
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   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_U\METHOD\82U120618W.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   1.276    27   32   43 rVB3    7804      9393   1.63%   0.162%
  2   1.386    57   66   73 rBV2    5591      6752   1.17%   0.116%
  3   1.472    77   93   99 rBV2   20410     36983   6.43%   0.637%
  4   1.514    99  106  113 rBV    61642     61659  10.72%   1.062%
  5   1.556   114  119  123 rBV3    7492      9062   1.58%   0.156%
 
  6   2.244   324  333  344 rVB     8123     13475   2.34%   0.232%
  7   2.321   345  357  368 rVV   307682    482289  83.82%   8.309%
  8   2.373   369  373  384 rVV    14978     22914   3.98%   0.395%
  9   2.450   387  397  416 rVV    50860    101671  17.67%   1.752%
 10   2.553   418  429  446 rVV    51118     96042  16.69%   1.655%
 
 11   2.836   505  517  536 rVB2   26256     61003  10.60%   1.051%
 12   2.942   542  550  564 rBV2    3405      6532   1.14%   0.113%
 13   4.199   923  941  951 rBV2   28308     76197  13.24%   1.313%
 14   4.263   952  961  976 rVB    38228     86561  15.04%   1.491%
 15   4.575  1042 1058 1066 rBV3    8190     20607   3.58%   0.355%
 
 16   4.640  1067 1078 1106 rVB3   40407     98974  17.20%   1.705%
 17   4.881  1134 1153 1170 rBV    77859    175348  30.48%   3.021%
 18   4.980  1170 1184 1207 rVB   119682    257946  44.83%   4.444%
 19   5.305  1271 1285 1299 rBV    96281    199575  34.69%   3.438%
 20   5.389  1299 1311 1329 rVB    46358     99171  17.24%   1.708%
 
 21   5.787  1417 1435 1451 rBV3   10014     22267   3.87%   0.384%
 22   5.884  1451 1465 1492 rVV   202179    393627  68.41%   6.781%
 23   6.421  1615 1632 1645 rBV2   19811     40466   7.03%   0.697%
 24   6.614  1685 1692 1713 rVB2   11560     24108   4.19%   0.415%
 25   7.459  1942 1955 1969 rBV    36786     64790  11.26%   1.116%
 
 26   7.562  1969 1987 2001 rVV   320893    575363 100.00%   9.912%
 27   7.636  2001 2010 2023 rVV    66955    123498  21.46%   2.128%
 28   7.704  2023 2031 2044 rVB6    4379      9669   1.68%   0.167%
 29   7.910  2084 2095 2113 rBV2   13625     26187   4.55%   0.451%
 30   8.231  2184 2195 2203 rVV4    5628     10128   1.76%   0.174%
 
 31   8.286  2203 2212 2226 rVV2   12323     24006   4.17%   0.414%
 32   8.369  2226 2238 2253 rVV5    5942     12874   2.24%   0.222%
 33   8.459  2256 2266 2289 rVV9    8065     26724   4.64%   0.460%
 34   8.575  2289 2302 2333 rVB    99192    178336  31.00%   3.072%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   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_U\METHOD\82U120618W.M
  Title     : SW846 8260
 
 35   8.791  2359 2369 2385 rVB2   11290     19806   3.44%   0.341%
 
 36   9.086  2450 2461 2482 rBV   280209    466047  81.00%   8.029%
 37   9.250  2501 2512 2523 rBV    30732     50345   8.75%   0.867%
 38   9.324  2523 2535 2543 rVV    53038     88406  15.37%   1.523%
 39   9.372  2543 2550 2565 rVB    31640     52272   9.09%   0.901%
 40   9.495  2578 2588 2598 rVB2   12431     21124   3.67%   0.364%
 
 41   9.604  2610 2622 2632 rBV    15190     24436   4.25%   0.421%
 42   9.790  2666 2680 2703 rBV2  115139    199044  34.59%   3.429%
 43   9.897  2703 2713 2717 rBV5    7690     12362   2.15%   0.213%
 44  10.080  2759 2770 2781 rVB5   10808     19495   3.39%   0.336%
 45  10.163  2784 2796 2808 rVB7    6085     12192   2.12%   0.210%
 
 46  10.234  2808 2818 2825 rBV6    3818      6564   1.14%   0.113%
 47  10.305  2828 2840 2857 rBV   221009    346277  60.18%   5.966%
 48  10.581  2916 2926 2940 rVB8    4567     10297   1.79%   0.177%
 49  10.736  2968 2974 2981 rVB5    9699     13143   2.28%   0.226%
 50  10.996  3035 3055 3073 rBV7   13293     29715   5.16%   0.512%
 
 51  11.147  3093 3102 3113 rVB2   14931     23764   4.13%   0.409%
 52  11.398  3174 3180 3190 rBV5    4116      6099   1.06%   0.105%
 53  11.482  3195 3206 3223 rBV   269771    418192  72.68%   7.205%
 54  11.597  3223 3242 3265 rVB    46563     89426  15.54%   1.541%
 55  11.742  3277 3287 3303 rBV    40224     71358  12.40%   1.229%
 
 56  11.823  3303 3312 3322 rVB8    2912      6821   1.19%   0.118%
 57  11.983  3350 3362 3375 rBV4   27873     50096   8.71%   0.863%
 58  12.475  3501 3515 3530 rBV    48354     89811  15.61%   1.547%
 59  12.671  3567 3576 3580 rBV7    4478      7405   1.29%   0.128%
 60  13.089  3695 3706 3713 rBV5   11127     19595   3.41%   0.338%
 
 61  13.186  3726 3736 3748 rBV    32176     48878   8.50%   0.842%
 62  13.324  3773 3779 3792 rVV8    5500     11104   1.93%   0.191%
 63  13.395  3794 3801 3808 rVB8    3706      6068   1.05%   0.105%
 64  13.453  3811 3819 3829 rBV3    6304      9751   1.69%   0.168%
 65  13.527  3831 3842 3849 rBV8    3280      6275   1.09%   0.108%
 
 66  13.742  3895 3909 3923 rBV    46408     83523  14.52%   1.439%
 67  14.388  4105 4110 4123 rVB8    4297      6723   1.17%   0.116%
 68  14.880  4255 4263 4272 rVB3    4625      7457   1.30%   0.128%
 69  15.064  4311 4320 4328 rBV2    4451      6457   1.12%   0.111%
 70  15.610  4477 4490 4499 rBV7    5307     10054   1.75%   0.173%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   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_U\METHOD\82U120618W.M
  Title     : SW846 8260
 
 
                        Sum of corrected areas:     5804579
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.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_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  unknown1.47                     Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.47    7.17 ug/l        36983   Pentafluorobenzene          4.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetaldehyde                         44 C2H4O          000075-07-0 12
 2 Ethylene oxide                       44 C2H4O          000075-21-8 5 
 3 Propane                              44 C3H8           000074-98-6 4 
 4 1,2-Propanediamine                   74 C3H10N2        000078-90-0 4 
 5 Silane, methyl-                      46 CH6Si          000992-94-9 4 
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5000
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Abundance Scan 92 (1.469 min): VU028592.D (-77) (-)
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29 44
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Abundance #75: Ethylene oxide
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2612 4118 21
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Abundance #78: Propane
29
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1.40 1.60 1.80

m/z  44.10  100.00%

1.40 1.60 1.80

m/z  64.00   50.98%

1.40 1.60 1.80

m/z  43.10   50.67%

1.40 1.60 1.80

m/z  48.00   25.51%

1.40 1.60 1.80

m/z  42.10   15.59%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Trimethylsilyl fluoride         Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  1.51   11.95 ug/l        61659   Pentafluorobenzene          4.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Trimethylsilyl fluoride              92 C3H9FSi        000420-56-4 91
 2 Propane, 1,2-dichloro-2-methyl-     126 C4H8Cl2        000594-37-6 39
 3 Trimethylphosphine oxide             92 C3H9OP         000676-96-0 38
 4 Propane, 2-chloro-2-nitro-          123 C3H6ClNO2      000594-71-8 4 
 5 2-Propanone, 1,1,3-trichloro-       160 C3H3Cl3O       000921-03-9 2 
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Abundance #2429: Trimethylphosphine oxide
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27 57 6333 39 69

1.40 1.60 1.80

m/z  77.10  100.00%

1.40 1.60 1.80

m/z  47.10   17.91%

1.40 1.60 1.80

m/z  49.10   11.62%

1.40 1.60 1.80

m/z  78.05    6.63%

1.40 1.60 1.80

m/z  63.00    5.02%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Acetonitrile                    Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  2.55   18.62 ug/l        96042   Pentafluorobenzene          4.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Acetonitrile                         41 C2H3N          000075-05-8 56
 2 Methyl isocyanide                    41 C2H3N          000593-75-9 56
 3 Propyne                              40 C3H4           000074-99-7 4 
 4 2,5-Furandione, dihydro-3-methyl... 112 C5H4O3         002170-03-8 2 
 5 2-Aziranecarbonitrile, 1-formyl      96 C4H4N2O        1000196-87-5 2 
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m/z  42.00    2.46%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Silanol, trimethyl-             Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  4.20   14.77 ug/l        76197   Pentafluorobenzene          4.98

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Silanol, trimethyl-                  90 C3H10OSi       001066-40-6 86
 2 tert-Butyldimethylsilanol           132 C6H16OSi       018173-64-3 83
 3 Formamide, N-methylthio              75 C2H5NS         018952-41-5 72
 4 Ethanol, 2-(trimethylsilyl)-        118 C5H14OSi       002916-68-9 43
 5 2-Propanol, 1,1-dimethoxy-          120 C5H12O3        042919-42-6 39
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Cyclopentanone                  Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
  8.58   19.13 ug/l       178336   Chlorobenzene-d5            9.09

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclopentanone                       84 C5H8O          000120-92-3 91
 2 2-Hexene                             84 C6H12          000592-43-8 59
 3 2-Hexene, (Z)-                       84 C6H12          007688-21-3 59
 4 1H-Tetrazole, 1-methyl-              84 C2H4N4         016681-77-9 59
 5 2-Hexene, (E)-                       84 C6H12          004050-45-7 45

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

5000

m/z-->

Abundance Scan 2304 (8.582 min): VU028592.D (-2289) (-)
55

84
41

5038 45 6761

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

5000

m/z-->

Abundance #1395: Cyclopentanone
55

28
8441

38 50 6725 6131 44 58 80

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

5000

m/z-->

Abundance #1451: 2-Hexene
55

42
84

693929

512615 65 7745 74 8161

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

5000

m/z-->

Abundance #1462: 2-Hexene, (Z)-
55

42
27

39
84

69
15 51 6530 7712 61 74 8136 5824

8.20 8.40 8.60 8.80 9.00

m/z  55.10  100.00%

8.20 8.40 8.60 8.80 9.00

m/z  84.10   41.79%

8.20 8.40 8.60 8.80 9.00

m/z  41.10   32.93%

8.20 8.40 8.60 8.80 9.00

m/z  56.10   29.52%

8.20 8.40 8.60 8.80 9.00

m/z  42.10   17.05%

82U120618W.M Wed Dec 19 15:29:07 2018                                                 Page: 9

Instrument :
MSVOA_U
ClientSampleId :
P001-SW005-01

Instrument :
MSVOA_U
ClientSampleId :
P001-SW005-01

Instrument :
MSVOA_U
ClientSampleId :
P001-SW005-01



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  Tricyclo[3.1.0.0(2,4)]hex-3...  Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.60   10.69 ug/l        89426   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Tricyclo[3.1.0.0(2,4)]hex-3-ene-... 103 C7H5N          103495-51-8 97
 2 Benzonitrile                        103 C7H5N          000100-47-0 95
 3 6H-1,2,5-Oxadiazine-6-thione, 4,... 192 C9H8N2OS       033406-07-4 83
 4 Bicyclo[2.2.2]octa-2,5-diene-2-c... 131 C9H9N          039863-23-5 72
 5 Ethanethioamide, N,N-dimethyl-      103 C4H9NS         000631-67-4 38

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance Scan 3243 (11.601 min): VU028592.D (-3223) (-)
103

76

50
39 63 88

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #4634: Tricyclo[3.1.0.0(2,4)]hex-3-ene-3-carbonitrile
103

76

50
663928 88

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #4630: Benzonitrile
103

76

50
39 6327 88

20 40 60 80 100 120 140 160 180
0

5000

m/z-->

Abundance #55113: 6H-1,2,5-Oxadiazine-6-thione, 4,5-dihydro-3-phenyl-
103

766050
29 39 192

11.20 11.40 11.60 11.80 12.00

m/z 103.10  100.00%

11.20 11.40 11.60 11.80 12.00

m/z  76.10   37.10%

11.20 11.40 11.60 11.80 12.00

m/z  50.10   15.65%

11.20 11.40 11.60 11.80 12.00

m/z  51.10   10.10%

11.20 11.40 11.60 11.80 12.00

m/z  75.00    9.52%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  1-Hexanol, 2-ethyl-             Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.74    8.53 ug/l        71358   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 1-Hexanol, 2-ethyl-                 130 C8H18O         000104-76-7 83
 2 1-Pentanol, 2-ethyl-4-methyl-       130 C8H18O         000106-67-2 72
 3 Heptyl isobutyl carbonate           216 C12H24O3       959068-08-7 53
 4 2-Ethyl-1-hexanol, methyl ether     144 C9H20O         1000365-10-2 53
 5 2-Propyl-1-pentanol                 130 C8H18O         058175-57-8 50

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

5000

m/z-->

Abundance Scan 3286 (11.739 min): VU028592.D (-3277) (-)
57

41

70 83
98 112

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

5000

m/z-->

Abundance #13661: 1-Hexanol, 2-ethyl-
57

41
29

70 83
98 11215

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

5000

m/z-->

Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57

43

8329 69
98 11218

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

5000

m/z-->

Abundance #74058: Heptyl isobutyl carbonate
57

41
7029 98 11983 161

11.40 11.60 11.80 12.00

m/z  57.10  100.00%

11.40 11.60 11.80 12.00

m/z  41.10   39.25%

11.40 11.60 11.80 12.00

m/z  43.05   37.58%

11.40 11.60 11.80 12.00

m/z  55.05   29.12%

11.40 11.60 11.80 12.00

m/z  56.10   21.67%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, 1-propynyl-            Concentration Rank  9

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.98    5.99 ug/l        50096   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 1-propynyl-                116 C9H8           000673-32-5 60
 2 3-Methylphenylacetylene             116 C9H8           000766-82-5 60
 3 2-Methylphenylacetylene             116 C9H8           000766-47-2 55
 4 Benzene, 1,2-propadienyl-           116 C9H8           002327-99-3 53
 5 Indene                              116 C9H8           000095-13-6 41

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

5000

m/z-->

Abundance Scan 3361 (11.980 min): VU028592.D (-3350) (-)
115

94

39 65 8455
74 12649

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

5000

m/z-->

Abundance #8409: Benzene, 1-propynyl-
115

63 8939 51 7427 10018

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

5000

m/z-->

Abundance #8415: 3-Methylphenylacetylene
115

63 8939 50 7427 10115

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

5000

m/z-->

Abundance #8414: 2-Methylphenylacetylene
115

63 8939
51 7426 98

11.60 11.80 12.00 12.20

m/z 115.10  100.00%

11.60 11.80 12.00 12.20

m/z 116.10   88.07%

11.60 11.80 12.00 12.20

m/z  94.10   49.87%

11.60 11.80 12.00 12.20

m/z  39.10   23.38%

11.60 11.80 12.00 12.20

m/z  65.10   19.28%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number 10  Benzene, (1-methyl-2-cyclop...  Concentration Rank 10

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.19    5.84 ug/l        48878   1,4-Dichlorobenzene-d4     11.48

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, (1-methyl-2-cyclopropen... 130 C10H10         065051-83-4 96
 2 1H-Indene, 1-methyl-                130 C10H10         000767-59-9 96
 3 2-Methylindene                      130 C10H10         002177-47-1 95
 4 Cycloprop[a]indene, 1,1a,6,6a-te... 130 C10H10         015677-15-3 95
 5 Benzene,1-methyl-1,2-propadienyl-   130 C10H10         022433-39-2 93

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3737 (13.189 min): VU028592.D (-3726) (-)
130115

51 63
77 91 10239

207

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13118: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130

115

51 64 7739 1028927

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13092: 1H-Indene, 1-methyl-
130

115

51 6339 77 1028927

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #13084: 2-Methylindene
130

115

51 64 7739 1028928

12.80 13.00 13.20 13.40 13.60

m/z 130.10  100.00%

12.80 13.00 13.20 13.40 13.60

m/z 115.10   93.20%

12.80 13.00 13.20 13.40 13.60

m/z 129.10   91.73%

12.80 13.00 13.20 13.40 13.60

m/z 128.10   48.02%

12.80 13.00 13.20 13.40 13.60

m/z 127.10   22.66%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU121118\
  Data File : VU028592.D                                          
  Acq On    : 11 Dec 2018  08:29
  Operator  : MD/SY
  Sample    : J6305-08
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 49   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U120618W.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|
----------------------------------------------------------------------------
unknown1.47            1.47     7.2 ug/l    36983  1   4.98  257946  50.0
Trimethylsilyl fl...   1.51    11.9 ug/l    61659  1   4.98  257946  50.0
Acetonitrile           2.55    18.6 ug/l    96042  1   4.98  257946  50.0
Silanol, trimethyl-    4.20    14.8 ug/l    76197  1   4.98  257946  50.0
Cyclopentanone         8.58    19.1 ug/l   178336  3   9.09  466047  50.0
Tricyclo[3.1.0.0(...  11.60    10.7 ug/l    89426  4  11.48  418192  50.0
1-Hexanol, 2-ethyl-   11.74     8.5 ug/l    71358  4  11.48  418192  50.0
Benzene, 1-propynyl-  11.98     6.0 ug/l    50096  4  11.48  418192  50.0
Benzene, (1-methy...  13.19     5.8 ug/l    48878  4  11.48  418192  50.0
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