
                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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\SOMULM043020WMA.M
  Title     : VOC Analysis
 
  Signal    : TIC
 
 peak  R.T. first  max last  PK   peak      corr.   corr.    % of
   #   min   scan scan scan  TY  height     area    % max.   total
 ---  ----- ----- ---- ---- ---  -------   -------  ------  -------
  1   1.613    77   85   98 rBV   323899    343755  13.02%   1.360%
  2   1.928   174  183  199 rVB   280087    371631  14.07%   1.470%
  3   2.507   361  363  364 rBV2    1042       422   0.02%   0.002%
  4   2.591   376  389  406 rBV2  494271    835966  31.66%   3.308%
  5   2.781   439  448  451 rBV4    3247      4350   0.16%   0.017%
 
  6   2.928   489  494  497 rBV3     662       705   0.03%   0.003%
  7   3.073   530  539  540 rBV4    1438      1727   0.07%   0.007%
  8   3.141   555  560  564 rBV4     605       650   0.02%   0.003%
  9   3.211   570  582  595 rVV4    9145     21229   0.80%   0.084%
 10   3.305   607  611  615 rVB2     570       513   0.02%   0.002%
 
 11   3.353   619  626  630 rBV5     828      1148   0.04%   0.005%
 12   3.478   663  665  670 rVB3     714       546   0.02%   0.002%
 13   3.838   775  777  781 rVB3     856       537   0.02%   0.002%
 14   3.909   781  799  822 rBV3  175653    427156  16.18%   1.690%
 15   4.028   828  836  837 rBV6    4113      4938   0.19%   0.020%
 
 16   4.433   957  962  965 rVB4     611       535   0.02%   0.002%
 17   4.504   978  984  986 rBV      569       522   0.02%   0.002%
 18   4.658  1013 1032 1058 rBV   356410    872123  33.03%   3.451%
 19   4.980  1130 1132 1139 rVB4     913       708   0.03%   0.003%
 20   5.015  1139 1143 1145 rBV3     594       457   0.02%   0.002%
 
 21   5.102  1151 1170 1195 rBV   462125   1014882  38.43%   4.016%
 22   5.215  1201 1205 1214 rVB6    1055      1311   0.05%   0.005%
 23   5.263  1218 1220 1226 rVB3     730       607   0.02%   0.002%
 24   5.353  1230 1248 1277 rBV   750968   1687061  63.89%   6.675%
 25   5.542  1303 1307 1308 rBV4     499       410   0.02%   0.002%
 
 26   5.581  1316 1319 1322 rBV      661       516   0.02%   0.002%
 27   5.658  1340 1343 1349 rVB4     653       575   0.02%   0.002%
 28   5.758  1349 1374 1404 rBV2  972837   2640672 100.00%  10.448%
 29   6.002  1447 1450 1454 rVB5     756       589   0.02%   0.002%
 30   6.028  1454 1458 1461 rBV2     952       781   0.03%   0.003%
 
 31   6.141  1490 1493 1505 rVB5    1426      1928   0.07%   0.008%
 32   6.279  1521 1536 1570 rBV   981629   1883100  71.31%   7.451%
 33   6.427  1579 1582 1589 rBV3     858       894   0.03%   0.004%
 34   6.562  1611 1624 1631 rBV4   10401     21379   0.81%   0.085%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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\SOMULM043020WMA.M
  Title     : VOC Analysis
 
 35   6.719  1657 1673 1691 rBV   629517   1232822  46.69%   4.878%
 
 36   6.822  1701 1705 1706 rBV3    1416       899   0.03%   0.004%
 37   6.880  1719 1723 1728 rBV3     794       584   0.02%   0.002%
 38   6.941  1731 1742 1756 rVB3   23065     45490   1.72%   0.180%
 39   7.124  1796 1799 1803 rVB2     596       430   0.02%   0.002%
 40   7.166  1808 1812 1816 rBV3     509       452   0.02%   0.002%
 
 41   7.205  1816 1824 1832 rBV4    5158      8955   0.34%   0.035%
 42   7.362  1862 1873 1887 rBV2   20165     35958   1.36%   0.142%
 43   7.430  1890 1894 1898 rVB2     691       495   0.02%   0.002%
 44   7.539  1915 1928 1933 rBV2   31342     52156   1.98%   0.206%
 45   7.591  1933 1944 1961 rVB   354636    614855  23.28%   2.433%
 
 46   7.739  1972 1990 2006 rVB4   20144     43182   1.64%   0.171%
 47   7.816  2008 2014 2021 rVB3    2124      2833   0.11%   0.011%
 48   7.922  2029 2047 2083 rBV  1159725   2099677  79.51%   8.308%
 49   8.198  2118 2133 2155 rBV   248136    411217  15.57%   1.627%
 50   8.275  2155 2157 2163 rVV3     464       429   0.02%   0.002%
 
 51   8.423  2200 2203 2211 rVB3    1127      1168   0.04%   0.005%
 52   8.488  2216 2223 2226 rBV3    1027      1228   0.05%   0.005%
 53   8.571  2245 2249 2256 rVB4    1131      1353   0.05%   0.005%
 54   8.652  2261 2274 2319 rBV   973198   1780823  67.44%   7.046%
 55   9.382  2497 2501 2504 rBV2     587       497   0.02%   0.002%
 
 56   9.436  2504 2518 2540 rBV  1371662   2361751  89.44%   9.345%
 57   9.587  2559 2565 2568 rBV5     725       949   0.04%   0.004%
 58   9.703  2593 2601 2603 rBV4    1878      2118   0.08%   0.008%
 59   9.732  2608 2610 2613 rVV3     853       469   0.02%   0.002%
 60   9.848  2643 2646 2648 rBV      665       430   0.02%   0.002%
 
 61   9.976  2684 2686 2689 rVV      766       411   0.02%   0.002%
 62  10.025  2697 2701 2706 rBV2     595       659   0.02%   0.003%
 63  10.057  2708 2711 2716 rVB2     835       794   0.03%   0.003%
 64  10.083  2716 2719 2722 rBV      519       403   0.02%   0.002%
 65  10.118  2726 2730 2731 rBV3     758       517   0.02%   0.002%
 
 66  10.279  2766 2780 2800 rBV   141274    274012  10.38%   1.084%
 67  10.481  2841 2843 2846 rBV2     935       742   0.03%   0.003%
 68  10.568  2860 2870 2875 rBV6    4832      7460   0.28%   0.030%
 69  10.645  2892 2894 2897 rBV3     704       420   0.02%   0.002%
 70  10.661  2897 2899 2900 rBV2    1108       516   0.02%   0.002%
 
 71  10.771  2919 2933 2950 rVV   874258   1411471  53.45%   5.585%
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                                     LSC Area Percent Report
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Integration Parameters: LSCINT.P
  Integrator: RTE
  Smoothing : OFF                            Filtering: 5
  Sampling  : 1                               Min Area: 0 % 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\SOMULM043020WMA.M
  Title     : VOC Analysis
 
 72  10.896  2963 2972 2973 rBV6    3055      3615   0.14%   0.014%
 73  10.944  2984 2987 2996 rVB6    1901      2471   0.09%   0.010%
 74  11.044  2998 3018 3033 rBV   239126    408225  15.46%   1.615%
 75  11.127  3038 3044 3053 rBV8    3754      5663   0.21%   0.022%
 
 76  11.205  3061 3068 3075 rVB5    3226      4010   0.15%   0.016%
 77  11.243  3075 3080 3086 rVB5    2301      2924   0.11%   0.012%
 78  11.298  3094 3097 3101 rBV2    1191       999   0.04%   0.004%
 79  11.346  3105 3112 3118 rBV4    1623      2078   0.08%   0.008%
 80  11.423  3132 3136 3143 rBV4    1291      1675   0.06%   0.007%
 
 81  11.488  3148 3156 3162 rVV5    1895      2890   0.11%   0.011%
 82  11.526  3166 3168 3174 rVB2     503       430   0.02%   0.002%
 83  11.639  3198 3203 3205 rBV5    1101      1063   0.04%   0.004%
 84  11.722  3223 3229 3236 rBV8    1327      2113   0.08%   0.008%
 85  11.751  3236 3238 3243 rVV3    1107       794   0.03%   0.003%
 
 86  11.822  3247 3260 3279 rBV  1462004   2307641  87.39%   9.131%
 87  11.980  3306 3309 3313 rBV3     598       429   0.02%   0.002%
 88  12.105  3340 3348 3357 rVB7    9215     13885   0.53%   0.055%
 89  12.205  3365 3379 3397 rVV  1204569   1960717  74.25%   7.758%
 90  12.320  3412 3415 3417 rBV2     746       416   0.02%   0.002%
 
 91  12.468  3458 3461 3466 rBV3     474       457   0.02%   0.002%
 92  12.516  3473 3476 3479 rVB4     937       625   0.02%   0.002%
 93  12.536  3479 3482 3486 rBV3     488       511   0.02%   0.002%
 94  12.880  3585 3589 3601 rVB3    1331      1693   0.06%   0.007%
 95  12.983  3618 3621 3625 rBV3     886       789   0.03%   0.003%
 
 96  13.111  3658 3661 3663 rVB2     748       416   0.02%   0.002%
 97  13.166  3675 3678 3680 rBV      898       538   0.02%   0.002%
 98  13.860  3890 3894 3898 rBV5    1280      1377   0.05%   0.005%
 99  14.098  3964 3968 3970 rBV3    1169      1040   0.04%   0.004%
100  15.301  4340 4342 4347 rBV3     977      1070   0.04%   0.004%
 
 
 
                        Sum of corrected areas:    25273502
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                              LSC Report - Integrated Chromatogram

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis

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

1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: VU038109.D

  1.61
  1.93

  2.51

  2.59

  2.78  2.93  3.07  3.14  3.21  3.30  3.35  3.48   3.84

  3.91

  4.03   4.43  4.50

  4.66

  4.98  5.02

  5.10

  5.21  5.26

  5.35

  5.54  5.58  5.66

  5.76

  6.00  6.03  6.14

  6.28

  6.43  6.56

  6.72

7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: VU038109.D

  6.82  6.88  6.94  7.12  7.17  7.20  7.36  7.43  7.54

  7.59

  7.74  7.82

  7.92

  8.20

  8.28  8.42  8.49  8.57

  8.65

  9.38

  9.44

  9.59  9.70  9.73  9.85  9.98 10.02 10.06 10.08 10.12

 10.28

 10.48 10.57 10.65 10.66

 10.77

 10.90 10.94

 11.04

 11.13 11.20 11.24 11.30 11.35 11.42 11.49 11.53 11.64 11.72 11.75

 11.82

 11.98 12.10

 12.20

12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
0

200000

400000

600000

800000

1000000

1200000

1400000

Time-->

Abundance TIC: VU038109.D

 12.32 12.47 12.52 12.54  12.88 12.98 13.11 13.17  13.86 14.10  15.30

SOMULM043020WMA.M Tue May 12 04:51:12 2020                                            Page: 4

Instrument :
MSVOA_U
ClientSampleId :
BFSF1DL



                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  2  2-Hexanol, 2,5-dimethyl-, (S)-  Concentration Rank  3

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 10.28    5.80 ug/L       274012   Chlorobenzene-d5            9.44

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Hexanol, 2,5-dimethyl-, (S)-      130 C8H18O         003730-60-7 90
 2 2-Hexanol, 2,5-dimethyl-, (S)-      130 C8H18O         003730-60-7 72
 3 2-Octanol, 2,6-dimethyl-            158 C10H22O        018479-57-7 50
 4 2-Propanol, 2-methyl-                74 C4H10O         000075-65-0 42
 5 2-Hexanol, methyl ether             116 C7H16O         1000333-92-0 42

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

5000

m/z-->

Abundance Scan 2780 (10.279 min): VU038109.D (-2766) (-)
59.0

41.0
97.1 115.171.1 83.0

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

5000

m/z-->

Abundance #13760: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0

41.0 97.0 115.029.0 71.015.0 83.0

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

5000

m/z-->

Abundance #13762: 2-Hexanol, 2,5-dimethyl-, (S)-
59.0

43.0
27.0

71.0 115.097.083.0

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

5000

m/z-->

Abundance #29640: 2-Octanol, 2,6-dimethyl-
59.0

41.0 83.029.0 71.0 125.0 143.0111.095.0

10.00 10.20 10.40 10.60

m/z  59.00  100.00%

10.00 10.20 10.40 10.60

m/z  41.00   21.39%

10.00 10.20 10.40 10.60

m/z  55.00   18.39%

10.00 10.20 10.40 10.60

m/z  43.00   17.85%

10.00 10.20 10.40 10.60

m/z  56.00   14.60%
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                                 Library Search Compound Report

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1

  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis

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

*********************************************************************
Peak Number  3  unknown-01                      Concentration Rank  2

  R.T.   EstConc           Area       Relative to ISTD         R.T.
---------------------------------------------------------------------
 11.04    8.85 ug/L       408225   1,4-Dichlorobenzene-d4     11.82

 Hit# of  5    Tentative ID             MW  MolForm       CAS#       Qual
---------------------------------------------------------------------
 1 2-Thiophenecarboxaldehyde, oxime    127 C5H5NOS        029683-84-9 32
 2 2-Pentene, 4-methyl-, (Z)-           84 C6H12          000691-38-3 27
 3 4-Piperidinone, 1,3-dimethyl-       127 C7H13NO        004629-80-5 27
 4 Furan, 2,3-dihydro-3-methyl-         84 C5H8O          001708-27-6 27
 5 Cyclopropane, (1,2-dimethylpropyl)- 112 C8H16          006976-27-8 27

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

5000

m/z-->

Abundance Scan 3017 (11.041 min): VU038109.D (-2998) (-)
43.0 69.1

127.1

109.184.1

57.0

141.297.0 154.3

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

5000

m/z-->

Abundance #11727: 2-Thiophenecarboxaldehyde, oxime
127.084.0

39.0

110.057.0 69.0
96.026.0

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

5000

m/z-->

Abundance #1517: 2-Pentene, 4-methyl-, (Z)-
69.041.0

84.0

55.027.0

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

5000

m/z-->

Abundance #11840: 4-Piperidinone, 1,3-dimethyl-
43.0

127.0

70.0
18.0 84.057.0

98.030.0 110.0

10.80 11.00 11.20 11.40

m/z  43.00  100.00%

10.80 11.00 11.20 11.40

m/z  69.10   82.79%

10.80 11.00 11.20 11.40

m/z 127.10   75.82%

10.80 11.00 11.20 11.40

m/z 109.10   55.00%

10.80 11.00 11.20 11.40

m/z  84.10   54.66%
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                          Tentatively Identified Compound (LSC) summary
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU051120\
  Data File : VU038109.D                                          
  Acq On    : 11 May 2020  16:20
  Operator  : JC/MD
  Sample    : L2578-02DL 20X
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM043020WMA.M
  Quant Title  : VOC Analysis
 
  TIC Library   : C:\DATABASE\NIST11.L
  TIC Integration Parameters: LSCINT.P
 
                                                   |--Internal Standard---|
  TIC Top Hit name      RT  EstConc Units Response |#    RT     Resp  Conc|
----------------------------------------------------------------------------
2-Hexanol, 2,5-di...  10.28     5.8 ug/L   274012  2   9.44 2361750  50.0
unknown-01            11.04     8.8 ug/L   408225  3  11.82 2307640  50.0
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