
                              Quantitation Report    (QT Reviewed)
 
  Data Path : Z:\VOASRV\HPCHEM1\MSVOA_L\DATA\VL112321\
  Data File : VL038121.D                                          
  Acq On    : 24 Nov 2021   5:19
  Operator  : SY/AP
  Sample    : M4805-03
  Misc      : 400mL/MSVOA_L
  ALS Vial  : 1   Sample Multiplier: 1
 
  Quant Time: Nov 26 05:54:06 2021
  Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_L\METHODS\VL111821AIR.M
  Quant Title  : AIR ANALYSIS BY METHOD TO-15   Instrument: MSVOA_LThu Nov 18 13:16:09 2021
  QLast Update : Thu Nov 18 13:16:09 2021
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) Bromochloromethane           5.65   49   887104    10.00 ppbv   -0.02
    33) 1,4-Difluorobenzene          7.15  114  2485477    10.00 ppbv   -0.02
    55) Chlorobenzene-d5            12.06  117  2175961    10.00 ppbv   -0.02
 
   System Monitoring Compounds                                        
    68) 1-Bromo-4-Fluorobenzene     14.39   95  1743643    11.11 ppbv   -0.02  
     Spiked Amount     10.000   Range  65 - 135    Recovery   =  111.10% 
 
   Target Compounds                                                   Qvalue
     2) Dichlorodifluoromethane      3.05   85    31484m    0.215 ppbv        
     9) Propene                      3.02   41    35513     0.518 ppbv #    82
    10) Heptane                      8.10   43    26056m    0.154 ppbv        
    11) Trichlorofluoromethane       3.94  101    53383     0.383 ppbv      95
    13) Ethanol                      3.60   45   250893m   37.841 ppbv        
    15) Acetone                      3.84   43  1500505    19.509 ppbv      99
    19) Isopropyl Alcohol            3.97   45   159908     2.877 ppbv #     1
    20) Methylene Chloride           4.34   84    69054     1.603 ppbv      89
    26) Hexane                       5.67   57    71563     0.581 ppbv #    50
    27) Carbon Disulfide             4.55   76    11231m    0.102 ppbv        
    34) 2-Butanone                   5.23   43   215882     2.154 ppbv      99
    35) Carbon Tetrachloride         7.00  117     9370m    0.054 ppbv        
    36) Benzene                      6.87   78    70247     0.283 ppbv      94
    50) 4-Methyl-2-Pentanone         8.74   43    42899m    0.282 ppbv        
    51) 2-Hexanone                  10.12   43    48516m    0.678 ppbv        
    52) Tetrachloroethene           11.19  164    11189m    0.122 ppbv        
    53) Toluene                      9.78   91   106647     0.374 ppbv      99
    59) m/p-Xylene                  12.94   91    77925m    0.257 ppbv        
    60) o-Xylene                    13.66   91    33495     0.119 ppbv      93
    61) Styrene                     13.50  104    49705     0.330 ppbv      92
    62) Isopropylbenzene            14.64  105   261301     0.655 ppbv      97
    74) 1,2,4-Trimethylbenzene      16.73  105    38453m    0.125 ppbv        
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
Bromochloromethane
Concen:   10.000 ppbv  
RT: 5.65 min  Scan# 891
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 49 Resp:  887104
Ion  Ratio  Lower  Upper
 49  100
128   48.2   26.5   79.5 
130   61.5   32.5   97.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 896 (5.668 min): VL038046.D (-881) (-)
43.0

129.9

92.970.0

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

50

m/z-->

Abundance
49.0

129.9

92.9

71.4 168.5 260.4

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

50

m/z-->

Abundance Scan 891 (5.651 min): VL038121.D (-741) (-)
49.0

129.9

92.9

70.1 168.5 260.4

5.55 5.60 5.65 5.70 5.75

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion  49.10 (48.80 to 49.80): VL038121.D

  5.65

Ion 128.00 (127.70 to 128.70): VL038121.D
Ion 130.00 (129.70 to 130.70): VL038121.D

#2
Dichlorodifluoromethane
Concen:    0.215 ppbv m
RT: 3.05 min  Scan# 81
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 85 Resp:   31484
Ion  Ratio  Lower  Upper
 85  100
 87   31.2   25.8   38.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 83 (3.054 min): VL038046.D (-74) (-)
85.0

50.0
105.0124.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
85.0

113.0

51.0

180.9
144.9 231.1200.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 81 (3.047 min): VL038121.D (-1) (-)
85.0

113.0

51.0

180.9
144.9 231.1210.4

3.00 3.05 3.10

0

5000

10000

15000

20000

Time-->

Abundance Ion  85.00 (84.70 to 85.70): VL038121.D

  3.05

Ion  87.00 (86.70 to 87.70): VL038121.D
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#9
Propene
Concen:    0.518 ppbv  
RT: 3.02 min  Scan# 72
Delta R.T.   0.00 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 41 Resp:   35513
Ion  Ratio  Lower  Upper
 41  100
 42   53.0   53.8   80.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 71 (3.015 min): VL038046.D (-59) (-)
41.0

67.0

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

50

m/z-->

Abundance
39.0

69.0

113.0

181.0

230.9149.9 296.4

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

50

m/z-->

Abundance Scan 72 (3.018 min): VL038121.D (-1) (-)
39.0

69.0

113.0

181.0

230.9149.9 296.4

2.95 3.00 3.05

0

5000

10000

15000

20000

Time-->

Abundance Ion  41.10 (40.80 to 41.80): VL038121.D

  3.02

Ion  42.10 (41.80 to 42.80): VL038121.D

#10
Heptane
Concen:    0.154 ppbv m
RT: 8.10 min  Scan# 1652
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 43 Resp:   26056
Ion  Ratio  Lower  Upper
 43  100
 57   49.5   40.4   60.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1658 (8.118 min): VL038046.D (-1641) (-)
43.0

71.0

100.1
127.0 175.9 247.0

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

50

m/z-->

Abundance
43.0

71.0
176.0126.8

100.2
196.2

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

50

m/z-->

Abundance Scan 1652 (8.098 min): VL038121.D (-1503) (-)
43.0

71.0
176.0126.8

100.2
196.2

8.05 8.10 8.15

0

5000

10000

15000

Time-->

Abundance Ion  43.10 (42.80 to 43.80): VL038121.D

  8.10

Ion  57.10 (56.80 to 57.80): VL038121.D
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#11
Trichlorofluoromethane
Concen:    0.383 ppbv  
RT: 3.94 min  Scan# 360
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:101 Resp:   53383
Ion  Ratio  Lower  Upper
101  100
103   68.8   51.8   77.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 363 (3.954 min): VL038046.D (-349) (-)
101.0

45.0 66.0
118.9

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
101.0

43.0

66.0
119.1 184.4 206.8

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 360 (3.944 min): VL038121.D (-208) (-)
101.0

43.0

66.0
119.1 184.4 206.8

3.90 3.95

0

10000

20000

30000

Time-->

Abundance Ion 101.00 (100.70 to 101.70): VL038121.D

  3.94

Ion 103.00 (102.70 to 103.70): VL038121.D

#13
Ethanol
Concen:   37.841 ppbv m
RT: 3.60 min  Scan# 254
Delta R.T.   -0.00 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 45 Resp:  250893
Ion  Ratio  Lower  Upper
 45  100
 46   37.3   17.6   70.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 255 (3.607 min): VL038046.D (-246) (-)
45.1

267.381.8 126.9

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

50

m/z-->

Abundance
45.0

69.0 92.9 201.0118.8

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

50

m/z-->

Abundance Scan 254 (3.603 min): VL038121.D (-100) (-)
45.0

201.0113.268.0 91.0

3.50 3.55 3.60 3.65 3.70

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion  45.10 (44.80 to 45.80): VL038121.D

  3.60

Ion  46.10 (45.80 to 46.80): VL038121.D

VL038121.D  VL111821AIR.M      Mon Nov 29 05:34:26 2021      Page 5

Instrument :
MSVOA_L
ClientSampleId :
SG-ROOK-COFFEE

Manual Integrations
APPROVED

Reviewed By :Semsettin Yesilyurt     11/29/2021
Supervised By :Mahesh Dadoda     11/29/2021



#15
Acetone
Concen:   19.509 ppbv  
RT: 3.84 min  Scan# 327
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 43 Resp: 1500505
Ion  Ratio  Lower  Upper
 43  100
 58   28.8   22.4   33.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 331 (3.851 min): VL038046.D (-321) (-)
43.0

58.0

68.2 108.881.2 126.6

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

50

m/z-->

Abundance
43.0

58.1

68.8 81.8 95.1 113.1

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

50

m/z-->

Abundance Scan 327 (3.838 min): VL038121.D (-176) (-)
43.0

58.0

81.8 95.1 113.1

3.75 3.80 3.85 3.90 3.95

0

200000

400000

600000

800000

Time-->

Abundance Ion  43.10 (42.80 to 43.80): VL038121.D

  3.84

Ion  58.10 (57.80 to 58.80): VL038121.D

#19
Isopropyl Alcohol
Concen:    2.877 ppbv  
RT: 3.97 min  Scan# 368
Delta R.T.   0.00 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 45 Resp:  159908
Ion  Ratio  Lower  Upper
 45  100
 58  269.9    1.4    2.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 367 (3.967 min): VL038046.D (-354) (-)
101.0

45.0

65.9
82.0 118.9 138.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
45.0

100.859.0 83.9 127.6 181.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 368 (3.970 min): VL038121.D (-212) (-)
45.0

100.859.0 83.9 180.9116.9

3.90 3.95 4.00

0

20000

40000

60000

80000

Time-->

Abundance Ion  45.10 (44.80 to 45.80): VL038121.D

  3.97

Ion  58.10 (57.80 to 58.80): VL038121.D

VL038121.D  VL111821AIR.M      Mon Nov 29 05:34:26 2021      Page 6

Instrument :
MSVOA_L
ClientSampleId :
SG-ROOK-COFFEE

Manual Integrations
APPROVED

Reviewed By :Semsettin Yesilyurt     11/29/2021
Supervised By :Mahesh Dadoda     11/29/2021



#20
Methylene Chloride
Concen:    1.603 ppbv  
RT: 4.34 min  Scan# 482
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 84 Resp:   69054
Ion  Ratio  Lower  Upper
 84  100
 49  130.4  118.2  177.2 
 51   39.6   36.8   55.2 
 86   55.9   49.0   73.6 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 484 (4.343 min): VL038046.D (-473) (-)
49.0

84.0

69.9 107.2 173.3

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
49.0

83.9

68.8 112.6126.2

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 482 (4.336 min): VL038121.D (-329) (-)
49.0

83.9

69.8 112.6126.2

4.30 4.35 4.40
0

20000

40000

60000

80000

Time-->

Abundance Ion  84.00 (83.70 to 84.70): VL038121.D

  4.34

Ion  49.10 (48.80 to 49.80): VL038121.D
Ion  51.10 (50.80 to 51.80): VL038121.D
Ion  86.00 (85.70 to 86.70): VL038121.D

#26
Hexane
Concen:    0.581 ppbv  
RT: 5.67 min  Scan# 898
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 57 Resp:   71563
Ion  Ratio  Lower  Upper
 57  100
 41   94.4   71.4  107.2 
 43   91.4  174.6  261.8#
 56   56.2   43.2   64.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 901 (5.684 min): VL038046.D (-887) (-)
43.0

129.986.161.0
155.9 217.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
49.0

129.9

92.9

71.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 898 (5.674 min): VL038121.D (-746) (-)
49.0

129.9

92.9

71.1

5.60 5.65 5.70 5.75
0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  57.10 (56.80 to 57.80): VL038121.D

  5.67

Ion  41.10 (40.80 to 41.80): VL038121.D
Ion  43.10 (42.80 to 43.80): VL038121.D
Ion  56.10 (55.80 to 56.80): VL038121.D
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#27
Carbon Disulfide
Concen:    0.102 ppbv m
RT: 4.55 min  Scan# 547
Delta R.T.   -0.00 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 76 Resp:   11231
Ion  Ratio  Lower  Upper
 76  100
 44   39.1   14.9   22.3#
 78   12.0    7.6   11.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 548 (4.549 min): VL038046.D (-537) (-)
75.9

44.0

60.0 92.3 108.1 131.6 149.9 200.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
75.9

43.9

127.8 156.991.4

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 547 (4.545 min): VL038121.D (-393) (-)
75.9

43.9

127.8 156.991.4

4.50 4.55 4.60

0

2000

4000

6000

8000

Time-->

Abundance Ion  76.00 (75.70 to 76.70): VL038121.D

  4.55

Ion  44.10 (43.80 to 44.80): VL038121.D
Ion  78.00 (77.70 to 78.70): VL038121.D

#33
1,4-Difluorobenzene
Concen:   10.000 ppbv  
RT: 7.15 min  Scan# 1358
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:114 Resp: 2485477
Ion  Ratio  Lower  Upper
114  100
 63   26.5   19.7   29.5 
 88   19.0   14.4   21.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1364 (7.172 min): VL038046.D (-1347) (-)
114.0

63.0
88.0

37.0 265.4

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

50

m/z-->

Abundance
114.0

63.0
88.0

37.0 201.0169.4

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

50

m/z-->

Abundance Scan 1358 (7.153 min): VL038121.D (-1209) (-)
114.0

63.0
88.0

37.0 201.0169.4

7.05 7.10 7.15 7.20 7.25

0

500000

1000000

1500000

Time-->

Abundance Ion 114.10 (113.80 to 114.80): VL038121.D

  7.15

Ion  63.10 (62.80 to 63.80): VL038121.D
Ion  88.10 (87.80 to 88.80): VL038121.D
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#34
2-Butanone
Concen:    2.154 ppbv  
RT: 5.23 min  Scan# 761
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 43 Resp:  215882
Ion  Ratio  Lower  Upper
 43  100
 72   24.1   18.8   28.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 764 (5.243 min): VL038046.D (-750) (-)
43.0

72.1
57.0

85.8 104.9

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

50

m/z-->

Abundance
43.0

72.1

57.0
81.9 131.1

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

50

m/z-->

Abundance Scan 761 (5.233 min): VL038121.D (-609) (-)
43.0

72.1

57.0
81.9 131.1

5.20 5.25 5.30

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  43.10 (42.80 to 43.80): VL038121.D

  5.23

Ion  72.10 (71.80 to 72.80): VL038121.D

#35
Carbon Tetrachloride
Concen:    0.054 ppbv m
RT: 7.00 min  Scan# 1311
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:117 Resp:    9370
Ion  Ratio  Lower  Upper
117  100
119   92.1   77.7  116.5 
121   33.1   25.6   38.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1315 (7.015 min): VL038046.D (-1299) (-)
116.9

81.847.0

63.0 169.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
116.9

56.2

81.839.0

148.9 202.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1311 (7.002 min): VL038121.D (-1160) (-)
116.9

56.1

81.8
39.0

148.9 202.2

6.95 7.00 7.05

0

2000

4000

6000

Time-->

Abundance Ion 117.00 (116.70 to 117.70): VL038121.D

  7.00

Ion 119.00 (118.70 to 119.70): VL038121.D
Ion 121.00 (120.70 to 121.70): VL038121.D
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#36
Benzene
Concen:    0.283 ppbv  
RT: 6.87 min  Scan# 1270
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 78 Resp:   70247
Ion  Ratio  Lower  Upper
 78  100
 77   19.7   18.2   27.4 
 50   16.4   14.7   22.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1276 (6.889 min): VL038046.D (-1259) (-)
78.0

51.0

97.9 126.9

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
78.0

56.0

38.1 138.2 222.9191.3

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1270 (6.870 min): VL038121.D (-1121) (-)
78.0

56.0

38.1 138.2 222.9191.3

6.80 6.85 6.90 6.95

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  78.10 (77.80 to 78.80): VL038121.D

  6.87

Ion  77.10 (76.80 to 77.80): VL038121.D
Ion  50.10 (49.80 to 50.80): VL038121.D

#50
4-Methyl-2-Pentanone
Concen:    0.282 ppbv m
RT: 8.74 min  Scan# 1852
Delta R.T.   0.00 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 43 Resp:   42899
Ion  Ratio  Lower  Upper
 43  100
 58    0.0   29.4   44.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1851 (8.738 min): VL038046.D (-1836) (-)
43.0

85.0
67.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
43.0

84.9
66.9 113.7 213.9

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1852 (8.741 min): VL038121.D (-1696) (-)
43.0

84.9
66.9 113.7 223.3

8.70 8.75 8.80

0

5000

10000

15000

20000

Time-->

Abundance Ion  43.10 (42.80 to 43.80): VL038121.D

  8.74

Ion  58.10 (57.80 to 58.80): VL038121.D
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#51
2-Hexanone
Concen:    0.678 ppbv m
RT: 10.12 min  Scan# 2282
Delta R.T.   -0.01 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 43 Resp:   48516
Ion  Ratio  Lower  Upper
 43  100
 58    0.0   41.1   61.7#
 98    0.0    0.1    0.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2284 (10.131 min): VL038046.D (-2267) (-)
43.0

100.171.1
128.6

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

50

m/z-->

Abundance
43.0

100.1
71.1 205.7 262.3

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

50

m/z-->

Abundance Scan 2282 (10.124 min): VL038121.D (-2129) (-)
43.0

100.1
66.9 205.7 262.3

10.05 10.10 10.15 10.20

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  43.10 (42.80 to 43.80): VL038121.D

 10.12

Ion  58.10 (57.80 to 58.80): VL038121.D
Ion  98.20 (97.90 to 98.90): VL038121.D

#52
Tetrachloroethene
Concen:    0.122 ppbv m
RT: 11.19 min  Scan# 2614
Delta R.T.   -0.03 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:164 Resp:   11189
Ion  Ratio  Lower  Upper
164  100
166  106.8   97.2  145.8 
129   84.2   86.9  130.3#
131   72.3   82.8  124.2#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2622 (11.217 min): VL038046.D (-2606) (-)
165.8128.8

93.9

47.0

61.0
75.1 109.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
165.9

128.9
93.8

47.0

60.8

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 2614 (11.191 min): VL038121.D (-2467) (-)
165.9

128.9
93.8

47.0

60.8

11.15 11.20 11.25
0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion 163.90 (163.60 to 164.60): VL038121.D

 11.19

Ion 165.90 (165.60 to 166.60): VL038121.D
Ion 129.00 (128.70 to 129.70): VL038121.D
Ion 131.00 (130.70 to 131.70): VL038121.D
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#53
Toluene
Concen:    0.374 ppbv  
RT: 9.78 min  Scan# 2174
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 91 Resp:  106647
Ion  Ratio  Lower  Upper
 91  100
 92   63.2   49.7   74.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2181 (9.799 min): VL038046.D (-2162) (-)
91.1

65.039.0
127.7 239.9

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

50

m/z-->

Abundance
91.0

39.0 65.0
113.8 160.6 276.4

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

50

m/z-->

Abundance Scan 2174 (9.777 min): VL038121.D (-2026) (-)
91.0

39.0 65.0

113.8 160.6 276.4

9.70 9.75 9.80 9.85

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  91.10 (90.80 to 91.80): VL038121.D

  9.78

Ion  92.10 (91.80 to 92.80): VL038121.D

#55
Chlorobenzene-d5
Concen:   10.000 ppbv  
RT: 12.06 min  Scan# 2883
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:117 Resp: 2175961
Ion  Ratio  Lower  Upper
117  100
 82   70.9   52.8   79.2 
119   34.3   26.8   40.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2890 (12.079 min): VL038046.D (-2874) (-)
117.1

82.1

54.0

40.0
131.099.067.8

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

50

m/z-->

Abundance
117.0

82.1

54.0

40.0
69.0 99.0 144.1 158.3

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

50

m/z-->

Abundance Scan 2883 (12.056 min): VL038121.D (-2735) (-)
117.0

82.0

54.0

40.0
99.069.0 144.1 158.3

12.00 12.10

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion 117.10 (116.80 to 117.80): VL038121.D

 12.06

Ion  82.10 (81.80 to 82.80): VL038121.D
Ion 119.10 (118.80 to 119.80): VL038121.D

VL038121.D  VL111821AIR.M      Mon Nov 29 05:34:28 2021      Page 12

Instrument :
MSVOA_L
ClientSampleId :
SG-ROOK-COFFEE

Manual Integrations
APPROVED

Reviewed By :Semsettin Yesilyurt     11/29/2021
Supervised By :Mahesh Dadoda     11/29/2021



#59
m/p-Xylene
Concen:    0.257 ppbv m
RT: 12.94 min  Scan# 3157
Delta R.T.   -0.05 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 91 Resp:   77925
Ion  Ratio  Lower  Upper
 91  100
106    0.0   38.1   57.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3173 (12.989 min): VL038046.D (-3138) (-)
91.0

51.0
159.9 213.3 251.9126.8

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

50

m/z-->

Abundance
91.0

39.0 65.0
117.1 228.2

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

50

m/z-->

Abundance Scan 3157 (12.937 min): VL038121.D (-3018) (-)
91.0

39.0 65.0
120.0 228.2

12.90 13.00

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  91.10 (90.80 to 91.80): VL038121.D

 12.94

Ion 106.10 (105.80 to 106.80): VL038121.D

#60
o-Xylene
Concen:    0.119 ppbv  
RT: 13.66 min  Scan# 3382
Delta R.T.   -0.03 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 91 Resp:   33495
Ion  Ratio  Lower  Upper
 91  100
106   43.4   24.2   72.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3390 (13.687 min): VL038046.D (-3369) (-)
91.1

51.0
131.0 167.9 198.0 259.5

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

50

m/z-->

Abundance
91.1

39.0 70.0
117.1

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

50

m/z-->

Abundance Scan 3382 (13.661 min): VL038121.D (-3235) (-)
91.1

62.8

13.60 13.65 13.70

0

5000

10000

15000

Time-->

Abundance Ion  91.10 (90.80 to 91.80): VL038121.D

 13.66

Ion 106.10 (105.80 to 106.80): VL038121.D
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#61
Styrene
Concen:    0.330 ppbv  
RT: 13.50 min  Scan# 3332
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:104 Resp:   49705
Ion  Ratio  Lower  Upper
104  100
 78   58.6   39.8   59.6 
103   49.9   38.2   57.2 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3338 (13.519 min): VL038046.D (-3319) (-)
104.1

78.0

51.0

37.1 128.0 173.5

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
104.0

78.0

51.0

37.8 119.0 152.6

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3332 (13.500 min): VL038121.D (-3183) (-)
104.0

78.0

51.0
37.8

117.8 152.6

13.40 13.45 13.50 13.55

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion 104.10 (103.80 to 104.80): VL038121.D

 13.50

Ion  78.10 (77.80 to 78.80): VL038121.D
Ion 103.10 (102.80 to 103.80): VL038121.D

#62
Isopropylbenzene
Concen:    0.655 ppbv  
RT: 14.64 min  Scan# 3685
Delta R.T.   -0.03 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:105 Resp:  261301
Ion  Ratio  Lower  Upper
105  100
120   25.8   21.8   32.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3693 (14.661 min): VL038046.D (-3672) (-)
105.1

77.0
51.0

124.7 168.8

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

50

m/z-->

Abundance
105.1

43.1
77.0

173.8128.8 153.6 239.6

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

50

m/z-->

Abundance Scan 3685 (14.635 min): VL038121.D (-3538) (-)
105.1

43.0
77.0

173.8128.8 153.6 239.6

14.55 14.60 14.65 14.70

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 105.10 (104.80 to 105.80): VL038121.D

 14.64

Ion 120.20 (119.90 to 120.90): VL038121.D
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#68
1-Bromo-4-Fluorobenzene
Concen:   11.109 ppbv  
RT: 14.39 min  Scan# 3608
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion: 95 Resp: 1743643
Ion  Ratio  Lower  Upper
 95  100
174   62.5   53.1   79.7 
175    4.3    4.0    6.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 3615 (14.410 min): VL038046.D (-3593) (-)
95.0

174.0
75.0

50.0

116.8 140.9 201.9

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

50

m/z-->

Abundance
95.0

174.075.0

50.0

141.0117.1 222.0

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

50

m/z-->

Abundance Scan 3608 (14.387 min): VL038121.D (-3460) (-)
95.0

174.075.0

50.0

141.0117.1 222.0

14.30 14.40 14.50

0

200000

400000

600000

800000

Time-->

Abundance Ion  95.10 (94.80 to 95.80): VL038121.D

 14.39

Ion 174.00 (173.70 to 174.70): VL038121.D
Ion 175.00 (174.70 to 175.70): VL038121.D

#74
1,2,4-Trimethylbenzene
Concen:    0.125 ppbv m
RT: 16.73 min  Scan# 4338
Delta R.T.   -0.02 min
Lab File:   VL038121.D
Acq: 24 Nov 2021   5:19    

Tgt Ion:105 Resp:   38453
Ion  Ratio  Lower  Upper
105  100
120   41.4   40.1   60.1 
 91   15.1   39.8   59.8#
 77   18.7   16.6   25.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4344 (16.754 min): VL038046.D (-4324) (-)
105.1

119.1
91.0

77.0
39.0 134.1

63.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
105.0

55.0 120.141.1
69.0

91.1
140.2 173.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 4338 (16.735 min): VL038121.D (-4189) (-)
105.0

120.1

55.0 69.0
84.0

140.240.0

16.65 16.70 16.75 16.80
0

5000

10000

15000

20000

Time-->

Abundance Ion 105.10 (104.80 to 105.80): VL038121.D

 16.73

Ion 120.20 (119.90 to 120.90): VL038121.D
Ion  91.10 (90.80 to 91.80): VL038121.D
Ion  77.10 (76.80 to 77.80): VL038121.D
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