18.20%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Benzene, 1,2,3,5-tetramethyl-   Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.22   10.94 ug/l       355867   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1,2,3,5-tetramethyl-       134 C10H14         000527-53-7 96
 2 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 95
 3 Benzene, 1,2,4,5-tetramethyl-       134 C10H14         000095-93-2 95
 4 p-Cymene                            134 C10H14         000099-87-6 93
 5 o-Cymene                            134 C10H14         000527-84-4 93

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3871 (14.220 min): VN057887.D (-3854) (-)
119

134

91
7739 6551 103 155 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14867: Benzene, 1,2,3,5-tetramethyl-
119

134

39 9127 7751 65 105

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119

134

91
7741 51 6527 10515

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119

134

91
39 7751 65 1032715

14.00 14.20 14.40 14.60

m/z 119.05  100.00%

14.00 14.20 14.40 14.60

m/z 134.10   47.04%

14.00 14.20 14.40 14.60

m/z  91.00   16.85%

14.00 14.20 14.40 14.60

m/z 133.10   10.58%

14.00 14.20 14.40 14.60

m/z  77.00    9.56%

82N091019W.M Thu Sep 19 05:33:53 2019                                                 Page: 8

Instrument :
MSVOA_N
ClientSampleId :
T11-MW-13-8.0-091019



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  1-Phenyl-1-butene               Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.60   35.26 ug/l      1147230   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Phenyl-1-butene                   132 C10H12         000824-90-8 55
 2 1H-Indene, 2,3-dihydro-5-methyl-    132 C10H12         000874-35-1 55
 3 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12         000768-00-3 55
 4 3-Phenylbut-1-ene                   132 C10H12         000934-10-1 55
 5 Benzene, 1,2,3,4-tetramethyl-       134 C10H14         000488-23-3 50

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance Scan 3989 (14.599 min): VN057887.D (-3975) (-)
117

132
91

775139 65 103 148 207

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14034: 1-Phenyl-1-butene
117

132

91

775139 65 10527

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117

132

9139 51 6527 77 103

20 40 60 80 100 120 140 160 180 200

5000

m/z-->

Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117

132

91
51 776539 10327

14.20 14.40 14.60 14.80 15.00

m/z 117.05  100.00%

14.20 14.40 14.60 14.80 15.00

m/z 119.10   58.81%

14.20 14.40 14.60 14.80 15.00

m/z 115.00   33.34%

14.20 14.40 14.60 14.80 15.00

m/z 132.10   33.16%

14.20 14.40 14.60 14.80 15.00

m/z 134.10   24.08%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.75    5.94 ug/l       193117   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-    132 C10H12         000119-64-2 96
 2 Indan, epoxide                      132 C9H8O          000768-22-9 64
 3 2H-Inden-2-one, 1,3-dihydro-        132 C9H8O          000615-13-4 58
 4 2-Methylbenzyl cyanide              131 C9H9N          022364-68-7 43
 5 2-Furanone, 4-phenyltetrahydro      162 C10H10O2       1000197-38-4 38

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

5000

m/z-->

Abundance Scan 4036 (14.750 min): VN057887.D (-4026) (-)
104

132

786339
118 164 209147 281

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

5000

m/z-->

Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104

132

785127 118

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

5000

m/z-->

Abundance #14522: Indan, epoxide
104

13251 78

27

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

5000

m/z-->

Abundance #14544: 2H-Inden-2-one, 1,3-dihydro-
104

13278
51

27

14.40 14.60 14.80 15.00

m/z 104.10  100.00%

14.40 14.60 14.80 15.00

m/z 132.10   42.51%

14.40 14.60 14.80 15.00

m/z  91.00   38.03%

14.40 14.60 14.80 15.00

m/z 115.00   18.97%

14.40 14.60 14.80 15.00

m/z 103.05   11.89%

82N091019W.M Thu Sep 19 05:33:54 2019                                                 Page: 10

Instrument :
MSVOA_N
ClientSampleId :
T11-MW-13-8.0-091019



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  1H-Indene, 2,3-dihydro-1,1-...  Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 14.96    6.04 ug/l       196618   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14         004912-92-9 87
 2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001559-81-5 87
 3 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14         006682-71-9 87
 4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14         004175-53-5 87
 5 Benzene, (2-methyl-1-butenyl)-      146 C11H14         056253-64-6 87

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

5000

m/z-->

Abundance Scan 4101 (14.959 min): VN057887.D (-4091) (-)
131

14691 115
7739 63 281207

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

5000

m/z-->

Abundance #21652: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131

91
115 146

775127

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

5000

m/z-->

Abundance #21662: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131

146
91

117
39 7763

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

5000

m/z-->

Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131

146

11539 91776325

14.60 14.80 15.00 15.20

m/z 131.10  100.00%

14.60 14.80 15.00 15.20

m/z 133.10   25.96%

14.60 14.80 15.00 15.20

m/z 146.05   21.21%

14.60 14.80 15.00 15.20

m/z  91.00   15.85%

14.60 14.80 15.00 15.20

m/z 115.05   13.10%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  9  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.25    6.52 ug/l       212003   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001559-81-5 94
 2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14         004175-53-5 81
 3 2,2-Dimethylindene, 2,3-dihydro-    146 C11H14         020836-11-7 81
 4 Benzene, (3-methyl-2-butenyl)-      146 C11H14         004489-84-3 81
 5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14         000769-57-3 76

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

5000

m/z-->

Abundance Scan 4191 (15.249 min): VN057887.D (-4179) (-)
131

146
91 115

39 64
281208

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

5000

m/z-->

Abundance #21672: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131

146
91 11539 63 7715

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

5000

m/z-->

Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131

146
91 11539 776325

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

5000

m/z-->

Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131

146

91 115
7751

15.00 15.20 15.40 15.60

m/z 131.05  100.00%

15.00 15.20 15.40 15.60

m/z 146.10   31.53%

15.00 15.20 15.40 15.60

m/z  91.05   24.23%

15.00 15.20 15.40 15.60

m/z 117.95   18.89%

15.00 15.20 15.40 15.60

m/z 115.10   18.27%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Naphthalene, 1,2,3,4-tetrah...  Concentration Rank 11

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 15.83    5.78 ug/l       188032   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         001680-51-9 95
 2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14         002809-64-5 93
 3 2-Propenal, 3-(4-methylphenyl)-     146 C10H10O        001504-75-2 60
 4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14         000769-25-5 60
 5 Benzene, (3-methyl-2-butenyl)-      146 C11H14         004489-84-3 60

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

5000

m/z-->

Abundance Scan 4372 (15.831 min): VN057887.D (-4362) (-)
131

146

117
91

7739 63
160 281209191

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

5000

m/z-->

Abundance #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131

146
117

39 91
15 7763

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

5000

m/z-->

Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131

146

105
91

39 7763

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

5000

m/z-->

Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131

91 146115
6539

15.60 15.80 16.00 16.20

m/z 131.10  100.00%

15.60 15.80 16.00 16.20

m/z 118.05   66.20%

15.60 15.80 16.00 16.20

m/z 146.10   59.11%

15.60 15.80 16.00 16.20

m/z 117.05   38.70%

15.60 15.80 16.00 16.20

m/z 105.00   32.84%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 11  Naphthalene, 2-methyl-          Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 16.21    7.62 ug/l       248043   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Naphthalene, 2-methyl-              142 C11H10         000091-57-6 96
 2 Naphthalene, 1-methyl-              142 C11H10         000090-12-0 96
 3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10         004453-90-1 91
 4 Benzocycloheptatriene               142 C11H10         000264-09-5 91
 5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10         002443-46-1 87

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

5000

m/z-->

Abundance Scan 4490 (16.210 min): VN057887.D (-4479) (-)
142

115

63 8939 158 207 282

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

5000

m/z-->

Abundance #19233: Naphthalene, 2-methyl-
142

115

63 8939

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

5000

m/z-->

Abundance #19232: Naphthalene, 1-methyl-
142

115

63 8939

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

5000

m/z-->

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141

115

6339 89

15.80 16.00 16.20 16.40 16.60

m/z 142.05  100.00%

15.80 16.00 16.20 16.40 16.60

m/z 141.10   89.69%

15.80 16.00 16.20 16.40 16.60

m/z 115.00   42.08%

15.80 16.00 16.20 16.40 16.60

m/z 129.10   18.34%

15.80 16.00 16.20 16.40 16.60

m/z 143.10   11.91%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN091119\
  Data File : VN057887.D                                          
  Acq On    : 11 Sep 2019  00:23
  Operator  : JC/SP
  Sample    : K4818-07
  Misc      : 5.00mL/MSVOA_N/WATER
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N091019W.M
  Quant Title  : SW846 8260
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
Isopropyl Alcohol      4.05     8.8 ug/l   153834  1   7.65  870907  50.0
Indane                13.55    23.4 ug/l   760010  4  13.35 1626870  50.0
Benzene, 2-ethyl-...  13.90    11.2 ug/l   363095  4  13.35 1626870  50.0
Indan, 1-methyl-      14.00    16.2 ug/l   528346  4  13.35 1626870  50.0
Benzene, 1,2,3,5-...  14.22    10.9 ug/l   355867  4  13.35 1626870  50.0
1-Phenyl-1-butene     14.60    35.3 ug/l  1147230  4  13.35 1626870  50.0
Naphthalene, 1,2,...  14.75     5.9 ug/l   193117  4  13.35 1626870  50.0
1H-Indene, 2,3-di...  14.96     6.0 ug/l   196618  4  13.35 1626870  50.0
Naphthalene, 1,2,...  15.25     6.5 ug/l   212003  4  13.35 1626870  50.0
Naphthalene, 1,2,...  15.83     5.8 ug/l   188032  4  13.35 1626870  50.0
Naphthalene, 2-me...  16.21     7.6 ug/l   248043  4  13.35 1626870  50.0
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