
                            Quantitation Report    (QT/LSC Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101118\
  Data File : VU027608.D                                          
  Acq On    : 11 Oct 2018  18:50
  Operator  : MD/SY
  Sample    : J5456-01
  Misc      : 5.0mL/MSVOA_U/WATER
  ALS Vial  : 28   Sample Multiplier: 1
 
  Quant Time: Oct 12 04:08:20 2018
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\82U101118W.M
  Quant Title  : SW846 8260
  QLast Update : Thu Oct 11 10:41:56 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           4.99  168   122462    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          5.89  114   219224    50.00 ug/l    0.00
    63) Chlorobenzene-d5             9.09  117   182303    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      11.48  152    74246    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        5.31   65    98795    52.12 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  104.24%
    35) Dibromofluoromethane         4.89  113    70890    48.88 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   97.76%
    50) Toluene-d8                   7.57   98   273978    49.61 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   99.22%
    62) 4-Bromofluorobenzene        10.31   95    90129    45.24 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   90.48%
 
   Target Compounds                                                   Qvalue
    11) Tert butyl alcohol           2.84   59    34792    75.30 ug/l      98
    16) Acetone                      2.32   43   335966   290.71 ug/l      99
    25) 2-Butanone                   4.27   43   180002   109.92 ug/l      98
    40) Benzene                      5.39   78   340795    50.61 ug/l     100
    51) 4-Methyl-2-Pentanone         7.46   43   218394    70.26 ug/l     100
    52) Toluene                      7.64   92     6857     1.78 ug/l      97
    59) 2-Hexanone                   8.37   43    37078    15.29 ug/l      98
    67) Ethyl Benzene                9.25   91     3314     0.51 ug/l     100
    68) m/p-Xylenes                  9.38  106     2704     1.14 ug/l      90
    69) o-Xylene                     9.78  106     2275     0.99 ug/l      99
    73) Isopropylbenzene            10.17  105     3256     0.65 ug/l      96
    83) tert-Butylbenzene           11.10  119    17616     4.31 ug/l      88
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Pentafluorobenzene
Concen:   50.00 ug/l  
RT: 4.99 min  Scan# 1186
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:168 Resp:  122462
Ion  Ratio  Lower  Upper
168  100
 99   59.2   50.8   76.2 

Ref

Raw

Sub
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Abundance Scan 1186 (4.987 min): VU027585.D (-1169) (-)
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Abundance Ion 167.90 (167.60 to 168.60): VU027608.D

  4.99

Ion  98.90 (98.60 to 99.60): VU027608.D

#11
Tert butyl alcohol
Concen:   75.30 ug/l  
RT: 2.84 min  Scan# 517
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 59 Resp:   34792
Ion  Ratio  Lower  Upper
 59  100
 57    9.9    8.4   12.6 

Ref

Raw

Sub
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m/z-->

Abundance Scan 516 (2.833 min): VU027585.D (-501) (-)
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Abundance Ion  59.00 (58.70 to 59.70): VU027608.D

  2.84

Ion  57.00 (56.70 to 57.70): VU027608.D
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#16
Acetone
Concen:  290.71 ug/l  
RT: 2.32 min  Scan# 358
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 43 Resp:  335966
Ion  Ratio  Lower  Upper
 43  100
 58   31.1   24.2   36.4 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 358 (2.325 min): VU027585.D (-334) (-)
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Abundance Scan 358 (2.325 min): VU027608.D (-265) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU027608.D

  2.32

Ion  58.00 (57.70 to 58.70): VU027608.D

#25
2-Butanone
Concen:  109.92 ug/l  
RT: 4.27 min  Scan# 962
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 43 Resp:  180002
Ion  Ratio  Lower  Upper
 43  100
 72   23.0   17.8   26.6 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 961 (4.263 min): VU027585.D (-937) (-)
43
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Abundance Ion  43.00 (42.70 to 43.70): VU027608.D

  4.27

Ion  72.00 (71.70 to 72.70): VU027608.D
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#33
1,2-Dichloroethane-d4
Concen:   52.12 ug/l  
RT: 5.31 min  Scan# 1287
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 65 Resp:   98795
Ion  Ratio  Lower  Upper
 65  100
 67   52.5    0.0  107.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 1287 (5.312 min): VU027585.D (-1271) (-)
65
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37 59
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0

50

m/z-->

Abundance
65

51

102

37 44 8459

30 40 50 60 70 80 90 100 110
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m/z-->

Abundance Scan 1287 (5.312 min): VU027608.D (-1194) (-)
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Abundance Ion  64.90 (64.60 to 65.60): VU027608.D

  5.31

Ion  66.90 (66.60 to 67.60): VU027608.D

#34
1,4-Difluorobenzene
Concen:   50.00 ug/l  
RT: 5.89 min  Scan# 1467
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:114 Resp:  219224
Ion  Ratio  Lower  Upper
114  100
 63   24.4    0.0   50.2 
 88   17.3    0.0   33.8 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1466 (5.887 min): VU027585.D (-1451) (-)
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Abundance Ion 113.90 (113.60 to 114.60): VU027608.D

  5.89

Ion  63.00 (62.70 to 63.70): VU027608.D
Ion  87.90 (87.60 to 88.60): VU027608.D
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#35
Dibromofluoromethane
Concen:   48.88 ug/l  
RT: 4.89 min  Scan# 1155
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:113 Resp:   70890
Ion  Ratio  Lower  Upper
113  100
111  103.0   83.1  124.7 
192   19.1   15.4   23.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
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m/z-->

Abundance Scan 1154 (4.884 min): VU027585.D (-1138) (-)
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Abundance Ion 112.80 (112.50 to 113.50): VU027608.D

  4.89

Ion 110.80 (110.50 to 111.50): VU027608.D
Ion 191.70 (191.40 to 192.40): VU027608.D

#40
Benzene
Concen:   50.61 ug/l  
RT: 5.39 min  Scan# 1312
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 78 Resp:  340795
Ion  Ratio  Lower  Upper
 78  100
 77   24.2   19.3   28.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 1312 (5.392 min): VU027585.D (-1294) (-)
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Abundance Ion  78.00 (77.70 to 78.70): VU027608.D

  5.39

Ion  77.00 (76.70 to 77.70): VU027608.D
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#50
Toluene-d8
Concen:   49.61 ug/l  
RT: 7.57 min  Scan# 1988
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 98 Resp:  273978
Ion  Ratio  Lower  Upper
 98  100
100   66.4   52.1   78.1 

Ref

Raw

Sub
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0
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Abundance Scan 1988 (7.566 min): VU027585.D (-1974) (-)
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Abundance Ion  98.00 (97.70 to 98.70): VU027608.D

  7.57

Ion 100.00 (99.70 to 100.70): VU027608.D

#51
4-Methyl-2-Pentanone
Concen:   70.26 ug/l  
RT: 7.46 min  Scan# 1956
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 43 Resp:  218394
Ion  Ratio  Lower  Upper
 43  100
 58   37.0   29.8   44.8 

Ref

Raw

Sub
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Abundance Scan 1956 (7.463 min): VU027585.D (-1940) (-)
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Abundance Scan 1956 (7.463 min): VU027608.D (-1863) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU027608.D

  7.46

Ion  58.00 (57.70 to 58.70): VU027608.D
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#52
Toluene
Concen:    1.78 ug/l  
RT: 7.64 min  Scan# 2011
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 92 Resp:    6857
Ion  Ratio  Lower  Upper
 92  100
 91  177.0  138.6  208.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2011 (7.639 min): VU027585.D (-1997) (-)
91

6539 5145 74 8560
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Abundance
91

9839 65575144 8470
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50

m/z-->

Abundance Scan 2011 (7.639 min): VU027608.D (-1918) (-)
91

9839 655751 847045

7.60 7.65 7.70

0

2000

4000

6000

Time-->

Abundance Ion  92.00 (91.70 to 92.70): VU027608.D

  7.64

Ion  91.00 (90.70 to 91.70): VU027608.D

#59
2-Hexanone
Concen:   15.29 ug/l  
RT: 8.37 min  Scan# 2237
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 43 Resp:   37078
Ion  Ratio  Lower  Upper
 43  100
 58   51.1   26.1   78.3 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2236 (8.363 min): VU027585.D (-2223) (-)
43
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10085715038 7863
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Abundance
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100857138 53 65
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50
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Abundance Scan 2237 (8.366 min): VU027608.D (-2143) (-)
43
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8.30 8.35 8.40 8.45
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5000

10000

15000

20000

25000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VU027608.D

  8.37

Ion  58.00 (57.70 to 58.70): VU027608.D
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#62
4-Bromofluorobenzene
Concen:   45.24 ug/l  
RT: 10.31 min  Scan# 2841
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 95 Resp:   90129
Ion  Ratio  Lower  Upper
 95  100
174   72.5    0.0  147.8 
176   70.5    0.0  140.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2841 (10.308 min): VU027585.D (-2828) (-)
95

174

75

50

6237 117 14186 104 128 155

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
95

174

75

50

37 61 143117 12884 104

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2841 (10.308 min): VU027608.D (-2748) (-)
95

176

75

50

37 61 143117 12884 104

10.30 10.40

0

20000

40000

60000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VU027608.D

 10.31

Ion 173.80 (173.50 to 174.50): VU027608.D
Ion 175.80 (175.50 to 176.50): VU027608.D

#63
Chlorobenzene-d5
Concen:   50.00 ug/l  
RT: 9.09 min  Scan# 2463
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:117 Resp:  182303
Ion  Ratio  Lower  Upper
117  100
 82   61.9   49.2   73.8 
119   32.0   25.7   38.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2462 (9.090 min): VU027585.D (-2449) (-)
117

82

54

40 76
62 89 9947

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
117

82

54

40 7661 89 997047

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2463 (9.093 min): VU027608.D (-2369) (-)
117

82

54

40 7661 89 9948 67

9.00 9.05 9.10 9.15 9.20

0

50000

100000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VU027608.D

  9.09

Ion  82.00 (81.70 to 82.70): VU027608.D
Ion 118.90 (118.60 to 119.60): VU027608.D
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#67
Ethyl Benzene
Concen:    0.51 ug/l  
RT: 9.25 min  Scan# 2513
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion: 91 Resp:    3314
Ion  Ratio  Lower  Upper
 91  100
106   29.6   23.6   35.4 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2512 (9.250 min): VU027585.D (-2498) (-)
91

106

51 65 7739
45 85

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
43

72

55 91 106 11485 9865 78

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.254 min): VU027608.D (-2419) (-)
43

72

91
55 85 10665 9878

9.20 9.25 9.30

0

500

1000

1500

2000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VU027608.D

  9.25

Ion 106.00 (105.70 to 106.70): VU027608.D

#68
m/p-Xylenes
Concen:    1.14 ug/l  
RT: 9.38 min  Scan# 2551
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:106 Resp:    2704
Ion  Ratio  Lower  Upper
106  100
 91  225.4  168.1  252.1 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2551 (9.376 min): VU027585.D (-2536) (-)
91

106

775139 65
8445 97

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
91

106

43
776951 59

38

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2551 (9.376 min): VU027608.D (-2458) (-)
91

106

59 695145 77

9.35 9.40

0

1000

2000

3000

4000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VU027608.D

  9.38

Ion  91.00 (90.70 to 91.70): VU027608.D
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#69
o-Xylene
Concen:    0.99 ug/l  
RT: 9.78 min  Scan# 2677
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:106 Resp:    2275
Ion  Ratio  Lower  Upper
106  100
 91  225.3  111.7  334.9 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2677 (9.781 min): VU027585.D (-2664) (-)
91

106

7851
39 63

86 9845

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
91

10645

39 55 77
63 69 97

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 2677 (9.781 min): VU027608.D (-2584) (-)
91

106
45

775139 63 69 97

9.75 9.80

0

1000

2000

3000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VU027608.D

  9.78

Ion  91.00 (90.70 to 91.70): VU027608.D

#72
1,4-Dichlorobenzene-d4
Concen:   50.00 ug/l  
RT: 11.48 min  Scan# 3207
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:152 Resp:   74246
Ion  Ratio  Lower  Upper
152  100
115   60.3   43.4  130.2 
150  156.8    0.0  349.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3207 (11.485 min): VU027585.D (-3194) (-)
119

150

134917852
6539 103111

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

50

m/z-->

Abundance
150

115
7852

8740 61 69 97 124

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

50

m/z-->

Abundance Scan 3207 (11.485 min): VU027608.D (-3114) (-)
150

115
7852

40 8766 97 124

11.40 11.45 11.50 11.55

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VU027608.D

 11.48

Ion 114.90 (114.60 to 115.60): VU027608.D
Ion 149.90 (149.60 to 150.60): VU027608.D
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#73
Isopropylbenzene
Concen:    0.65 ug/l  
RT: 10.17 min  Scan# 2798
Delta R.T.   0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:105 Resp:    3256
Ion  Ratio  Lower  Upper
105  100
120   27.0   12.6   37.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2797 (10.167 min): VU027585.D (-2783) (-)
105

120
7751 9139 6558 85 98 114

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
105

57

41
120

7951 69 87 97

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2798 (10.170 min): VU027608.D (-2704) (-)
105

57

12041
7951 69 87 97

10.15 10.20

0

500

1000

1500

2000

2500

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VU027608.D

 10.17

Ion 120.00 (119.70 to 120.70): VU027608.D

#83
tert-Butylbenzene
Concen:    4.31 ug/l  
RT: 11.10 min  Scan# 3088
Delta R.T.   -0.00 min
Lab File:   VU027608.D
Acq: 11 Oct 2018  18:50    

Tgt Ion:119 Resp:   17616
Ion  Ratio  Lower  Upper
119  100
 91   71.9   30.3   91.0 
134   25.4   11.5   34.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3088 (11.102 min): VU027585.D (-3074) (-)
119

91

134 16741 7760 103
200

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
119

91

13441
77

65 10352

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3088 (11.102 min): VU027608.D (-2995) (-)
119

91

134
41 77

65 10352

11.05 11.10 11.15

0

5000

10000

15000

Time-->

Abundance Ion 119.00 (118.70 to 119.70): VU027608.D

 11.10

Ion  91.00 (90.70 to 91.70): VU027608.D
Ion 134.00 (133.70 to 134.70): VU027608.D
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