
                              Quantitation Report    (LSC Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN051920\
  Data File : VN061485.D                                          
  Acq On    : 19 May 2020  15:56
  Operator  : JC/MD
  Sample    : L2663-09
  Misc      : 1.0g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Time: May 20 05:25:07 2020
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W.M
  Quant Title  : SW846 8260
  QLast Update : Mon May 18 13:09:55 2020
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Pentafluorobenzene           7.62  168   313719    50.00 ug/l    0.00
    34) 1,4-Difluorobenzene          8.55  114   555604    50.00 ug/l    0.00
    63) Chlorobenzene-d5            11.38  117   528878    50.00 ug/l    0.00
    72) 1,4-Dichlorobenzene-d4      13.32  152   289731    50.00 ug/l    0.00
 
   System Monitoring Compounds                                        
    33) 1,2-Dichloroethane-d4        7.99   65   196588    41.99 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   83.98%
    35) Dibromofluoromethane         7.54  113   143199    49.20 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   98.40%
    50) Toluene-d8                  10.06   98   672041    49.78 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =   99.56%
    62) 4-Bromofluorobenzene        12.38   95   271292    53.79 ug/l    0.00  
     Spiked Amount     50.000                      Recovery   =  107.58%
 
   Target Compounds                                                   Qvalue
    10) Methyl Iodide                3.89  142     2859     0.766 ug/l #    88
    16) Acetone                      3.78   43    45018    27.395 ug/l      98
    29) Tetrahydrofuran              7.18   42     1738     1.231 ug/l #    74
    51) 4-Methyl-2-Pentanone         9.95   43    15735     3.515 ug/l      96
    52) Toluene                     10.12   92     6514     0.648 ug/l      89
    67) Ethyl Benzene               11.48   91    18610     0.945 ug/l #    86
    68) m/p-Xylenes                 11.59  106    37209     4.979 ug/l     100
    69) o-Xylene                    11.92  106    37409     5.173 ug/l      96
    84) 1,2,4-Trimethylbenzene      13.01  105    29820     1.565 ug/l      96
    85) sec-Butylbenzene            13.15  105     7762     0.352 ug/l      93
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed

82N051820W.M Wed May 20 14:28:07 2020                                                 Page: 1

Instrument :
MSVOA_N
ClientSampleId :
1364

Instrument :
MSVOA_N
ClientSampleId :
1364



                              Quantitation Report    (LSC Reviewed)

  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_N\DATA\VN051920\
  Data File : VN061485.D                                          
  Acq On    : 19 May 2020  15:56
  Operator  : JC/MD
  Sample    : L2663-09
  Misc      : 1.0g/10mL/100uL/5.00mL/MSVOA_N/MEOH
  ALS Vial  : 12   Sample Multiplier: 1

  Quant Time: May 20 05:25:07 2020
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_N\METHODS\82N051820W.M
  Quant Title  : SW846 8260
  QLast Update : Mon May 18 13:09:55 2020
  Response via : Initial Calibration

2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00
0

100000

200000

300000

400000

500000

600000

700000

800000

900000

1000000

1100000

1200000

1300000

1400000

1500000

1600000

1700000

1800000

1900000

Time-->

Abundance TIC: VN061485.D
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#1
Pentafluorobenzene
Concen:   50.000 ug/l  
RT: 7.62 min  Scan# 1819
Delta R.T.   -0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:168 Resp:  313719
Ion  Ratio  Lower  Upper
168  100
 99   58.5   51.1   76.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1820 (7.625 min): VN061429.D (-1801) (-)
168

56 84
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Abundance Scan 1819 (7.622 min): VN061485.D (-1727) (-)
168
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Time-->

Abundance Ion 167.90 (167.60 to 168.60): VN061485.D

  7.62

Ion  98.90 (98.60 to 99.60): VN061485.D

#10
Methyl Iodide
Concen:    0.766 ug/l  
RT: 3.89 min  Scan# 658
Delta R.T.   -0.02 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:142 Resp:    2859
Ion  Ratio  Lower  Upper
142  100
127   42.1   36.7   55.1 
141    2.1   11.5   17.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 665 (3.912 min): VN061429.D (-644) (-)
142
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6341 207
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m/z-->

Abundance
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Abundance Scan 658 (3.889 min): VN061485.D (-572) (-)
142
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3.85 3.90 3.95
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Time-->

Abundance Ion 141.80 (141.50 to 142.50): VN061485.D

  3.89

Ion 126.80 (126.50 to 127.50): VN061485.D
Ion 140.80 (140.50 to 141.50): VN061485.D
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#16
Acetone
Concen:   27.395 ug/l  
RT: 3.78 min  Scan# 623
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 43 Resp:   45018
Ion  Ratio  Lower  Upper
 43  100
 58   30.6   25.6   38.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 622 (3.773 min): VN061429.D (-589) (-)
43
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m/z-->
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20773
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0

50

m/z-->

Abundance Scan 623 (3.777 min): VN061485.D (-529) (-)
43
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73
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15000

Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN061485.D

  3.78

Ion  58.00 (57.70 to 58.70): VN061485.D

#29
Tetrahydrofuran
Concen:    1.231 ug/l  
RT: 7.18 min  Scan# 1681
Delta R.T.   0.01 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 42 Resp:    1738
Ion  Ratio  Lower  Upper
 42  100
 72   30.3   39.0   58.6#
 71   30.1   36.9   55.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1677 (7.165 min): VN061429.D (-1648) (-)
42
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130

93
53 114 207
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50

m/z-->
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40 60 80 100 120 140 160 180 200
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50

m/z-->

Abundance Scan 1681 (7.178 min): VN061485.D (-1584) (-)
42
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Time-->

Abundance Ion  42.00 (41.70 to 42.70): VN061485.D

  7.18

Ion  72.00 (71.70 to 72.70): VN061485.D
Ion  71.00 (70.70 to 71.70): VN061485.D
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#33
1,2-Dichloroethane-d4
Concen:   41.987 ug/l  
RT: 7.99 min  Scan# 1932
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 65 Resp:  196588
Ion  Ratio  Lower  Upper
 65  100
 67   52.3    0.0  101.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1932 (7.985 min): VN061429.D (-1914) (-)
78
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51

10239
207
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m/z-->
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50

m/z-->

Abundance Scan 1932 (7.985 min): VN061485.D (-1839) (-)
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Time-->

Abundance Ion  64.90 (64.60 to 65.60): VN061485.D

  7.99

Ion  66.90 (66.60 to 67.60): VN061485.D

#34
1,4-Difluorobenzene
Concen:   50.000 ug/l  
RT: 8.55 min  Scan# 2107
Delta R.T.   -0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:114 Resp:  555604
Ion  Ratio  Lower  Upper
114  100
 63   19.1    0.0   40.8 
 88   15.5    0.0   30.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2108 (8.551 min): VN061429.D (-2090) (-)
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Abundance Scan 2107 (8.548 min): VN061485.D (-2015) (-)
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Time-->

Abundance Ion 113.90 (113.60 to 114.60): VN061485.D

  8.55

Ion  63.00 (62.70 to 63.70): VN061485.D
Ion  87.90 (87.60 to 88.60): VN061485.D
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#35
Dibromofluoromethane
Concen:   49.198 ug/l  
RT: 7.54 min  Scan# 1795
Delta R.T.   -0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:113 Resp:  143199
Ion  Ratio  Lower  Upper
113  100
111  103.2   80.6  121.0 
192   17.9   13.2   19.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1796 (7.548 min): VN061429.D (-1777) (-)
97 113
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4736 160171 207
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0

50

m/z-->

Abundance
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79 192
91 160 20744 17155

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1795 (7.545 min): VN061485.D (-1703) (-)
111
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93 16017141
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0

20000

40000

60000

80000

Time-->

Abundance Ion 112.80 (112.50 to 113.50): VN061485.D

  7.54

Ion 110.80 (110.50 to 111.50): VN061485.D
Ion 191.70 (191.40 to 192.40): VN061485.D

#50
Toluene-d8
Concen:   49.780 ug/l  
RT: 10.06 min  Scan# 2577
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 98 Resp:  672041
Ion  Ratio  Lower  Upper
 98  100
100   66.2   51.8   77.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2577 (10.059 min): VN061429.D (-2561) (-)
98

42 7054
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50

m/z-->

Abundance
98

7042 54
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50

m/z-->

Abundance Scan 2577 (10.059 min): VN061485.D (-2484) (-)
98
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10.00 10.10 10.20

0
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300000

400000

Time-->

Abundance Ion  98.00 (97.70 to 98.70): VN061485.D

 10.06

Ion 100.00 (99.70 to 100.70): VN061485.D
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#51
4-Methyl-2-Pentanone
Concen:    3.515 ug/l  
RT: 9.95 min  Scan# 2544
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 43 Resp:   15735
Ion  Ratio  Lower  Upper
 43  100
 58   44.5   33.4   50.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2544 (9.953 min): VN061429.D (-2524) (-)
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Time-->

Abundance Ion  43.00 (42.70 to 43.70): VN061485.D

  9.95

Ion  58.00 (57.70 to 58.70): VN061485.D

#52
Toluene
Concen:    0.648 ug/l  
RT: 10.12 min  Scan# 2597
Delta R.T.   -0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 92 Resp:    6514
Ion  Ratio  Lower  Upper
 92  100
 91  188.2  138.0  207.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2598 (10.127 min): VN061429.D (-2579) (-)
91
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Abundance Scan 2597 (10.124 min): VN061485.D (-2505) (-)
91
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42 191109 163174 20712954
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2000

4000
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Time-->

Abundance Ion  92.00 (91.70 to 92.70): VN061485.D

 10.12

Ion  91.00 (90.70 to 91.70): VN061485.D
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#62
4-Bromofluorobenzene
Concen:   53.787 ug/l  
RT: 12.38 min  Scan# 3298
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 95 Resp:  271292
Ion  Ratio  Lower  Upper
 95  100
174   78.0    0.0  141.2 
176   75.0    0.0  137.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3297 (12.374 min): VN061429.D (-3283) (-)
95

174

75

50

117 141 207 281157

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

50

m/z-->

Abundance
95

174

75
156141

50
115

190 207 281

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

50

m/z-->

Abundance Scan 3298 (12.378 min): VN061485.D (-3204) (-)
95

174

75
156141

50
115

193 281

12.30 12.35 12.40 12.45

0

50000

100000

150000

200000

Time-->

Abundance Ion  94.90 (94.60 to 95.60): VN061485.D

 12.38

Ion 173.80 (173.50 to 174.50): VN061485.D
Ion 175.80 (175.50 to 176.50): VN061485.D

#63
Chlorobenzene-d5
Concen:   50.000 ug/l  
RT: 11.38 min  Scan# 2988
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:117 Resp:  528878
Ion  Ratio  Lower  Upper
117  100
 82   54.0   45.2   67.8 
119   32.1   25.3   37.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2988 (11.381 min): VN061429.D (-2972) (-)
117

82

54

40
9966 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
117

82

54
40 145 159 17412810565 193 20893

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2988 (11.381 min): VN061485.D (-2895) (-)
117

82

54
40 145 17366 99 193130 159 208

11.30 11.40 11.50

0

100000

200000

300000

400000

Time-->

Abundance Ion 116.90 (116.60 to 117.60): VN061485.D

 11.38

Ion  82.00 (81.70 to 82.70): VN061485.D
Ion 118.90 (118.60 to 119.60): VN061485.D
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#67
Ethyl Benzene
Concen:    0.945 ug/l  
RT: 11.48 min  Scan# 3020
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion: 91 Resp:   18610
Ion  Ratio  Lower  Upper
 91  100
106   38.4   24.6   36.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3020 (11.484 min): VN061429.D (-3004) (-)
91

106
133

11751 65 7839 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

106 145
15941 55 69 193131119 174

80 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3020 (11.484 min): VN061485.D (-2927) (-)
91

106
193

119 147 159 17365 79 131 20839 51

11.45 11.50 11.55

0

5000

10000

15000

Time-->

Abundance Ion  91.00 (90.70 to 91.70): VN061485.D

 11.48

Ion 106.00 (105.70 to 106.70): VN061485.D

#68
m/p-Xylenes
Concen:    4.979 ug/l  
RT: 11.59 min  Scan# 3053
Delta R.T.   -0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:106 Resp:   37209
Ion  Ratio  Lower  Upper
106  100
 91  203.8  163.0  244.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3054 (11.593 min): VN061429.D (-3038) (-)
91

106

775139 65
207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

106

145
7739 13151 63 117 174159 188 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3053 (11.590 min): VN061485.D (-2961) (-)
91

106

7739 51 14565 160131118 174 187 202

11.55 11.60 11.65

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VN061485.D

 11.59

Ion  91.00 (90.70 to 91.70): VN061485.D
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#69
o-Xylene
Concen:    5.173 ug/l  
RT: 11.92 min  Scan# 3156
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:106 Resp:   37409
Ion  Ratio  Lower  Upper
106  100
 91  210.0  107.9  323.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3156 (11.921 min): VN061429.D (-3141) (-)
91

106

7851
39 63

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91 156

141

106

77 128
5139 63 117

174 193 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3156 (11.921 min): VN061485.D (-3063) (-)
91 156

141

106

77 12851 6339
117 171 186 202

11.85 11.90 11.95

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 106.00 (105.70 to 106.70): VN061485.D

 11.92

Ion  91.00 (90.70 to 91.70): VN061485.D

#72
1,4-Dichlorobenzene-d4
Concen:   50.000 ug/l  
RT: 13.32 min  Scan# 3590
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:152 Resp:  289731
Ion  Ratio  Lower  Upper
152  100
115   62.2   30.9   92.5 
150  142.1    0.0  349.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3590 (13.316 min): VN061429.D (-3576) (-)
150

1157852

40 9966

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150

115

78
52

12840 63 89 173102 186139 200161

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3590 (13.316 min): VN061485.D (-3497) (-)
150

115

78
52

38 8963 128139100 161172 186 200

13.20 13.30 13.40

0

100000

200000

300000

Time-->

Abundance Ion 151.90 (151.60 to 152.60): VN061485.D

 13.32

Ion 114.90 (114.60 to 115.60): VN061485.D
Ion 149.90 (149.60 to 150.60): VN061485.D
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#84
1,2,4-Trimethylbenzene
Concen:    1.565 ug/l  
RT: 13.01 min  Scan# 3496
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:105 Resp:   29820
Ion  Ratio  Lower  Upper
105  100
120   42.2   22.4   67.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3496 (13.014 min): VN061429.D (-3472) (-)
105

120

77 91 16739 51 65 132 200

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

41 55 69 120
14581

159 193173131
93 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3496 (13.014 min): VN061485.D (-3403) (-)
105

120
193

81
17269 14341 1599253 208

12.95 13.00 13.05 13.10

0

5000

10000

15000

20000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN061485.D

 13.01

Ion 120.00 (119.70 to 120.70): VN061485.D

#85
sec-Butylbenzene
Concen:    0.352 ug/l  
RT: 13.15 min  Scan# 3537
Delta R.T.   0.00 min
Lab File:   VN061485.D
Acq: 19 May 2020  15:56    

Tgt Ion:105 Resp:    7762
Ion  Ratio  Lower  Upper
105  100
134   16.3    9.8   29.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3537 (13.146 min): VN061429.D (-3521) (-)
105

1349177
5139 65 117 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
141 156

115 1285541 69 9781 188173
202

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3537 (13.146 min): VN061485.D (-3444) (-)
141 156

115 1287751 63 9739 188171 200

13.10 13.15 13.20

0

2000

4000

6000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): VN061485.D

 13.15

Ion 134.00 (133.70 to 134.70): VN061485.D

VN061485.D  82N051820W.M      Wed May 20 14:28:17 2020      Page 11

Instrument :
MSVOA_N
ClientSampleId :
1364


