
                              Quantitation Report    (Not Reviewed)
 
  Data Path : W:\HPCHEM1\MSVOA_U\DATA\VU050618\
  Data File : VU023693.D                                          
  Acq On    : 06 May 2018  16:23
  Operator  : MD/SY
  Sample    : J2691-22ME
  Misc      : 2.94g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
  ALS Vial  : 13   Sample Multiplier: 1
 
  Quant Time: May 07 00:53:01 2018
  Quant Method : W:\HPCHEM1\MSVOA_U\METHOD\SOMULM050118WMA.M
  Quant Title  : VOC Analysis
  QLast Update : Mon May 07 00:51:10 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Difluorobenzene          5.89  114   414018    50.00 ug/L    0.00
    28) Chlorobenzene-d5             9.10  117   403549    50.00 ug/L    0.00
    60) 1,4-Dichlorobenzene-d4      11.49  152   219379    50.00 ug/L    0.00
 
   System Monitoring Compounds                                        
     4) Vinyl Chloride-d3            1.39   65   111621    38.04 ug/L    0.00  
     Spiked Amount     50.000   Range  60 - 135    Recovery   =   76.08% 
     7) Chloroethane-d5              1.64   69    53240    23.80 ug/L   -0.04  
     Spiked Amount     50.000   Range  70 - 130    Recovery   =   47.60%#
    11) 1,1-Dichloroethene-d2        2.23   63   150735    26.35 ug/L   -0.05  
     Spiked Amount     50.000   Range  60 - 125    Recovery   =   52.70%#
    21) 2-Butanone-d5                4.20   46   235944   116.38 ug/L    0.02  
     Spiked Amount    100.000   Range  40 - 130    Recovery   =  116.38% 
    24) Chloroform-d                 4.65   84   189440    39.04 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =   78.08% 
    26) 1,2-Dichloroethane-d4        5.31   65   135856    40.25 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =   80.50% 
    32) Benzene-d6                   5.34   84   434729    40.15 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 125    Recovery   =   80.30% 
    36) 1,2-Dichloropropane-d6       6.33   67   145586    40.14 ug/L    0.00  
     Spiked Amount     50.000   Range  70 - 120    Recovery   =   80.28% 
    41) Toluene-d8                   7.57   98   448045    44.89 ug/L    0.00  
     Spiked Amount     50.000   Range  80 - 120    Recovery   =   89.78% 
    43) trans-1,3-Dichloropropene-   7.86   79    61033    39.09 ug/L    0.00  
     Spiked Amount     50.000   Range  60 - 125    Recovery   =   78.18% 
    47) 2-Hexanone-d5                8.33   63   192729   139.94 ug/L    0.02  
     Spiked Amount    100.000   Range  45 - 130    Recovery   =  139.94%#
    57) 1,1,2,2-Tetrachloroethane-  10.44   84   223696    47.69 ug/L    0.00  
     Spiked Amount     50.000   Range  65 - 120    Recovery   =   95.38% 
    64) 1,2-Dichlorobenzene-d4      11.87  152   182686    42.69 ug/L    0.00  
     Spiked Amount     50.000   Range  80 - 120    Recovery   =   85.38% 
 
   Target Compounds                                                   Qvalue
    13) Acetone                      2.35   43     5969     1.98 ug/L      73
    25) Chloroform                   4.67   83     8662     1.29 ug/L      97
    29) Cyclohexane                  4.98   56   236793    39.70 ug/L #    83
    35) Methylcyclohexane            6.41   83  1707966   299.70 ug/L      98
    37) 1,2-Dichloropropane          6.41   63    13583     3.33 ug/L #    25
    38) Bromodichloromethane         6.73   83    11578     2.52 ug/L #     1
    40) 4-Methyl-2-pentanone         7.53   43    83715    16.82 ug/L #    49
    45) 1,1,2-Trichloroethane        8.05   97   189626    54.76 ug/L #    18
    48) 2-Hexanone                   8.33   43   270311    62.37 ug/L #    25
    53) m,p-Xylene                   9.26  106  7275852  1193.94 ug/L      96
    54) o-xylene                     9.79  106  6897358  1194.63 ug/L      94
    55) Styrene                      9.79  104   341261    33.79 ug/L #     1
    56) Isopropylbenzene            10.17  105   601648    39.70 ug/L     100
    58) 1,1,2,2-Tetrachloroethane   10.47   83    17116     3.01 ug/L #    95
    59) 1,2,3-Trichloropropane      10.60   75     5878     1.31 ug/L #     1
    66) 1,2-Dibromo-3-chloropropan  12.66   75    56270    47.89 ug/L #     1
    69) Naphthalene                 13.75  128  5985376   405.28 ug/L     100
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   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)
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#13
Acetone
Concen:    1.98 ug/L  
RT: 2.35 min  Scan# 547
Delta R.T.   0.03 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 43 Resp:    5969
Ion  Ratio  Lower  Upper
 43  100
 58   17.3    0.0   64.8 

Ref

Raw

Sub
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0

50
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Abundance Scan 538 (2.320 min): VU023682.D (-518) (-)
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Abundance Scan 547 (2.349 min): VU023693.D (-445) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU023693.D

  2.35

Ion  58.00 (57.70 to 58.70): VU023693.D

#25
Chloroform
Concen:    1.29 ug/L  
RT: 4.67 min  Scan# 1269
Delta R.T.   -0.01 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 83 Resp:    8662
Ion  Ratio  Lower  Upper
 83  100
 85   65.5   44.4   82.5 

Ref

Raw

Sub
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0
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m/z-->

Abundance Scan 1271 (4.677 min): VU023682.D (-1253) (-)
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Abundance Scan 1269 (4.670 min): VU023693.D (-1178) (-)
84
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37 71 11955
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Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU023693.D

  4.67

Ion  85.00 (84.70 to 85.70): VU023693.D
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#29
Cyclohexane
Concen:   39.70 ug/L  
RT: 4.98 min  Scan# 1365
Delta R.T.   -0.02 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 56 Resp:  236793
Ion  Ratio  Lower  Upper
 56  100
 69   22.8   23.5   35.3#
 84   62.7   63.8   95.8#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1372 (5.001 min): VU023682.D (-1353) (-)
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Abundance Scan 1365 (4.979 min): VU023693.D (-1279) (-)
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100 168
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Time-->

Abundance Ion  56.00 (55.70 to 56.70): VU023693.D

  4.98

Ion  69.00 (68.70 to 69.70): VU023693.D
Ion  84.00 (83.70 to 84.70): VU023693.D

#35
Methylcyclohexane
Concen:  299.70 ug/L  
RT: 6.41 min  Scan# 1811
Delta R.T.   -0.01 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 83 Resp: 1707966
Ion  Ratio  Lower  Upper
 83  100
 55   84.2   66.7  100.1 
 98   43.5   36.6   54.8 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1813 (6.419 min): VU023682.D (-1798) (-)
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Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU023693.D

  6.41

Ion  55.00 (54.70 to 55.70): VU023693.D
Ion  98.00 (97.70 to 98.70): VU023693.D
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#37
1,2-Dichloropropane
Concen:    3.33 ug/L  
RT: 6.41 min  Scan# 1810
Delta R.T.   -0.03 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 63 Resp:   13583
Ion  Ratio  Lower  Upper
 63  100
112   28.7    3.1    4.7#

Ref

Raw

Sub
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Abundance Scan 1818 (6.435 min): VU023682.D (-1802) (-)
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Abundance Ion  63.00 (62.70 to 63.70): VU023693.D

  6.41

Ion 112.00 (111.70 to 112.70): VU023693.D

#38
Bromodichloromethane
Concen:    2.52 ug/L  
RT: 6.73 min  Scan# 1911
Delta R.T.   -0.03 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 83 Resp:   11578
Ion  Ratio  Lower  Upper
 83  100
 85  159.3   45.1   83.7#
127    0.0    6.9   10.3#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1919 (6.760 min): VU023682.D (-1903) (-)
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Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU023693.D

  6.73

Ion  85.00 (84.70 to 85.70): VU023693.D
Ion 127.00 (126.70 to 127.70): VU023693.D
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#40
4-Methyl-2-pentanone
Concen:   16.82 ug/L  
RT: 7.53 min  Scan# 2158
Delta R.T.   0.07 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 43 Resp:   83715
Ion  Ratio  Lower  Upper
 43  100
 58    3.9   30.8   46.2#
100    0.0   10.7   16.1#

Ref

Raw

Sub
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Abundance Scan 2137 (7.461 min): VU023682.D (-2123) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU023693.D

  7.53

Ion  58.00 (57.70 to 58.70): VU023693.D
Ion 100.00 (99.70 to 100.70): VU023693.D

#45
1,1,2-Trichloroethane
Concen:   54.76 ug/L  
RT: 8.05 min  Scan# 2319
Delta R.T.   -0.02 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 97 Resp:  189626
Ion  Ratio  Lower  Upper
 97  100
 99    0.3   44.2   82.2#
 83    8.4   63.1  117.1#
 85    0.6   40.3   74.8#

Ref

Raw

Sub
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m/z-->

Abundance Scan 2326 (8.069 min): VU023682.D (-2313) (-)
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Abundance Ion  97.00 (96.70 to 97.70): VU023693.D

  8.05

Ion  99.00 (98.70 to 99.70): VU023693.D
Ion  83.00 (82.70 to 83.70): VU023693.D
Ion  85.00 (84.70 to 85.70): VU023693.D
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#48
2-Hexanone
Concen:   62.37 ug/L  
RT: 8.33 min  Scan# 2407
Delta R.T.   -0.04 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 43 Resp:  270311
Ion  Ratio  Lower  Upper
 43  100
 58    5.2   43.0   64.6#
 57   73.2   14.6   22.0#
100    0.1    8.4   12.6#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 2418 (8.365 min): VU023682.D (-2407) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU023693.D

  8.33

Ion  58.00 (57.70 to 58.70): VU023693.D
Ion  57.00 (56.70 to 57.70): VU023693.D
Ion 100.00 (99.70 to 100.70): VU023693.D

#53
m,p-Xylene
Concen: 1193.94 ug/L  
RT: 9.26 min  Scan# 2698
Delta R.T.   -0.11 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion:106 Resp: 7275852
Ion  Ratio  Lower  Upper
106  100
 91  211.9  144.1  267.5 

Ref

Raw

Sub
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Abundance Scan 2698 (9.265 min): VU023693.D (-2640) (-)
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   1e+07

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VU023693.D

  9.26

Ion  91.00 (90.70 to 91.70): VU023693.D
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#54
o-xylene
Concen: 1194.63 ug/L  
RT: 9.79 min  Scan# 2862
Delta R.T.   0.01 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion:106 Resp: 6897358
Ion  Ratio  Lower  Upper
106  100
 91  203.6  148.9  276.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2859 (9.783 min): VU023682.D (-2846) (-)
91
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7851
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98 119

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

50

m/z-->

Abundance
91

106

775139 65
11912558 84 98

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

50

m/z-->

Abundance Scan 2862 (9.792 min): VU023693.D (-2766) (-)
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2000000

4000000

6000000

8000000

   1e+07

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VU023693.D

  9.79

Ion  91.00 (90.70 to 91.70): VU023693.D

#55
Styrene
Concen:   33.79 ug/L  
RT: 9.79 min  Scan# 2862
Delta R.T.   -0.00 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion:104 Resp:  341261
Ion  Ratio  Lower  Upper
104  100
 78  290.6   32.1   59.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2863 (9.795 min): VU023682.D (-2849) (-)
104

91

78
51

6339
119

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

50

m/z-->

Abundance
91

106

775139 65
11912558 84 98

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

50

m/z-->

Abundance Scan 2862 (9.792 min): VU023693.D (-2770) (-)
91

106

775139 65
119 1278458 98

9.70 9.80 9.90

0

200000

400000

600000

Time-->

Abundance Ion 104.00 (103.70 to 104.70): VU023693.D

  9.79

Ion  78.00 (77.70 to 78.70): VU023693.D
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#56
Isopropylbenzene
Concen:   39.70 ug/L  
RT: 10.17 min  Scan# 2981
Delta R.T.   0.00 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion:105 Resp:  601648
Ion  Ratio  Lower  Upper
105  100
120   26.4   20.9   31.3 
 77   15.7   12.6   18.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2980 (10.172 min): VU023682.D (-2966) (-)
105

120
7751 9139 63 113

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

50

m/z-->

Abundance
105

120
77

51 6939 91 11259 84 140

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

50

m/z-->

Abundance Scan 2981 (10.175 min): VU023693.D (-2887) (-)
105

120
77

51 9139 6962 112 14084

10.10 10.20 10.30

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VU023693.D

 10.17

Ion 120.00 (119.70 to 120.70): VU023693.D
Ion  77.00 (76.70 to 77.70): VU023693.D

#58
1,1,2,2-Tetrachloroethane
Concen:    3.01 ug/L  
RT: 10.47 min  Scan# 3072
Delta R.T.   0.01 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 83 Resp:   17116
Ion  Ratio  Lower  Upper
 83  100
 85   63.9   45.6   84.6 
131    0.9    7.9   11.9#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3070 (10.461 min): VU023682.D (-3057) (-)
83

9560 131 1684737 70 110

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
57

71

43
111

84
14095 125 170

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3072 (10.467 min): VU023693.D (-2977) (-)
57

71

43

112
84

95 133142 168

10.40 10.45

0

10000

20000

30000

40000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VU023693.D

 10.47

Ion  85.00 (84.70 to 85.70): VU023693.D
Ion 131.00 (130.70 to 131.70): VU023693.D
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#59
1,2,3-Trichloropropane
Concen:    1.31 ug/L  
RT: 10.60 min  Scan# 3112
Delta R.T.   0.10 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 75 Resp:    5878
Ion  Ratio  Lower  Upper
 75  100
 77  644.4   25.9   38.9#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3081 (10.496 min): VU023682.D (-3068) (-)
75

110
39

14655

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

50

m/z-->

Abundance
91

120
6539 140 191207 265281249

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

50

m/z-->

Abundance Scan 3112 (10.596 min): VU023693.D (-2459) (-)
91

120
65

39 281140 191207 249265

10.55 10.60 10.65

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  75.00 (74.70 to 75.70): VU023693.D

 10.60

Ion  77.00 (76.70 to 77.70): VU023693.D

#66
1,2-Dibromo-3-chloropropane
Concen:   47.89 ug/L  
RT: 12.66 min  Scan# 3754
Delta R.T.   -0.00 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion: 75 Resp:   56270
Ion  Ratio  Lower  Upper
 75  100
155    2.5   68.9  103.3#
157    0.0   89.9  134.9#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3754 (12.660 min): VU023682.D (-3740) (-)
15775

39

93 119
61 106 187141 201 236173

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

50

m/z-->

Abundance
119

134

91
7739 10563 149 165

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

50

m/z-->

Abundance Scan 3754 (12.660 min): VU023693.D (-3630) (-)
133

149

43 67 92 107 164

12.60 12.65 12.70

0

20000

40000

60000

Time-->

Abundance Ion  75.00 (74.70 to 75.70): VU023693.D

 12.66

Ion 155.00 (154.70 to 155.70): VU023693.D
Ion 157.00 (156.70 to 157.70): VU023693.D
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#69
Naphthalene
Concen:  405.28 ug/L  
RT: 13.75 min  Scan# 4093
Delta R.T.   0.00 min
Lab File:   VU023693.D
Acq: 06 May 2018  16:23    

Tgt Ion:128 Resp: 5985376
Ion  Ratio  Lower  Upper
128  100
127   13.1   10.3   15.5 
129   10.9    8.6   13.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4092 (13.747 min): VU023682.D (-4078) (-)
128

51 10263 7539 87 113 162

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
128

51 10264 74 8739 182112 138148 159 169

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4093 (13.750 min): VU023693.D (-3470) (-)
128

10251 64 7739 87 137147 159 169 180113

13.70 13.80

0

1000000

2000000

3000000

4000000

5000000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VU023693.D

 13.75

Ion 127.00 (126.70 to 127.70): VU023693.D
Ion 129.00 (128.70 to 129.70): VU023693.D
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