
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28
 
  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\82N100418W.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   2.101    83  102  103 rBV4   16728     38728   1.07%   0.130%
  2   7.593  1790 1810 1821 rBV   499489   1247175  34.55%   4.182%
  3   7.667  1821 1833 1859 rVB   781992   1864860  51.66%   6.253%
  4   8.030  1927 1946 1971 rBV   476863   1131437  31.34%   3.794%
  5   8.587  2099 2119 2147 rBV  1042096   2197915  60.89%   7.369%
 
  6  10.091  2568 2587 2619 rBV  1911398   3609940 100.00%  12.104%
  7  11.008  2862 2872 2883 rVB2   38610     65950   1.83%   0.221%
  8  11.124  2896 2908 2916 rBV5   20094     39205   1.09%   0.131%
  9  11.214  2927 2936 2949 rVB5   31531     65125   1.80%   0.218%
 10  11.297  2951 2962 2971 rBV2   21871     40920   1.13%   0.137%
 
 11  11.406  2981 2996 3017 rBV  1433147   2582199  71.53%   8.658%
 12  11.542  3030 3038 3045 rBV6   24495     37732   1.05%   0.127%
 13  11.596  3045 3055 3063 rBV8   35095     68494   1.90%   0.230%
 14  11.654  3063 3073 3081 rBV3   90444    163941   4.54%   0.550%
 15  11.757  3097 3105 3111 rBV6   20382     36929   1.02%   0.124%
 
 16  11.853  3127 3135 3142 rVB4   45704     69869   1.94%   0.234%
 17  11.924  3143 3157 3169 rBV7  169619    418349  11.59%   1.403%
 18  12.043  3186 3194 3203 rBV   266727    378451  10.48%   1.269%
 19  12.120  3209 3218 3223 rBV4  163790    279179   7.73%   0.936%
 20  12.159  3224 3230 3240 rVB5  245655    440888  12.21%   1.478%
 
 21  12.294  3266 3272 3279 rBV6   82108    126986   3.52%   0.426%
 22  12.336  3280 3285 3294 rVB2  236340    341475   9.46%   1.145%
 23  12.403  3294 3306 3318 rBV  1298992   2268338  62.84%   7.606%
 24  12.487  3319 3332 3340 rBV10   83403    227329   6.30%   0.762%
 25  12.561  3347 3355 3371 rVB4  321542    684960  18.97%   2.297%
 
 26  12.644  3371 3381 3388 rBV8  126958    272281   7.54%   0.913%
 27  12.728  3389 3407 3417 rBV9  344456    957467  26.52%   3.210%
 28  12.869  3444 3451 3458 rBV6  138565    199449   5.52%   0.669%
 29  12.963  3472 3480 3493 rVB2  742420   1201424  33.28%   4.028%
 30  13.040  3493 3504 3513 rBV   983444   1600604  44.34%   5.367%
 
 31  13.088  3514 3519 3529 rVB4  116963    176530   4.89%   0.592%
 32  13.146  3530 3537 3541 rBV3  159463    235456   6.52%   0.789%
 33  13.239  3561 3566 3573 rVB2  213378    270277   7.49%   0.906%
 34  13.284  3575 3580 3588 rVV3  210658    299369   8.29%   1.004%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28
 
  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\82N100418W.M
  Title     : SW846 8260
 
 35  13.345  3588 3599 3624 rVB2 1255992   2976438  82.45%   9.980%
 
 36  13.590  3667 3675 3688 rBV5  176838    357817   9.91%   1.200%
 37  13.660  3689 3697 3707 rBV5  290245    528291  14.63%   1.771%
 38  13.802  3736 3741 3745 rBV2   94512    132657   3.67%   0.445%
 39  13.831  3746 3750 3760 rVV4  227944    337745   9.36%   1.132%
 40  13.889  3761 3768 3776 rVB   260199    397533  11.01%   1.333%
 
 41  13.995  3792 3801 3810 rVB4  179825    306980   8.50%   1.029%
 42  14.127  3834 3842 3849 rBV3   82084    141138   3.91%   0.473%
 43  14.178  3850 3858 3865 rBV10   88243    177970   4.93%   0.597%
 44  14.249  3874 3880 3887 rVB   133645    189133   5.24%   0.634%
 45  14.294  3888 3894 3900 rBV4   60736     82536   2.29%   0.277%
 
 46  14.332  3901 3906 3913 rVB4   63676     77172   2.14%   0.259%
 47  14.525  3960 3966 3973 rVB    42469     57159   1.58%   0.192%
 48  14.583  3974 3984 3996 rVV2  139808    269105   7.45%   0.902%
 49  14.644  3997 4003 4015 rVB4   34086     60181   1.67%   0.202%
 50  14.741  4026 4033 4042 rVB2   37832     55549   1.54%   0.186%
 
 51  14.953  4094 4099 4112 rVB5   21608     38166   1.06%   0.128%
 
 
                        Sum of corrected areas:    29824801
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.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\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  1  Cyclohexane, 1-ethyl-2-meth...  Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.92    8.10 ug/l       418349   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18          004923-78-8 64
 2 Cyclohexane, 1-ethyl-2-methyl-      126 C9H18          003728-54-9 64
 3 2-Hexene, 3,4,4-trimethyl-          126 C9H18          053941-19-8 60
 4 3,5-Dimethyl-3-heptene              126 C9H18          059643-68-4 52
 5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18          006236-88-0 52

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3156 (11.921 min): VN051717.D (-3143) (-)
97.0

55.0

71.039.0 126.0
207.1142.1

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11624: Cyclohexane, 1-ethyl-2-methyl-, trans-
97.055.0

39.0 126.0
81.015.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11603: Cyclohexane, 1-ethyl-2-methyl-
97.055.0

39.0 126.081.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
97.055.0

27.0
126.0

81.0

11.60 11.80 12.00 12.20

m/z  97.00  100.00%

11.60 11.80 12.00 12.20

m/z  55.00   79.01%

11.60 11.80 12.00 12.20

m/z  41.00   53.37%

11.60 11.80 12.00 12.20

m/z  57.10   49.38%

11.60 11.80 12.00 12.20

m/z  43.00   45.16%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  2  Octane, 2,6-dimethyl-           Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.04    7.33 ug/l       378451   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Octane, 2,6-dimethyl-               142 C10H22         002051-30-1 87
 2 Nonane, 3-methyl-                   142 C10H22         005911-04-6 72
 3 Octane, 3,6-dimethyl-               142 C10H22         015869-94-0 64
 4 Undecane, 6,6-dimethyl-             184 C13H28         017312-76-4 59
 5 Nonane, 4-methyl-5-propyl-          184 C13H28         062185-55-1 53

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

5000

m/z-->

Abundance Scan 3193 (12.040 min): VN051717.D (-3186) (-)
57.1

71.0
43.0

113.1
85.0

142.099.0 127.0

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

5000

m/z-->

Abundance #19197: Octane, 2,6-dimethyl-
57.0

71.0

41.0

29.0 113.0
85.0

97.0 142.0127.015.0

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

5000

m/z-->

Abundance #19170: Nonane, 3-methyl-
57.0

43.0
71.0

29.0

113.0
85.015.0 142.098.0 127.0

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

5000

m/z-->

Abundance #19185: Octane, 3,6-dimethyl-
57.0

71.043.0

29.0
113.0

85.0 142.0127.099.0

11.80 12.00 12.20 12.40

m/z  57.10  100.00%

11.80 12.00 12.20 12.40

m/z  71.00   65.07%

11.80 12.00 12.20 12.40

m/z  43.05   56.80%

11.80 12.00 12.20 12.40

m/z  41.00   47.75%

11.80 12.00 12.20 12.40

m/z  56.00   34.79%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  3  Pentalene, octahydro-2-methyl-  Concentration Rank  7

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.12    5.41 ug/l       279179   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Pentalene, octahydro-2-methyl-      124 C9H16          003868-64-2 60
 2 Cyclopropane, (2-methylenebutyl)-   110 C8H14          074685-56-6 53
 3 Cyclohexane, methylene-              96 C7H12          001192-37-6 49
 4 7-Methyl-8-oxabicyclo[4.3.0]nonane  140 C9H16O         1000216-87-6 49
 5 Cyclohexene,3-propyl-               124 C9H16          003983-06-0 43

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

5000

m/z-->

Abundance Scan 3218 (12.120 min): VN051717.D (-3209) (-)
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Abundance #10701: Pentalene, octahydro-2-methyl-
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41.0
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55.0
124.0109.0
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Abundance #6024: Cyclopropane, (2-methylenebutyl)-
67.041.0 81.0

27.0 54.0
95.0

110.0
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0

5000

m/z-->

Abundance #2884: Cyclohexane, methylene-
67.0 81.0

55.0
96.0

39.0
27.0

11.80 12.00 12.20 12.40

m/z  67.00  100.00%

11.80 12.00 12.20 12.40

m/z  80.95   97.73%

11.80 12.00 12.20 12.40

m/z  57.00   95.87%

11.80 12.00 12.20 12.40

m/z  41.00   72.31%

11.80 12.00 12.20 12.40

m/z  82.00   49.08%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  4  Cyclohexane, propyl-            Concentration Rank  1

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.16    8.54 ug/l       440888   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Cyclohexane, propyl-                126 C9H18          001678-92-8 53
 2 Cyclohexane, methyl-                 98 C7H14          000108-87-2 52
 3 2-Pentene, 4,4-dimethyl-, (Z)-       98 C7H14          000762-63-0 49
 4 Cyclohexane, ethyl-                 112 C8H16          001678-91-7 47
 5 2-Pentene, 4,4-dimethyl-, (E)-       98 C7H14          000690-08-4 47

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

5000

m/z-->

Abundance Scan 3230 (12.159 min): VN051717.D (-3224) (-)
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69.0
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Abundance #11539: Cyclohexane, propyl-
83.0

55.0

41.0

126.067.027.0
97.015.0

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

5000

m/z-->

Abundance #3342: Cyclohexane, methyl-
83.055.0

41.0
98.0

27.0 69.0

15.01.0

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

5000

m/z-->

Abundance #3401: 2-Pentene, 4,4-dimethyl-, (Z)-
83.055.0

41.0

98.0
27.0 69.0

11.80 12.00 12.20 12.40

m/z  83.00  100.00%

11.80 12.00 12.20 12.40

m/z  57.00   79.72%

11.80 12.00 12.20 12.40

m/z  55.00   66.09%

11.80 12.00 12.20 12.40

m/z  41.00   52.95%

11.80 12.00 12.20 12.40

m/z  82.00   49.29%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  5  Nonane, 4-methyl-               Concentration Rank  5

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 12.34    6.61 ug/l       341475   Chlorobenzene-d5           11.41

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Nonane, 4-methyl-                   142 C10H22         017301-94-9 72
 2 Heptane, 2,3,4-trimethyl-           142 C10H22         052896-95-4 53
 3 Octane, 2,5-dimethyl-               142 C10H22         015869-89-3 53
 4 Pentane, 2,2,3,3-tetramethyl-       128 C9H20          007154-79-2 53
 5 Heptane, 4-propyl-                  142 C10H22         003178-29-8 38
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5000

m/z-->

Abundance Scan 3286 (12.339 min): VN051717.D (-3280) (-)
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Abundance #19173: Nonane, 4-methyl-
57.0

29.0 98.0
142.0
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0

5000

m/z-->

Abundance #19208: Heptane, 2,3,4-trimethyl-
57.0

29.0 99.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #19180: Octane, 2,5-dimethyl-
57.0

99.029.0
142.0

12.00 12.20 12.40 12.60

m/z  57.00  100.00%

12.00 12.20 12.40 12.60

m/z  43.00   49.08%

12.00 12.20 12.40 12.60

m/z  71.10   41.73%

12.00 12.20 12.40 12.60

m/z  70.05   41.56%

12.00 12.20 12.40 12.60

m/z  41.00   32.50%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  6  o-Cymene                        Concentration Rank  6

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.83    5.67 ug/l       337745   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 o-Cymene                            134 C10H14         000527-84-4 94
 2 p-Cymene                            134 C10H14         000099-87-6 93
 3 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 81
 4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 81
 5 Benzene, 1-ethyl-2,4-dimethyl-      134 C10H14         000874-41-9 81

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3750 (13.831 min): VN051717.D (-3746) (-)
119.0

91.041.0 71.0
135.0 154.0 209.0170.2

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14811: o-Cymene
119.0

91.0
41.0 65.0 135.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14809: p-Cymene
119.0

91.0
41.0 65.0 135.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119.0

91.039.015.0 65.0 135.0

13.60 13.80 14.00 14.20

m/z 119.00  100.00%

13.60 13.80 14.00 14.20

m/z 134.00   25.33%

13.60 13.80 14.00 14.20

m/z  91.00   14.67%

13.60 13.80 14.00 14.20

m/z  83.05   10.54%

13.60 13.80 14.00 14.20

m/z  41.00   10.50%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  7  Benzene, 2-ethyl-1,4-dimethyl-  Concentration Rank  4

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.89    6.68 ug/l       397533   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 96
 2 Benzene, 1-ethyl-2,3-dimethyl-      134 C10H14         000933-98-2 95
 3 Benzene, 4-ethyl-1,2-dimethyl-      134 C10H14         000934-80-5 94
 4 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14         000535-77-3 94
 5 o-Cymene                            134 C10H14         000527-84-4 94

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance Scan 3768 (13.889 min): VN051717.D (-3761) (-)
119.0

91.0
39.0 65.0 153.1 280.9209.1

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #14890: Benzene, 2-ethyl-1,4-dimethyl-
119.0

91.0

65.039.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119.0

91.0

65.039.015.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280
0

5000

m/z-->

Abundance #14887: Benzene, 4-ethyl-1,2-dimethyl-
119.0

91.039.015.0 65.0

13.60 13.80 14.00 14.20

m/z 119.00  100.00%

13.60 13.80 14.00 14.20

m/z 134.00   31.39%

13.60 13.80 14.00 14.20

m/z  91.00   16.04%

13.60 13.80 14.00 14.20

m/z 105.00   14.02%

13.60 13.80 14.00 14.20

m/z 117.00    9.79%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.M
  Quant Title  : SW846 8260

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

*********************************************************************
Peak Number  8  Benzene, 2-butenyl-             Concentration Rank  8

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 13.99    5.16 ug/l       306980   1,4-Dichlorobenzene-d4     13.35

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 Benzene, 2-butenyl-                 132 C10H12         001560-06-1 80
 2 Benzene, (2-methyl-1-propenyl)-     132 C10H12         000768-49-0 55
 3 Benzene, 1-ethenyl-3-ethyl-         132 C10H12         007525-62-4 55
 4 Benzene, (2-methylcyclopropyl)-     132 C10H12         1000327-39-0 50
 5 1-Phenyl-1-butene                   132 C10H12         000824-90-8 50

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance Scan 3799 (13.988 min): VN051717.D (-3792) (-)
119.0

91.0
148.141.0 57.0

75.0 208.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14046: Benzene, 2-butenyl-
117.0

91.0

65.0
39.0

133.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14066: Benzene, (2-methyl-1-propenyl)-
117.0

91.0

51.0 133.027.0 74.0

20 40 60 80 100 120 140 160 180 200
0

5000

m/z-->

Abundance #14056: Benzene, 1-ethenyl-3-ethyl-
117.0

91.0
51.0 133.027.0 74.0

13.60 13.80 14.00 14.20 14.40

m/z 119.00  100.00%

13.60 13.80 14.00 14.20 14.40

m/z 117.00   76.09%

13.60 13.80 14.00 14.20 14.40

m/z 105.00   48.25%

13.60 13.80 14.00 14.20 14.40

m/z 114.95   34.28%

13.60 13.80 14.00 14.20 14.40

m/z  91.00   32.78%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN100618\
  Data File : VN051717.D                                          
  Acq On    :  6 Oct 2018   4:10
  Operator  : MD\SY
  Sample    : J5165-06 40X
  Misc      : 5.89g/5.00mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 47   Sample Multiplier: 28
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N100418W.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|
----------------------------------------------------------------------------
Cyclohexane, 1-et...  11.92     8.1 ug/l   418349  3  11.41 2582200  50.0
Octane, 2,6-dimet...  12.04     7.3 ug/l   378451  3  11.41 2582200  50.0
Pentalene, octahy...  12.12     5.4 ug/l   279179  3  11.41 2582200  50.0
Cyclohexane, propyl-  12.16     8.5 ug/l   440888  3  11.41 2582200  50.0
Nonane, 4-methyl-     12.34     6.6 ug/l   341475  3  11.41 2582200  50.0
o-Cymene              13.83     5.7 ug/l   337745  4  13.35 2976440  50.0
Benzene, 2-ethyl-...  13.89     6.7 ug/l   397533  4  13.35 2976440  50.0
Benzene, 2-butenyl-   13.99     5.2 ug/l   306980  4  13.35 2976440  50.0
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