
                                        Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\voasrv\HPCHEM1\MSVOA_L\Data\VL092524\
  Data File : VL041628.D                                          
  Acq On    : 25 Sep 2024  17:57
  Operator  : SY/MD
  Sample    : P4199‐01 4X
  Misc      : 400mL/MSVOA_L
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Time: Sep 26 01:22:58 2024
  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_L\methods\VL091624AIR.M
  Quant Title  : AIR ANALYSIS BY METHOD TO‐15   Instrument: MSVOA_LFri Aug 26 06:05:16 2022
  QLast Update : Tue Sep 17 09:12:21 2024
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
   Internal Standards
     1) Bromochloromethane          5.172   49  1042778    10.000 ppbv     0.00
    33) 1,4‐Difluorobenzene         6.635  114  2753078    10.000 ppbv     0.00
    55) Chlorobenzene‐d5           11.449  117  2544295    10.000 ppbv     0.00
 
   System Monitoring Compounds                                        
    68) 1‐Bromo‐4‐Fluorobenzene    13.760   95  1880097    10.038 ppbv    0.00  
     Spiked Amount     10.000   Range  65 ‐ 135    Recovery   =  100.400% 
 
   Target Compounds                                                   Qvalue
     2) Dichlorodifluoromethane     2.700   85    42183     0.280 ppbv      90
     4) Chloromethane               2.783   50    15289     0.220 ppbv      97
     5) Vinyl Chloride              2.893   62     3307m    0.055 ppbv        
     9) Propene                     2.668   41   361588     6.778 ppbv      97
    10) Heptane                     7.565   43   238875     1.912 ppbv      99
    11) Trichlorofluoromethane      3.536  101    80383     0.502 ppbv      96
    13) Ethanol                     3.217   45   127562    31.804 ppbv      98
    15) Acetone                     3.439   43  3473232    26.531 ppbv #    86
    17) tert‐Butyl alcohol          3.867   59    61003     0.530 ppbv      96
    20) Methylene Chloride          3.909   84    21097     0.429 ppbv #    80
    26) Hexane                      5.192   57   174378     1.779 ppbv #    38
    27) Carbon Disulfide            4.102   76    91194     0.875 ppbv #    89
    29) Chloroform                  5.253   83    28575m    0.178 ppbv        
    30) Cyclohexane                 6.584   84    25340m    0.335 ppbv        
    31) cis‐1,2‐Dichloroethene      5.066   61     3770m    0.041 ppbv        
    32) 1,1,1‐Trichloroethane       5.989   97     8548m    0.060 ppbv        
    34) 2‐Butanone                  4.761   43  3491583    26.597 ppbv      98
    35) Carbon Tetrachloride        6.468  117     8071m    0.060 ppbv        
    36) Benzene                     6.352   78   124888     0.653 ppbv      94
    38) Trichloroethene             7.285  130     7066m    0.072 ppbv        
    50) 4‐Methyl‐2‐Pentanone        8.175   43    82469m    0.407 ppbv        
    51) 2‐Hexanone                  9.542   43   338027     2.204 ppbv #    95
    52) Tetrachloroethene          10.603  164   612628     8.849 ppbv      96
    53) Toluene                     9.204   91   792738     3.906 ppbv      98
    58) Ethyl Benzene              12.076   91   144884     0.532 ppbv      97
    59) m/p‐Xylene                 12.333   91   546655     2.255 ppbv      97
    60) o‐Xylene                   13.047   91   150135m    0.646 ppbv        
    72) 4‐Ethyltoluene             15.178  105    55206     0.203 ppbv #    92
    73) 1,3,5‐Trimethylbenzene     15.336  105    34591m    0.144 ppbv        
    74) 1,2,4‐Trimethylbenzene     16.095  105   141805     0.505 ppbv #    67
   ‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐‐
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: VL041628.D\data.ms
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#1
Bromochloromethane
Concen:   10.000 ppbv  
RT:   5.172 min  Scan# 799
Delta R.T.  0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 49 Resp: 1042778
Ion  Ratio  Lower  Upper
 49  100
128   45.7   23.8   71.5 
130   58.3   30.4   91.3 

Ref
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Sub
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Abundance
 5.172

#2
Dichlorodifluoromethane
Concen:    0.280 ppbv  
RT:   2.700 min  Scan# 30
Delta R.T.  ‐0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 85 Resp:   42183
Ion  Ratio  Lower  Upper
 85  100
 87   27.4   26.3   39.5 

Ref

Raw

Sub
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Abundance Scan 33 (2.709 min): VL041592.D\data.ms (-24) 
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205.6111.5 141.8
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Time-->

Abundance
 2.700
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#4
Chloromethane
Concen:    0.220 ppbv  
RT:   2.783 min  Scan# 56
Delta R.T.  ‐0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 50 Resp:   15289
Ion  Ratio  Lower  Upper
 50  100
 52   33.4   25.4   38.2 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 58 (2.790 min): VL041592.D\data.ms (-50) 
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Abundance Scan 56 (2.783 min): VL041628.D\data.ms (-1) (-
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0

5000

10000

Time-->

Abundance
 2.783

#5
Vinyl Chloride
Concen:    0.055 ppbv m
RT:   2.893 min  Scan# 90
Delta R.T.  ‐0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 62 Resp:    3307
Ion  Ratio  Lower  Upper
 62  100
 64   26.7   26.0   39.0 

Ref
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Sub
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50
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Abundance
 2.893
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#9
Propene
Concen:    6.778 ppbv  
RT:   2.668 min  Scan# 20
Delta R.T.  ‐0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 41 Resp:  361588
Ion  Ratio  Lower  Upper
 41  100
 42   66.5   55.2   82.8 

Ref
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Sub
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Abundance
 2.668

#10
Heptane
Concen:    1.912 ppbv  
RT:   7.565 min  Scan# 1543
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 43 Resp:  238875
Ion  Ratio  Lower  Upper
 43  100
 57   50.7   39.8   59.8 

Ref
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Sub
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Abundance
 7.565
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#11
Trichlorofluoromethane
Concen:    0.502 ppbv  
RT:   3.536 min  Scan# 290
Delta R.T.  ‐0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:101 Resp:   80383
Ion  Ratio  Lower  Upper
101  100
103   67.1   51.2   76.8 

Ref

Raw

Sub
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Abundance
 3.536

#13
Ethanol
Concen:   31.804 ppbv  
RT:   3.217 min  Scan# 191
Delta R.T.  ‐0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 45 Resp:  127562
Ion  Ratio  Lower  Upper
 45  100
 46   39.2   15.2   60.8 

Ref
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Sub
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Abundance Scan 193 (3.224 min): VL041592.D\data.ms (-18
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Abundance
 3.218
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#15
Acetone
Concen:   26.531 ppbv  
RT:   3.439 min  Scan# 260
Delta R.T.  ‐0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 43 Resp: 3473232
Ion  Ratio  Lower  Upper
 43  100
 58   33.9   21.5   32.3#

Ref

Raw

Sub
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Abundance
 3.439

#17
tert‐Butyl alcohol
Concen:    0.530 ppbv  
RT:   3.867 min  Scan# 393
Delta R.T.  0.016 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 59 Resp:   61003
Ion  Ratio  Lower  Upper
 59  100
 57   12.3    8.7   13.1 

Ref
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Abundance
 3.867
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#20
Methylene Chloride
Concen:    0.429 ppbv  
RT:   3.909 min  Scan# 406
Delta R.T.  0.000 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 84 Resp:   21097
Ion  Ratio  Lower  Upper
 84  100
 49  116.2  124.3  186.5#
 51   45.6   36.3   54.5 
 86   64.2   47.4   71.2 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 406 (3.909 min): VL041592.D\data.ms (-39
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Abundance Scan 406 (3.909 min): VL041628.D\data.ms (-25
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20000

Time-->

Abundance

 3.909

#26
Hexane
Concen:    1.779 ppbv  
RT:   5.192 min  Scan# 805
Delta R.T.  0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 57 Resp:  174378
Ion  Ratio  Lower  Upper
 57  100
 41  109.3   75.7  113.5 
 43   90.2  198.5  297.7#
 56   62.4   44.1   66.1 

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 804 (5.188 min): VL041592.D\data.ms (-78
43.0

57.1

129.986.071.1 100.2 115.8

40 60 80 100 120
0

50

m/z-->

Abundance Scan 805 (5.192 min): VL041628.D\data.ms
49.0

129.9

92.9
78.9

64.0 113.7

40 60 80 100 120
0

50

m/z-->

Abundance Scan 805 (5.192 min): VL041628.D\data.ms (-64
49.0

129.9

92.9
78.8

62.9 113.7

5.10 5.20

0

20000

40000

60000

80000

100000

Time-->

Abundance
 5.192
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#27
Carbon Disulfide
Concen:    0.875 ppbv  
RT:   4.102 min  Scan# 466
Delta R.T.  0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 76 Resp:   91194
Ion  Ratio  Lower  Upper
 76  100
 44   26.3   15.8   23.8#
 78   11.1    7.5   11.3 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 465 (4.098 min): VL041592.D\data.ms (-45
76.0

44.0

136.0 260.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 466 (4.102 min): VL041628.D\data.ms
75.9

44.0

122.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 466 (4.102 min): VL041628.D\data.ms (-30
75.9

37.9 122.9

4.05 4.10

0

20000

40000

60000

Time-->

Abundance
 4.102

#29
Chloroform
Concen:    0.178 ppbv m
RT:   5.253 min  Scan# 824
Delta R.T.  0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 83 Resp:   28575
Ion  Ratio  Lower  Upper
 83  100
 85   59.8   53.8   80.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 823 (5.250 min): VL041592.D\data.ms (-80
83.0

47.0

117.0 184.5

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 824 (5.253 min): VL041628.D\data.ms
83.0

49.0

129.8

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 824 (5.253 min): VL041628.D\data.ms (-66
83.0

49.0

129.8

5.20 5.25 5.30

0

5000

10000

15000

Time-->

Abundance
 5.253
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#30
Cyclohexane
Concen:    0.335 ppbv m
RT:   6.584 min  Scan# 1238
Delta R.T.  0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 84 Resp:   25340
Ion  Ratio  Lower  Upper
 84  100
 56  115.1  111.5  167.3 
 41  101.7   70.9  106.3 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1236 (6.577 min): VL041592.D\data.ms (-1
56.0

94.0 169.6 282.5

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1238 (6.584 min): VL041628.D\data.ms
56.0

117.8 221.7

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1238 (6.584 min): VL041628.D\data.ms (-1
56.0

117.8 221.7

6.50 6.55 6.60

0

10000

20000

30000

40000

Time-->

Abundance

 6.584

#31
cis‐1,2‐Dichloroethene
Concen:    0.041 ppbv m
RT:   5.066 min  Scan# 766
Delta R.T.  0.013 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 61 Resp:    3770
Ion  Ratio  Lower  Upper
 61  100
 96   65.6   53.5   80.3 
 98   26.6   33.7   50.5#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 762 (5.053 min): VL041592.D\data.ms (-74
61.0

96.0

37.0 132.7 162.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 766 (5.066 min): VL041628.D\data.ms
43.1

95.9

63.0

174.3

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 766 (5.066 min): VL041628.D\data.ms (-60
60.9

95.9

39.0

174.3

5.00 5.05 5.10

0

500

1000

1500

2000

Time-->

Abundance
 5.066
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#32
1,1,1‐Trichloroethane
Concen:    0.060 ppbv m
RT:   5.989 min  Scan# 1053
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 97 Resp:    8548
Ion  Ratio  Lower  Upper
 97  100
 99   54.6   51.0   76.4 
 61   53.5   41.0   61.6 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1050 (5.979 min): VL041592.D\data.ms (-1
97.0

61.0

279.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1053 (5.989 min): VL041628.D\data.ms
96.9

44.0

129.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1053 (5.989 min): VL041628.D\data.ms (-8
96.9

61.1

139.7

5.95 6.00 6.05

0

1000

2000

3000

4000

Time-->

Abundance
 5.989

#33
1,4‐Difluorobenzene
Concen:   10.000 ppbv  
RT:   6.635 min  Scan# 1254
Delta R.T.  0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:114 Resp: 2753078
Ion  Ratio  Lower  Upper
114  100
 63   25.4   20.2   30.2 
 88   17.7   14.2   21.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1252 (6.629 min): VL041592.D\data.ms (-1
114.1

63.0

37.1 229.6

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1254 (6.635 min): VL041628.D\data.ms
114.1

63.0

37.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1254 (6.635 min): VL041628.D\data.ms (-1
114.1

63.0

37.0

6.60 6.70

0

500000

1000000

Time-->

Abundance
 6.635
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#34
2‐Butanone
Concen:   26.597 ppbv  
RT:   4.761 min  Scan# 671
Delta R.T.  0.000 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 43 Resp: 3491583
Ion  Ratio  Lower  Upper
 43  100
 72   22.1   16.8   25.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 671 (4.761 min): VL041592.D\data.ms (-66
43.0

72.1
57.0

85.7 97.8

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 671 (4.761 min): VL041628.D\data.ms
43.0

72.1
57.0

86.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 671 (4.761 min): VL041628.D\data.ms (-51
43.0

72.0
57.0

86.0

4.70 4.80 4.90

0

500000

1000000

1500000

Time-->

Abundance
 4.761

#35
Carbon Tetrachloride
Concen:    0.060 ppbv m
RT:   6.468 min  Scan# 1202
Delta R.T.  ‐0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:117 Resp:    8071
Ion  Ratio  Lower  Upper
117  100
119   79.0   76.8  115.2 
121   23.0   25.0   37.6#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1203 (6.471 min): VL041592.D\data.ms (-1
116.9

47.0 81.8

163.2 214.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1202 (6.468 min): VL041628.D\data.ms
117.0

43.2

81.8

250.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1202 (6.468 min): VL041628.D\data.ms (-1
117.0

38.8 72.0
250.0

6.40 6.45 6.50

0

1000

2000

3000

4000

Time-->

Abundance

 6.468
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#36
Benzene
Concen:    0.653 ppbv  
RT:   6.352 min  Scan# 1166
Delta R.T.  0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 78 Resp:  124888
Ion  Ratio  Lower  Upper
 78  100
 77   18.1   17.8   26.6 
 50   20.4   15.4   23.0 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1164 (6.346 min): VL041592.D\data.ms (-1
78.1

39.0
111.8 155.5 189.2

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1166 (6.352 min): VL041628.D\data.ms
78.0

39.0
254.7

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1166 (6.352 min): VL041628.D\data.ms (-1
78.0

39.0
254.7

6.25 6.30 6.35 6.40

0

20000

40000

60000

Time-->

Abundance
 6.352

#38
Trichloroethene
Concen:    0.072 ppbv m
RT:   7.285 min  Scan# 1456
Delta R.T.  0.019 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:130 Resp:    7066
Ion  Ratio  Lower  Upper
130  100
 95   91.2   87.7  131.5 
132   70.2   74.5  111.7#
 97   79.6   56.3   84.5 

Ref

Raw

Sub

50 100 150 200
0

50

m/z-->

Abundance Scan 1450 (7.266 min): VL041592.D\data.ms (-1
95.0 129.9

60.0

50 100 150 200
0

50

m/z-->

Abundance Scan 1456 (7.285 min): VL041628.D\data.ms
41.0

70.1
129.9

98.2
246.2

50 100 150 200
0

50

m/z-->

Abundance Scan 1456 (7.285 min): VL041628.D\data.ms (-1
41.0

70.0
129.9

99.1
236.3

7.20 7.25 7.30 7.35

0

1000

2000

3000

4000

Time-->

Abundance

 7.285
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#50
4‐Methyl‐2‐Pentanone
Concen:    0.407 ppbv m
RT:   8.175 min  Scan# 1733
Delta R.T.  0.019 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 43 Resp:   82469
Ion  Ratio  Lower  Upper
 43  100
 58   27.5   27.8   41.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1727 (8.156 min): VL041592.D\data.ms (-1
43.0

85.0
110.7

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1733 (8.175 min): VL041628.D\data.ms
43.0

85.0
110.2 201.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1733 (8.175 min): VL041628.D\data.ms (-1
43.0

85.0
110.2 201.2

8.10 8.20 8.30

0

5000

10000

15000

20000

25000

Time-->

Abundance
 8.175

#51
2‐Hexanone
Concen:    2.204 ppbv  
RT:   9.542 min  Scan# 2158
Delta R.T.  0.016 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 43 Resp:  338027
Ion  Ratio  Lower  Upper
 43  100
 58   43.1   37.2   55.8 
 98    1.4    0.5    0.7#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2153 (9.526 min): VL041592.D\data.ms (-2
43.0

100.1
185.5

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2158 (9.542 min): VL041628.D\data.ms
43.0

100.1
136.3 206.8 286.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2158 (9.542 min): VL041628.D\data.ms (-1
43.0

100.1
136.3 206.8 286.9

9.50 9.60

0

50000

100000

150000

Time-->

Abundance
 9.542
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#52
Tetrachloroethene
Concen:    8.849 ppbv  
RT:  10.603 min  Scan# 2488
Delta R.T.  0.013 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:164 Resp:  612628
Ion  Ratio  Lower  Upper
164  100
166  127.5   99.4  149.2 
129  106.4   83.5  125.3 
131  103.6   76.5  114.7 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2484 (10.590 min): VL041592.D\data.ms (-
165.9128.9

94.0

47.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2488 (10.603 min): VL041628.D\data.ms
165.9128.9

94.0

47.0

206.9 246.5

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2488 (10.603 min): VL041628.D\data.ms (-
165.9128.9

94.0

47.0

206.9 246.5

10.50 10.60 10.70

0

100000

200000

300000

Time-->

Abundance

10.603

#53
Toluene
Concen:    3.906 ppbv  
RT:   9.204 min  Scan# 2053
Delta R.T.  0.006 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 91 Resp:  792738
Ion  Ratio  Lower  Upper
 91  100
 92   59.9   48.9   73.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2051 (9.198 min): VL041592.D\data.ms (-2
91.1

39.0
125.7

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2053 (9.204 min): VL041628.D\data.ms
91.1

39.0
299.8

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2053 (9.204 min): VL041628.D\data.ms (-1
91.1

39.0
299.8

9.10 9.20 9.30

0

100000

200000

300000

Time-->

Abundance
 9.204
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#55
Chlorobenzene‐d5
Concen:   10.000 ppbv  
RT:  11.449 min  Scan# 2751
Delta R.T.  0.003 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:117 Resp: 2544295
Ion  Ratio  Lower  Upper
117  100
 82   63.1   49.4   74.2 
119   32.8   24.4   36.6 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2750 (11.445 min): VL041592.D\data.ms (-
117.1

82.0

40.0
161.1196.0 289.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2751 (11.449 min): VL041628.D\data.ms
117.1

82.1

40.0
275.6

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2751 (11.449 min): VL041628.D\data.ms (-
117.1

82.0

40.0
275.6

11.40 11.50

0

200000

400000

600000

800000

1000000

Time-->

Abundance
11.449

#58
Ethyl Benzene
Concen:    0.532 ppbv  
RT:  12.076 min  Scan# 2946
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 91 Resp:  144884
Ion  Ratio  Lower  Upper
 91  100
106   30.7   25.8   38.6 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2943 (12.066 min): VL041592.D\data.ms (-
91.1

51.0
127.9 271.6

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2946 (12.076 min): VL041628.D\data.ms
91.1

43.0
127.0 162.4 265.4

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2946 (12.076 min): VL041628.D\data.ms (-
91.1

43.0
127.0 162.4 265.4

12.00 12.10

0

20000

40000

60000

Time-->

Abundance
12.076
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#59
m/p‐Xylene
Concen:    2.255 ppbv  
RT:  12.333 min  Scan# 3026
Delta R.T.  ‐0.013 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 91 Resp:  546655
Ion  Ratio  Lower  Upper
 91  100
106   47.9   36.8   55.2 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3030 (12.346 min): VL041592.D\data.ms (-
91.1

51.0
170.9122.1 249.5

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3026 (12.333 min): VL041628.D\data.ms
91.1

39.0
155.1 192.1 248.2121.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3026 (12.333 min): VL041628.D\data.ms (-
91.1

39.0
121.9 155.1 192.1 248.2

12.20 12.30 12.40

0

50000

100000

150000

Time-->

Abundance
12.333

#60
o‐Xylene
Concen:    0.646 ppbv m
RT:  13.047 min  Scan# 3248
Delta R.T.  0.013 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 91 Resp:  150135
Ion  Ratio  Lower  Upper
 91  100
106    0.0   23.1   69.3#

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3244 (13.034 min): VL041592.D\data.ms (-
91.1

51.0
132.8 165.9 201.2 259.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3248 (13.047 min): VL041628.D\data.ms
91.1

39.0

120.1 166.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 3248 (13.047 min): VL041628.D\data.ms (-
91.1

51.0
120.1 166.0

13.00 13.10

0

20000

40000

60000

Time-->

Abundance
13.047
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#68
1‐Bromo‐4‐Fluorobenzene
Concen:   10.038 ppbv  
RT:  13.760 min  Scan# 3470
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion: 95 Resp: 1880097
Ion  Ratio  Lower  Upper
 95  100
174   70.7   55.8   83.8 
175    5.1    4.1    6.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3467 (13.751 min): VL041592.D\data.ms (-
95.0

174.0
75.0

50.0

116.9 140.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3470 (13.760 min): VL041628.D\data.ms
95.0

174.0
75.0

50.0

116.9 140.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 3470 (13.760 min): VL041628.D\data.ms (-
95.0

174.0
75.0

50.0

116.9 143.0

13.70 13.80

0

200000

400000

600000

800000

Time-->

Abundance
13.760

#72
4‐Ethyltoluene
Concen:    0.203 ppbv  
RT:  15.178 min  Scan# 3911
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:105 Resp:   55206
Ion  Ratio  Lower  Upper
105  100
120   32.1   24.1   36.1 
 91   20.4   10.2   15.2#
 77   17.1   10.9   16.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3908 (15.169 min): VL041592.D\data.ms (-
105.1

77.039.0
133.7 173.5 208.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3911 (15.178 min): VL041628.D\data.ms
105.1

76.939.1
176.1 206.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3911 (15.178 min): VL041628.D\data.ms (-
105.1

77.9 176.144.0 206.8

15.15 15.20 15.25

0

10000

20000

30000

Time-->

Abundance

15.178
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#73
1,3,5‐Trimethylbenzene
Concen:    0.144 ppbv m
RT:  15.336 min  Scan# 3960
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:105 Resp:   34591
Ion  Ratio  Lower  Upper
105  100
120   37.4   39.4   59.0#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 3957 (15.326 min): VL041592.D\data.ms (-
105.1

39.0
181.8 299.5

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 3960 (15.336 min): VL041628.D\data.ms
105.1

39.0
175.6

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 3960 (15.336 min): VL041628.D\data.ms (-
105.1

50.9 175.6

15.30 15.40

0

5000

10000

15000

Time-->

Abundance
15.336

#74
1,2,4‐Trimethylbenzene
Concen:    0.505 ppbv  
RT:  16.095 min  Scan# 4196
Delta R.T.  0.010 min
Lab File:   VL041628.D
Acq: 25 Sep 2024  17:57    

Tgt Ion:105 Resp:  141805
Ion  Ratio  Lower  Upper
105  100
120   42.2   39.9   59.9 
 91   12.9   42.6   63.8#
 77   10.8   18.2   27.2#

Ref

Raw

Sub

50 100 150 200
0

50

m/z-->

Abundance Scan 4193 (16.085 min): VL041592.D\data.ms (-
105.1

77.0
39.0 134.1

175.7 214.9242.6

50 100 150 200
0

50

m/z-->

Abundance Scan 4196 (16.095 min): VL041628.D\data.ms
105.1

57.2
134.2 173.9

50 100 150 200
0

50

m/z-->

Abundance Scan 4196 (16.095 min): VL041628.D\data.ms (-
105.1

77.141.0
140.2 175.6

16.00 16.10

0

20000

40000

60000

Time-->

Abundance
16.095
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