
 
  Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX053118\
                              Quantitation Report    (Not Reviewed)
  Data File : VX002194.D                                          
  Acq On    : 31 May 2018  23:29
  Operator  : JC/MD
  Sample    : J3212-03 5X
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 24   Sample Multiplier: 1
 
  Quant Time: Jun 01 03:49:09 2018
  Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\624X052518W.M
  Quant Title  : METHOD 624 VOLATILE ORGANIC ANALYSIS
  QLast Update : Fri May 25 02:17:15 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Bromochloromethane           5.03  128    47450    30.00 ug/l    0.00
    28) 1,4-Difluorobenzene          6.87  114   269193    30.00 ug/l    0.00
    57) Chlorobenzene-d5            10.12  117   236602    30.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    27) 1,2-Dichloroethane-d4        6.07   65   119144    31.91 ug/l    0.00  
     Spiked Amount     30.000   Range  50 - 169    Recovery   =  106.37% 
    60) 4-Bromofluorobenzene        11.14   95   106737    26.35 ug/l    0.00  
     Spiked Amount     30.000   Range  56 - 143    Recovery   =   87.83% 
    63) Toluene-d8                   8.72   98   322644    30.60 ug/l    0.00  
     Spiked Amount     30.000   Range  66 - 137    Recovery   =  102.00% 
 
   Target Compounds                                                   Qvalue
     5) Bromomethane                 1.65   94     1492     0.89 ug/l      83
    11) Methyl Iodide                2.52  142     1397     0.38 ug/l #    91
    13) Acrolein                     2.31   56      255     0.78 ug/l      88
    15) Acetone                      2.45   58     1402     3.34 ug/l      91
    17) Allyl chloride               2.71   41     3278     0.67 ug/l #    44
    18) Methylene Chloride           2.86   84     1840     0.69 ug/l      94
    23) tert-Butyl Alcohol           3.03   59     3820     4.68 ug/l #    96
    25) Chloroform                   5.22   83   321244    61.70 ug/l      99
    41) Bromodichloromethane         7.90   83    48186    11.26 ug/l      96
    45) 1,4-Dioxane                  7.90   88       76     0.93 ug/l #     1
    53) Dibromochloromethane         9.59  129     3687     1.02 ug/l      94
    58) 4-Methyl-2-Pentanone         8.64   43     2587     0.50 ug/l #    48
    77) t-1,4-Dichloro-2-butene     11.14   75    58214    39.38 ug/l #    11
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX053118\
                              Quantitation Report    (Not Reviewed)
  Data File : VX002194.D                                          
  Acq On    : 31 May 2018  23:29
  Operator  : JC/MD
  Sample    : J3212-03 5X
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 24   Sample Multiplier: 1

  Quant Time: Jun 01 03:49:09 2018
  Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\624X052518W.M
  Quant Title  : METHOD 624 VOLATILE ORGANIC ANALYSIS
  QLast Update : Fri May 25 02:17:15 2018
  Response via : Initial Calibration
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#1
Bromochloromethane
Concen:   30.00 ug/l  
RT: 5.03 min  Scan# 729
Delta R.T.   0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion:128 Resp:   47450
Ion  Ratio  Lower  Upper
128  100
 49  171.4    0.0  423.0 
130  131.1    0.0  324.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 728 (5.025 min): VX001957.D (-715) (-)
49

130

93
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37 66 114 207
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50
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Abundance Scan 729 (5.031 min): VX002194.D (-646) (-)
49
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4.90 5.00 5.10

0

10000

20000

30000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VX002194.D

  5.03

Ion  49.00 (48.70 to 49.70): VX002194.D
Ion 130.00 (129.70 to 130.70): VX002194.D

#5
Bromomethane
Concen:    0.89 ug/l  
RT: 1.65 min  Scan# 174
Delta R.T.   0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 94 Resp:    1492
Ion  Ratio  Lower  Upper
 94  100
 96   78.5   75.7  113.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 173 (1.642 min): VX001957.D (-169) (-)
94

79
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Abundance Scan 174 (1.648 min): VX002194.D (-91) (-)
94
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Time-->

Abundance Ion  94.00 (93.70 to 94.70): VX002194.D

  1.65

Ion  96.00 (95.70 to 96.70): VX002194.D
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#11
Methyl Iodide
Concen:    0.38 ug/l  
RT: 2.52 min  Scan# 317
Delta R.T.   0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion:142 Resp:    1397
Ion  Ratio  Lower  Upper
142  100
127   46.7   23.2   69.6 
141    0.0    7.4   22.2#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 316 (2.514 min): VX001957.D (-308) (-)
142

127

83 23520764 99 187 28115746
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m/z-->

Abundance
44
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50
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Abundance Scan 317 (2.520 min): VX002194.D (-234) (-)
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400
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Time-->

Abundance Ion 142.00 (141.70 to 142.70): VX002194.D

  2.52

Ion 127.00 (126.70 to 127.70): VX002194.D
Ion 141.00 (140.70 to 141.70): VX002194.D

#13
Acrolein
Concen:    0.78 ug/l  
RT: 2.31 min  Scan# 283
Delta R.T.   0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 56 Resp:     255
Ion  Ratio  Lower  Upper
 56  100
 55   62.0   57.3   85.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 281 (2.300 min): VX001957.D (-276) (-)
56

37
20714186 159175191 229 28110271 118

40 60 80 100 120 140 160 180 200 220 240 260 280
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50

m/z-->

Abundance
44

64
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40 60 80 100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 283 (2.312 min): VX002194.D (-199) (-)
64
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2.29 2.30 2.31 2.32 2.33

0

100

200

300

400
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Time-->

Abundance Ion  56.00 (55.70 to 56.70): VX002194.D

  2.31

Ion  55.00 (54.70 to 55.70): VX002194.D
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#15
Acetone
Concen:    3.34 ug/l  
RT: 2.45 min  Scan# 306
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 58 Resp:    1402
Ion  Ratio  Lower  Upper
 58  100
 43  328.8  278.8  418.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 306 (2.453 min): VX001957.D (-298) (-)
43

58

97 113 135 28175 162 179 196 228

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

50

m/z-->

Abundance
44

64 82 105 205

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

50

m/z-->

Abundance Scan 306 (2.453 min): VX002194.D (-224) (-)
43
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92 115 205

2.40 2.45 2.50

0

500

1000

1500

2000

2500

3000

Time-->

Abundance Ion  58.00 (57.70 to 58.70): VX002194.D

  2.45

Ion  43.00 (42.70 to 43.70): VX002194.D

#17
Allyl chloride
Concen:    0.67 ug/l  
RT: 2.71 min  Scan# 349
Delta R.T.   -0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 41 Resp:    3278
Ion  Ratio  Lower  Upper
 41  100
 39   23.9   34.6  103.8#
 76    0.0   15.0   45.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 351 (2.727 min): VX001957.D (-343) (-)
41

76

61 129 15917418993 208 235 281108
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Abundance Scan 349 (2.715 min): VX002194.D (-269) (-)
41
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Time-->

Abundance Ion  41.00 (40.70 to 41.70): VX002194.D

  2.71

Ion  39.00 (38.70 to 39.70): VX002194.D
Ion  76.00 (75.70 to 76.70): VX002194.D
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#18
Methylene Chloride
Concen:    0.69 ug/l  
RT: 2.86 min  Scan# 373
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 84 Resp:    1840
Ion  Ratio  Lower  Upper
 84  100
 49  139.1  104.7  157.1 
 51   40.1   31.0   46.4 
 86   57.7   50.8   76.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 373 (2.861 min): VX001957.D (-365) (-)
49

84

37 70 146 173101 190 221113 126 158 207

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
44

84

64
207

40 60 80 100 120 140 160 180 200 220
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50

m/z-->

Abundance Scan 373 (2.861 min): VX002194.D (-291) (-)
49
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63 207

2.80 2.85 2.90
0

500
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1500
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Time-->

Abundance Ion  84.00 (83.70 to 84.70): VX002194.D

  2.86

Ion  49.00 (48.70 to 49.70): VX002194.D
Ion  51.00 (50.70 to 51.70): VX002194.D
Ion  86.00 (85.70 to 86.70): VX002194.D

#23
tert-Butyl Alcohol
Concen:    4.68 ug/l  
RT: 3.03 min  Scan# 400
Delta R.T.   -0.06 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 59 Resp:    3820
Ion  Ratio  Lower  Upper
 59  100
 52    5.1    0.2    0.2#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 409 (3.081 min): VX001957.D (-394) (-)
59

41

97 143159 181 233 28111279 127 207

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

50

m/z-->

Abundance
44 89

59

119 207

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

50

m/z-->

Abundance Scan 400 (3.026 min): VX002194.D (-327) (-)
89
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11943 207

2.95 3.00 3.05 3.10

0

500
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Time-->

Abundance Ion  59.00 (58.70 to 59.70): VX002194.D

  3.03

Ion  52.00 (51.70 to 52.70): VX002194.D
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#25
Chloroform
Concen:   61.70 ug/l  
RT: 5.22 min  Scan# 760
Delta R.T.   -0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 83 Resp:  321244
Ion  Ratio  Lower  Upper
 83  100
 85   64.4   51.9   77.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 761 (5.227 min): VX001957.D (-747) (-)
83

47

11936 71 20796 131 14358
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Abundance Scan 760 (5.220 min): VX002194.D (-679) (-)
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Time-->

Abundance Ion  83.00 (82.70 to 83.70): VX002194.D

  5.22

Ion  85.00 (84.70 to 85.70): VX002194.D

#27
1,2-Dichloroethane-d4
Concen:   31.91 ug/l  
RT: 6.07 min  Scan# 900
Delta R.T.   -0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 65 Resp:  119144
Ion  Ratio  Lower  Upper
 65  100
 67   51.6   40.9   61.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 901 (6.080 min): VX001957.D (-889) (-)
65

51
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37 20780 13491 115
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Abundance Scan 900 (6.074 min): VX002194.D (-819) (-)
65
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Time-->

Abundance Ion  65.00 (64.70 to 65.70): VX002194.D

  6.07

Ion  67.00 (66.70 to 67.70): VX002194.D
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#28
1,4-Difluorobenzene
Concen:   30.00 ug/l  
RT: 6.87 min  Scan# 1030
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion:114 Resp:  269193
Ion  Ratio  Lower  Upper
114  100
 63   21.2   17.1   25.7 
 88   15.5   12.6   19.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1030 (6.867 min): VX001957.D (-1020) (-)
114

63 88
37 207 281133

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

50

m/z-->

Abundance
114

63 88
37

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

50

m/z-->

Abundance Scan 1030 (6.866 min): VX002194.D (-948) (-)
114

63 88
37

6.80 6.90 7.00

0

50000

100000

150000

Time-->

Abundance Ion 114.00 (113.70 to 114.70): VX002194.D

  6.87

Ion  63.00 (62.70 to 63.70): VX002194.D
Ion  88.00 (87.70 to 88.70): VX002194.D

#41
Bromodichloromethane
Concen:   11.26 ug/l  
RT: 7.90 min  Scan# 1200
Delta R.T.   -0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 83 Resp:   48186
Ion  Ratio  Lower  Upper
 83  100
 85   66.2   49.8   74.8 
127    9.3    7.3   10.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1201 (7.909 min): VX001957.D (-1193) (-)
83

43

61
129

72 94 164114 144 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
83

47
129

36 94 11463 162

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1200 (7.903 min): VX002194.D (-1119) (-)
83

47
129

36 94 11464 162

7.85 7.90 7.95

0

10000

20000

30000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VX002194.D

  7.90

Ion  85.00 (84.70 to 85.70): VX002194.D
Ion 127.00 (126.70 to 127.70): VX002194.D
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#45
1,4-Dioxane
Concen:    0.93 ug/l  
RT: 7.90 min  Scan# 1200
Delta R.T.   0.14 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 88 Resp:      76
Ion  Ratio  Lower  Upper
 88  100
 43  317.1   43.2   64.8#
 58    0.0   60.2   90.2#

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1177 (7.763 min): VX001957.D (-1170) (-)
88

58

43

69
100

79 112 125 136

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance
83

47
129

9336 11463 162

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1200 (7.903 min): VX002194.D (-1095) (-)
83

47
129

9337 11663 162

7.88 7.89 7.90 7.91

0

100

200

300

Time-->

Abundance Ion  88.00 (87.70 to 88.70): VX002194.D

  7.90

Ion  43.00 (42.70 to 43.70): VX002194.D
Ion  58.00 (57.70 to 58.70): VX002194.D

#53
Dibromochloromethane
Concen:    1.02 ug/l  
RT: 9.59 min  Scan# 1476
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion:129 Resp:    3687
Ion  Ratio  Lower  Upper
129  100
127   81.9   38.5  115.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1476 (9.586 min): VX001957.D (-1469) (-)
129

7948
91 208160 17337 10511660

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
129

44

56

81
93

67 207173

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1476 (9.585 min): VX002194.D (-1394) (-)
129

44
56

81
93

67 207173

9.55 9.60

0

500

1000

1500

2000

2500

3000

Time-->

Abundance Ion 129.00 (128.70 to 129.70): VX002194.D

  9.59

Ion 127.00 (126.70 to 127.70): VX002194.D
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#57
Chlorobenzene-d5
Concen:   30.00 ug/l  
RT: 10.12 min  Scan# 1563
Delta R.T.   -0.01 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion:117 Resp:  236602
Ion  Ratio  Lower  Upper
117  100
 82   55.8   44.3   66.5 
119   32.0   25.7   38.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1564 (10.122 min): VX001957.D (-1557) (-)
117

82

54

40
9966 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
117

82

54

40
66 99

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1563 (10.116 min): VX002194.D (-1482) (-)
117

82

54

40
66 99

10.05 10.10 10.15 10.20

0

50000

100000

150000

200000

Time-->

Abundance Ion 117.00 (116.70 to 117.70): VX002194.D

 10.12

Ion  82.00 (81.70 to 82.70): VX002194.D
Ion 119.00 (118.70 to 119.70): VX002194.D

#58
4-Methyl-2-Pentanone
Concen:    0.50 ug/l  
RT: 8.64 min  Scan# 1321
Delta R.T.   -0.02 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 43 Resp:    2587
Ion  Ratio  Lower  Upper
 43  100
 58    0.0   28.2   42.4#
 85    1.6   12.4   18.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1324 (8.659 min): VX001957.D (-1314) (-)
43

58

85 100
69 112 126 208

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
43

63 83

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1321 (8.640 min): VX002194.D (-1242) (-)
43

63 83

8.60 8.65 8.70

0

500

1000

1500

2000

2500

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX002194.D

  8.64

Ion  58.00 (57.70 to 58.70): VX002194.D
Ion  85.00 (84.70 to 85.70): VX002194.D
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#60
4-Bromofluorobenzene
Concen:   26.35 ug/l  
RT: 11.14 min  Scan# 1731
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 95 Resp:  106737
Ion  Ratio  Lower  Upper
 95  100
174   93.1   71.8  107.6 
176   90.3   70.1  105.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1731 (11.140 min): VX001957.D (-1726) (-)
95

174

75

50

37 62 119 143106 130 155 209

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95 174

75

50

37 61 118 143106 129 155

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1731 (11.140 min): VX002194.D (-1649) (-)
95 174

75

50

37 61 117 141106 128 153

11.10 11.20

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  95.00 (94.70 to 95.70): VX002194.D

 11.14

Ion 174.00 (173.70 to 174.70): VX002194.D
Ion 176.00 (175.70 to 176.70): VX002194.D

#63
Toluene-d8
Concen:   30.60 ug/l  
RT: 8.72 min  Scan# 1334
Delta R.T.   -0.00 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 98 Resp:  322644
Ion  Ratio  Lower  Upper
 98  100
100   63.5   50.8   76.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1334 (8.720 min): VX001957.D (-1327) (-)
98

42 7054
82 115 129 169 208

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
98

42 7054
82

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1334 (8.720 min): VX002194.D (-1252) (-)
98

42 7054
82

8.65 8.70 8.75 8.80

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX002194.D

  8.72

Ion 100.00 (99.70 to 100.70): VX002194.D
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#77
t-1,4-Dichloro-2-butene
Concen:   39.38 ug/l  
RT: 11.14 min  Scan# 1731
Delta R.T.   0.06 min
Lab File:   VX002194.D
Acq: 31 May 2018  23:29    

Tgt Ion: 75 Resp:   58214
Ion  Ratio  Lower  Upper
 75  100
 53    0.0   48.3  144.9#
 89    0.0   21.8   65.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1721 (11.079 min): VX001957.D (-1716) (-)
887553

39

64
124 20799 110

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95 174

75

50

37 61 118 143106 129 155

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1731 (11.140 min): VX002194.D (-1639) (-)
95 174

75

50

37 61 118 143106 129 155

11.10 11.15 11.20

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  75.00 (74.70 to 75.70): VX002194.D

 11.14

Ion  53.00 (52.70 to 53.70): VX002194.D
Ion  89.00 (88.70 to 89.70): VX002194.D
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