
                              Quantitation Report    (QT Reviewed)
 
  Data Path : W:\HPCHEM1\MSVOA_X\DATA\VX051118\
  Data File : VX001630.D                                          
  Acq On    : 11 May 2018  04:48
  Operator  : JC/MD
  Sample    : J2801-02
  Misc      : 5.0mL/MSVOA_X/WATER
  ALS Vial  : 37   Sample Multiplier: 1
 
  Quant Time: May 11 07:52:13 2018
  Quant Method : W:\HPCHEM1\MSVOA_X\METHOD\624X051118W.M
  Quant Title  : METHOD 624 VOLATILE ORGANIC ANALYSIS
  QLast Update : Fri May 11 07:16:13 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Bromochloromethane           5.03  128    53560    30.00 ug/l    0.00
    28) 1,4-Difluorobenzene          6.87  114   298922    30.00 ug/l    0.00
    57) Chlorobenzene-d5            10.12  117   269558    30.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    27) 1,2-Dichloroethane-d4        6.07   65   126460    32.36 ug/l    0.00  
     Spiked Amount     30.000   Range  50 - 169    Recovery   =  107.87% 
    60) 4-Bromofluorobenzene        11.14   95   121004    28.37 ug/l    0.00  
     Spiked Amount     30.000   Range  56 - 143    Recovery   =   94.57% 
    63) Toluene-d8                   8.72   98   349539    29.08 ug/l    0.00  
     Spiked Amount     30.000   Range  66 - 137    Recovery   =   96.93% 
 
   Target Compounds                                                   Qvalue
    15) Acetone                      2.45   58  4805082  10622.84 ug/l #    65
    25) Chloroform                   5.22   83    55313    10.57 ug/l      98
    30) 2-Butanone                   4.73   43     7174     2.90 ug/l #    96
    41) Bromodichloromethane         7.91   83     4782     1.18 ug/l #    95
    43) Ethyl Acetate                4.87   43     1999     0.42 ug/l     100
    44) Isopropyl Acetate            6.48   43    25771     3.56 ug/l      99
    79) tert-butylbenzene           12.07  119    30416     2.49 ug/l      89
    82) p-Isopropyltoluene          12.07  119    30416     2.49 ug/l      89
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: VX001630.D
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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:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion:128 Resp:   53560
Ion  Ratio  Lower  Upper
128  100
 49  144.1    0.0  372.0 
130  129.2    0.0  326.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 728 (5.025 min): VX001619.D (-717) (-)
49 130

93
79

41 67 114

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

50

m/z-->

Abundance
49 130

93
79

37 11663

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

50

m/z-->

Abundance Scan 729 (5.031 min): VX001630.D (-646) (-)
49 130

93
79

37 11463

4.90 5.00 5.10

0

10000

20000

30000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): VX001630.D

  5.03

Ion  49.00 (48.70 to 49.70): VX001630.D
Ion 130.00 (129.70 to 130.70): VX001630.D

#15
Acetone
Concen: 10622.84 ug/l  
RT: 2.45 min  Scan# 306
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 58 Resp: 4805082
Ion  Ratio  Lower  Upper
 58  100
 43  257.4  264.2  396.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 306 (2.453 min): VX001619.D (-300) (-)
43

58

75 207

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
43

58

71 91 105 131 169 235

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 306 (2.453 min): VX001630.D (-224) (-)
43

58

81 94 129 169 235115

2.40 2.50 2.60

0

2000000

4000000

6000000

8000000

Time-->

Abundance Ion  58.00 (57.70 to 58.70): VX001630.D

  2.45

Ion  43.00 (42.70 to 43.70): VX001630.D
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#25
Chloroform
Concen:   10.57 ug/l  
RT: 5.22 min  Scan# 760
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 83 Resp:   55313
Ion  Ratio  Lower  Upper
 83  100
 85   65.8   53.9   80.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 760 (5.220 min): VX001619.D (-748) (-)
83

47

37 1187054

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

50

m/z-->

Abundance
83

47

37 1207059

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

50

m/z-->

Abundance Scan 760 (5.220 min): VX001630.D (-678) (-)
83

47

37 11859 70

5.10 5.20 5.30

0

5000

10000

15000

20000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VX001630.D

  5.22

Ion  85.00 (84.70 to 85.70): VX001630.D

#27
1,2-Dichloroethane-d4
Concen:   32.36 ug/l  
RT: 6.07 min  Scan# 900
Delta R.T.   -0.01 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 65 Resp:  126460
Ion  Ratio  Lower  Upper
 65  100
 67   50.9   40.2   60.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 901 (6.080 min): VX001619.D (-889) (-)
65

51
102

37 42 78 8459 96

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
65

51
102

37 845943 70 96

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 900 (6.074 min): VX001630.D (-819) (-)
65

51
102

37 8443 70 9659

6.00 6.10 6.20

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  65.00 (64.70 to 65.70): VX001630.D

  6.07

Ion  67.00 (66.70 to 67.70): VX001630.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:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion:114 Resp:  298922
Ion  Ratio  Lower  Upper
114  100
 63   19.9   15.5   23.3 
 88   15.0   12.2   18.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1030 (6.866 min): VX001619.D (-1020) (-)
114

63 88
5750 9475 8137 6944

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
114

63 88
5750 9475 8137 6944

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 1030 (6.866 min): VX001630.D (-948) (-)
114

63 88
5750 9475 8137 6944

6.80 6.90 7.00

0

50000

100000

150000

Time-->

Abundance Ion 114.00 (113.70 to 114.70): VX001630.D

  6.87

Ion  63.00 (62.70 to 63.70): VX001630.D
Ion  88.00 (87.70 to 88.70): VX001630.D

#30
2-Butanone
Concen:    2.90 ug/l  
RT: 4.73 min  Scan# 679
Delta R.T.   0.01 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 43 Resp:    7174
Ion  Ratio  Lower  Upper
 43  100
 57    5.1    6.3    9.5#
 72   26.7   20.2   30.4 

Ref

Raw

Sub

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance Scan 678 (4.721 min): VX001619.D (-666) (-)
43

72

5739 50 5346 67

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance
43

72

57 614037 7550

30 35 40 45 50 55 60 65 70 75 80
0

50

m/z-->

Abundance Scan 679 (4.727 min): VX001630.D (-596) (-)
43

72

57 6137 7550

4.65 4.70 4.75 4.80

0

1000

2000

3000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX001630.D

  4.73

Ion  57.00 (56.70 to 57.70): VX001630.D
Ion  72.00 (71.70 to 72.70): VX001630.D
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#41
Bromodichloromethane
Concen:    1.18 ug/l  
RT: 7.91 min  Scan# 1201
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 83 Resp:    4782
Ion  Ratio  Lower  Upper
 83  100
 85   60.1   51.3   76.9 
127   11.7    7.5   11.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1201 (7.909 min): VX001619.D (-1191) (-)
83

43

61
73 129

93 114 164

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

50

m/z-->

Abundance
83

47
12735 9361

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

50

m/z-->

Abundance Scan 1201 (7.909 min): VX001630.D (-1119) (-)
83

47
12735 9361

7.85 7.90 7.95

0

1000

2000

3000

Time-->

Abundance Ion  83.00 (82.70 to 83.70): VX001630.D

  7.91

Ion  85.00 (84.70 to 85.70): VX001630.D
Ion 127.00 (126.70 to 127.70): VX001630.D

#43
Ethyl Acetate
Concen:    0.42 ug/l  
RT: 4.87 min  Scan# 703
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 43 Resp:    1999
Ion  Ratio  Lower  Upper
 43  100
 45   16.0   12.7   19.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 703 (4.873 min): VX001619.D (-693) (-)
43

61 70
88

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

50

m/z-->

Abundance
43

61 75
13536

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

50

m/z-->

Abundance Scan 703 (4.873 min): VX001630.D (-621) (-)
43

61 75
135

4.80 4.85 4.90 4.95

0

200

400

600

800

1000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX001630.D

  4.87

Ion  45.00 (44.70 to 45.70): VX001630.D
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#44
Isopropyl Acetate
Concen:    3.56 ug/l  
RT: 6.48 min  Scan# 966
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 43 Resp:   25771
Ion  Ratio  Lower  Upper
 43  100
 61   19.4   15.1   22.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 966 (6.476 min): VX001619.D (-954) (-)
43

61
87

38 56 101

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
43

61
87

38

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 966 (6.476 min): VX001630.D (-884) (-)
43

61
87

38

6.40 6.50 6.60

0

2000
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VX001630.D

  6.48

Ion  61.00 (60.70 to 61.70): VX001630.D

#57
Chlorobenzene-d5
Concen:   30.00 ug/l  
RT: 10.12 min  Scan# 1564
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion:117 Resp:  269558
Ion  Ratio  Lower  Upper
117  100
 82   51.8   42.2   63.2 
119   32.2   26.3   39.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1564 (10.122 min): VX001619.D (-1558) (-)
117

82

54
40 9966 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
117

82

54
40 9966

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1564 (10.122 min): VX001630.D (-1482) (-)
117

82

54
40 9966

10.10 10.20

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 117.00 (116.70 to 117.70): VX001630.D

 10.12

Ion  82.00 (81.70 to 82.70): VX001630.D
Ion 119.00 (118.70 to 119.70): VX001630.D
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#60
4-Bromofluorobenzene
Concen:   28.37 ug/l  
RT: 11.14 min  Scan# 1731
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 95 Resp:  121004
Ion  Ratio  Lower  Upper
 95  100
174   99.7   80.2  120.2 
176   95.7   79.2  118.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1731 (11.140 min): VX001619.D (-1726) (-)
95 174

75

50
6137 143117 12886 153105

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95 174

75

50
6238 119 141128 153105

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1731 (11.140 min): VX001630.D (-1649) (-)
95 174

75

50
6238 119 141128 153105

11.10 11.15 11.20

0

50000

100000

Time-->

Abundance Ion  95.00 (94.70 to 95.70): VX001630.D

 11.14

Ion 174.00 (173.70 to 174.70): VX001630.D
Ion 176.00 (175.70 to 176.70): VX001630.D

#63
Toluene-d8
Concen:   29.08 ug/l  
RT: 8.72 min  Scan# 1334
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion: 98 Resp:  349539
Ion  Ratio  Lower  Upper
 98  100
100   66.3   52.2   78.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1334 (8.720 min): VX001619.D (-1327) (-)
98

7042 5448 64 8276 8836

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
98

42 7054
6448 76 82 1128836

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1334 (8.720 min): VX001630.D (-1252) (-)
98

42 7054
6448 76 82 1128836

8.65 8.70 8.75 8.80

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VX001630.D

  8.72

Ion 100.00 (99.70 to 100.70): VX001630.D
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#79
tert-butylbenzene
Concen:    2.49 ug/l  
RT: 12.07 min  Scan# 1884
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion:119 Resp:   30416
Ion  Ratio  Lower  Upper
119  100
 91   32.7    0.0   44.0 
134   27.4    0.0   53.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1884 (12.073 min): VX001619.D (-1878) (-)
119

134
91

7765 10539 51 152

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
119

91 134

776539 10551 147 232175

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1884 (12.073 min): VX001630.D (-1802) (-)
119

91 134

776541 105 147 175 232

12.05 12.10

0

10000

20000

30000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VX001630.D

 12.07

Ion  91.00 (90.70 to 91.70): VX001630.D
Ion 134.00 (133.70 to 134.70): VX001630.D

#82
p-Isopropyltoluene
Concen:    2.49 ug/l  
RT: 12.07 min  Scan# 1884
Delta R.T.   -0.00 min
Lab File:   VX001630.D
Acq: 11 May 2018  04:48    

Tgt Ion:119 Resp:   30416
Ion  Ratio  Lower  Upper
119  100
134   27.4    0.0   53.8 
 91   32.7    0.0   44.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1884 (12.073 min): VX001619.D (-1878) (-)
119

134
91

7765 10539 51 152

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
119

91 134

776539 10551 147 232175

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1884 (12.073 min): VX001630.D (-1802) (-)
119

91 134

776541 105 147 175 232

12.05 12.10

0

10000

20000

30000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VX001630.D

 12.07

Ion 134.00 (133.70 to 134.70): VX001630.D
Ion  91.00 (90.70 to 91.70): VX001630.D
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