
                                        Quantitation Report    (Not Reviewed)

 

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\

  Data File : VU045561.D                                          

  Acq On    : 05 Nov 2021  16:12

  Operator  : SY/MD

  Sample    : M4475-12

  Misc      : 5.0mL/MSVOA_U/WATER

  ALS Vial  : 18   Sample Multiplier: 1

 

  Quant Time: Nov 05 17:05:26 2021

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M

  Quant Title  : SW846 8260

  QLast Update : Fri Nov 05 13:35:16 2021

  Response via : Initial Calibration

 

          Compound                   R.T. QIon  Response  Conc Units Dev(Min)

   --------------------------------------------------------------------------

   Internal Standards

     1) Pentafluorobenzene          5.379  168   136128    50.00 ug/l     0.00

    34) 1,4-Difluorobenzene         6.253  114   260361    50.00 ug/l     0.00

    63) Chlorobenzene-d5            9.420  117   262699    50.00 ug/l     0.00

    72) 1,4-Dichlorobenzene-d4     11.812  152   129609    50.00 ug/l     0.00

 

   System Monitoring Compounds                                        

    33) 1,2-Dichloroethane-d4       5.703   65   114399    56.11 ug/l    0.00  

     Spiked Amount     50.000   Range  78 - 117    Recovery   =  112.22% 

    35) Dibromofluoromethane        5.292  113    88061    50.66 ug/l    0.00  

     Spiked Amount     50.000   Range  75 - 124    Recovery   =  101.32% 

    50) Toluene-d8                  7.899   98   346020    53.53 ug/l    0.00  

     Spiked Amount     50.000   Range  92 - 112    Recovery   =  107.06% 

    62) 4-Bromofluorobenzene       10.636   95   130817    50.47 ug/l    0.00  

     Spiked Amount     50.000   Range  83 - 123    Recovery   =  100.94% 

 

   Target Compounds                                                   Qvalue

     6) Chloroethane                2.089   64      648     0.50 ug/l #    43

    11) Tert butyl alcohol          3.173   59      176     0.44 ug/l #    72

    16) Acetone                     2.626   43     6868     6.62 ug/l      97

    25) 2-Butanone                  4.710   43     1450     1.01 ug/l      95

    31) Cyclohexane                 5.375   56     3194     1.07 ug/l #     1

    36) 1,1-Dichloropropene         5.375   75    12132     4.78 ug/l #    49

    37) Ethyl Acetate               4.710   43     1450     0.50 ug/l #    67

    38) Carbon Tetrachloride        5.375  117    15027     5.87 ug/l #    15

    59) 2-Hexanone                  8.690   43      275     7.64 ug/l #    41

    76) 1,2,3-Trichloropropane     10.636   75    68276    17.37 ug/l #    42

    81) trans-1,4-Dichloro-2-b...  10.636   75    68276    56.49 ug/l #    12

    95) Naphthalene                14.092  128     1402     1.16 ug/l #    81

   --------------------------------------------------------------------------

 

   (#) = qualifier out of range (m) = manual integration (+) = signals summed

82U110521W.M Fri Nov 05 17:05:33 2021                                                      Page:  1

Instrument :
MSVOA_U
ClientSampleId :
DUP02

Instrument :
MSVOA_U
ClientSampleId :
DUP02



                                        Quantitation Report    (Not Reviewed)

  Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\

  Data File : VU045561.D                                          

  Acq On    : 05 Nov 2021  16:12

  Operator  : SY/MD

  Sample    : M4475-12

  Misc      : 5.0mL/MSVOA_U/WATER

  ALS Vial  : 18   Sample Multiplier: 1

  Quant Time: Nov 05 17:05:26 2021

  Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M

  Quant Title  : SW846 8260

  QLast Update : Fri Nov 05 13:35:16 2021

  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 17.00
0

50000

100000

150000

200000

250000

300000

350000

400000

450000

500000

550000

600000

Time-->

Abundance TIC: VU045561.D\data.ms

N
a
p
h
th

a
le

n
e
,T

 

1
,4

-D
ic

h
lo

ro
b
e
n
z
e
n
e
-d

4
,I

4
-B

ro
m

o
fl
u
o
ro

b
e
n
z
e
n
e
,S

1
,2

,3
-T

ri
c
h
lo

ro
p
ro

p
a
n
e
,T

 
tr

a
n
s
-1

,4
-D

ic
h
lo

ro
-2

-b
u
te

n
e
,T

C
h
lo

ro
b
e
n
z
e
n
e
-d

5
,I

2
-H

e
x
a
n
o
n
e
,T

 

T
o
lu

e
n
e
-d

8
,S

1
,4

-D
if
lu

o
ro

b
e
n
z
e
n
e
,I

1
,2

-D
ic

h
lo

ro
e
th

a
n
e
-d

4
,S

P
e
n
ta

fl
u
o
ro

b
e
n
z
e
n
e
,I

C
y
c
lo

h
e
x
a
n
e
,T

 
1
,1

-D
ic

h
lo

ro
p
ro

p
e
n
e
,T

 
C

a
rb

o
n
 T

e
tr

a
c
h
lo

ri
d
e
,T

 
D

ib
ro

m
o
fl
u
o
ro

m
e
th

a
n
e
,S

2
-B

u
ta

n
o
n
e
,T

 
E

th
y
l 
A

c
e
ta

te
,T

T
e
rt

 b
u
ty

l 
a
lc

o
h
o
l,
T

 

A
c
e
to

n
e
,T

 

C
h
lo

ro
e
th

a
n
e
,T

 

82U110521W.M Fri Nov 05 17:05:33 2021                                                      Page: 2

Instrument :
MSVOA_U
ClientSampleId :
DUP02



#1

Pentafluorobenzene

Concen:   50.00 ug/l  

RT:   5.379 min  Scan# 1256

Delta R.T.  0.004 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:168 Resp:  136128

Ion  Ratio  Lower  Upper

168  100

 99   65.3   51.0   76.6 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045552.D\data.ms (-1239) (-)
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#6

Chloroethane

Concen:    0.50 ug/l  

RT:   2.089 min  Scan# 233

Delta R.T.  0.161 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 64 Resp:     648

Ion  Ratio  Lower  Upper

 64  100

 66    0.9   26.7   40.1#

Ref

Raw
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Abundance Scan 183 (1.928 min): VU045552.D\data.ms (-173) (-)
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Abundance Scan 233 (2.089 min): VU045561.D\data.ms (-90) (-)
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 2.089
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#11

Tert butyl alcohol

Concen:    0.44 ug/l  

RT:   3.173 min  Scan# 570

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 59 Resp:     176

Ion  Ratio  Lower  Upper

 59  100

 57    0.0    8.3   12.5#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 570 (3.173 min): VU045552.D\data.ms (-553) (-)
59.0
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50.0 85.9
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0

50

m/z-->

Abundance Scan 570 (3.173 min): VU045561.D\data.ms
43.9

59.0
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0

50
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Abundance Scan 570 (3.173 min): VU045561.D\data.ms (-477) (-)
59.0

3.16 3.18
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100

Time-->

Abundance

 3.173

#16

Acetone

Concen:    6.62 ug/l  

RT:   2.626 min  Scan# 400

Delta R.T.  0.003 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 43 Resp:    6868

Ion  Ratio  Lower  Upper

 43  100

 58   34.2   26.2   39.2 

Ref

Raw

Sub

30 35 40 45 50 55 60 65
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50

m/z-->

Abundance Scan 399 (2.623 min): VU045552.D\data.ms (-377) (-)
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Abundance Scan 400 (2.626 min): VU045561.D\data.ms
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Abundance Scan 400 (2.626 min): VU045561.D\data.ms (-306) (-)
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 2.626
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#25

2-Butanone

Concen:    1.01 ug/l  

RT:   4.710 min  Scan# 1048

Delta R.T.  0.010 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 43 Resp:    1450

Ion  Ratio  Lower  Upper

 43  100

 72   29.9   22.0   33.0 

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 1045 (4.700 min): VU045552.D\data.ms (-1021) (-)
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Abundance Scan 1048 (4.710 min): VU045561.D\data.ms
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Abundance Scan 1048 (4.710 min): VU045561.D\data.ms (-952) (-)
43.0
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Abundance
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#31

Cyclohexane

Concen:    1.07 ug/l  

RT:   5.375 min  Scan# 1255

Delta R.T.  -0.016 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 56 Resp:    3194

Ion  Ratio  Lower  Upper

 56  100

 69  179.1   26.4   39.6#

 84  137.0   68.4  102.6#

Ref

Raw

Sub
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m/z-->

Abundance Scan 1260 (5.391 min): VU045552.D\data.ms (-1242) (-)
56.1 84.0
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#33

1,2-Dichloroethane-d4

Concen:   56.11 ug/l  

RT:   5.703 min  Scan# 1357

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 65 Resp:  114399

Ion  Ratio  Lower  Upper

 65  100

 67   52.6    0.0  105.8 

Ref

Raw
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Abundance Scan 1357 (5.703 min): VU045552.D\data.ms (-1342) (-)
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#34

1,4-Difluorobenzene

Concen:   50.00 ug/l  

RT:   6.253 min  Scan# 1528

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:114 Resp:  260361

Ion  Ratio  Lower  Upper

114  100

 63   22.3    0.0   45.6 

 88   16.7    0.0   33.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
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Abundance Scan 1528 (6.253 min): VU045552.D\data.ms (-1512) (-)
114.1
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 6.253
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#35

Dibromofluoromethane

Concen:   50.66 ug/l  

RT:   5.292 min  Scan# 1229

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:113 Resp:   88061

Ion  Ratio  Lower  Upper

113  100

111  103.3   82.8  124.2 

192   18.8   14.8   22.2 

Ref

Raw

Sub
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Abundance Scan 1229 (5.292 min): VU045552.D\data.ms (-1213) (-)
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#36

1,1-Dichloropropene

Concen:    4.78 ug/l  

RT:   5.375 min  Scan# 1255

Delta R.T.  -0.154 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 75 Resp:   12132

Ion  Ratio  Lower  Upper

 75  100

110    7.7   16.7   50.0#

 77    0.0   25.0   37.4#

Ref
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Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1288) (-)
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VU045561.D  82U110521W.M      Fri Nov 05 17:05:34 2021      Page 7

Instrument :
MSVOA_U
ClientSampleId :
DUP02



#37

Ethyl Acetate

Concen:    0.50 ug/l  

RT:   4.710 min  Scan# 1048

Delta R.T.  -0.093 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 43 Resp:    1450

Ion  Ratio  Lower  Upper

 43  100

 61    0.0   11.6   17.4#

 70    0.0    9.1   13.7#

Ref

Raw

Sub

35 40 45 50 55 60 65 70 75 80 85 90 95
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Abundance Scan 1077 (4.803 min): VU045552.D\data.ms (-1064) (-)
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Abundance

 4.710

#38

Carbon Tetrachloride

Concen:    5.87 ug/l  

RT:   5.375 min  Scan# 1255

Delta R.T.  -0.154 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:117 Resp:   15027

Ion  Ratio  Lower  Upper

117  100

119    4.9   77.4  116.0#

121    0.0   24.8   37.2#

Ref
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75.0 116.9

39.0

94.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045561.D\data.ms
168.1

99.0

137.1
117.075.0

56.037.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1255 (5.375 min): VU045561.D\data.ms (-1210) (-)
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 5.375
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#50

Toluene-d8

Concen:   53.53 ug/l  

RT:   7.899 min  Scan# 2040

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 98 Resp:  346020

Ion  Ratio  Lower  Upper

 98  100

100   65.6   52.5   78.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2040 (7.899 min): VU045552.D\data.ms (-2026) (-)
98.1

70.142.0 54.0
82.0
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50
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Abundance Scan 2040 (7.899 min): VU045561.D\data.ms (-1947) (-)
98.1
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82.1
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50000

100000

150000

Time-->

Abundance

 7.899

#59

2-Hexanone

Concen:    7.64 ug/l  

RT:   8.690 min  Scan# 2286

Delta R.T.  0.006 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 43 Resp:     275

Ion  Ratio  Lower  Upper

 43  100

 58   14.9   29.5   88.6#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2284 (8.684 min): VU045552.D\data.ms (-2269) (-)
43.0

58.0

100.185.171.0
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50

m/z-->

Abundance Scan 2286 (8.690 min): VU045561.D\data.ms
42.9

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 2286 (8.690 min): VU045561.D\data.ms (-2191) (-)
42.9

8.66 8.68 8.70

0
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200
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Time-->

Abundance

 8.690
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#62

4-Bromofluorobenzene

Concen:   50.47 ug/l  

RT:  10.636 min  Scan# 2891

Delta R.T.  0.003 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 95 Resp:  130817

Ion  Ratio  Lower  Upper

 95  100

174   73.7    0.0  141.8 

176   71.3    0.0  138.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2890 (10.632 min): VU045552.D\data.ms (-2878) (-)
95.0

174.0

75.0

50.0

140.9116.9

40 60 80 100 120 140 160 180
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50
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Abundance Scan 2891 (10.636 min): VU045561.D\data.ms
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Abundance Scan 2891 (10.636 min): VU045561.D\data.ms (-2797) (-)
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116.9 141.0
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20000

40000

60000

80000

Time-->

Abundance

10.636

#63

Chlorobenzene-d5

Concen:   50.00 ug/l  

RT:   9.420 min  Scan# 2513

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:117 Resp:  262699

Ion  Ratio  Lower  Upper

117  100

 82   59.1   47.8   71.8 

119   31.7   25.8   38.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045552.D\data.ms (-2499) (-)
117.1

82.1

54.0

40.0
99.066.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045561.D\data.ms
117.1

82.1

54.0

40.0 99.066.9

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 2513 (9.420 min): VU045561.D\data.ms (-2420) (-)
117.1

82.1

54.0

40.0 99.066.9

9.30 9.40 9.50

0

50000

100000

150000

Time-->

Abundance

 9.420
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#72

1,4-Dichlorobenzene-d4

Concen:   50.00 ug/l  

RT:  11.812 min  Scan# 3257

Delta R.T.  0.000 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:152 Resp:  129609

Ion  Ratio  Lower  Upper

152  100

115   62.3   42.7  128.1 

150  157.6    0.0  346.8 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045552.D\data.ms (-3244) (-)
150.0

115.0

78.0
52.0

35.9 133.095.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045561.D\data.ms
150.0

115.0
78.052.0

132.095.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 3257 (11.812 min): VU045561.D\data.ms (-3164) (-)
150.0

115.0
78.052.0

35.9 132.095.9

11.80 11.90

0

50000

100000

Time-->

Abundance

11.812

#76

1,2,3-Trichloropropane

Concen:   17.37 ug/l  

RT:  10.636 min  Scan# 2891

Delta R.T.  -0.190 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 75 Resp:   68276

Ion  Ratio  Lower  Upper

 75  100

 77    1.1   17.1   51.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2950 (10.825 min): VU045552.D\data.ms (-2941) (-)
75.0

110.0

39.0

146.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.636 min): VU045561.D\data.ms
95.0

174.0

75.0

50.0

116.9 141.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.636 min): VU045561.D\data.ms (-2857) (-)
95.0

174.0

75.0

50.0

116.9 141.0

10.60 10.70

0

10000

20000

30000

40000

Time-->

Abundance

10.636
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#81

trans-1,4-Dichloro-2-butene

Concen:   56.49 ug/l  

RT:  10.636 min  Scan# 2891

Delta R.T.  0.087 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion: 75 Resp:   68276

Ion  Ratio  Lower  Upper

 75  100

 53    0.0   76.2  114.4#

 89    0.0   34.0   51.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2864 (10.549 min): VU045552.D\data.ms (-2853) (-)
88.053.0

124.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.636 min): VU045561.D\data.ms
95.0

174.0

75.0

50.0

116.9 141.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2891 (10.636 min): VU045561.D\data.ms (-2771) (-)
95.0

174.0

75.0

50.0

116.9 141.0

10.60 10.70

0

10000

20000

30000

40000

Time-->

Abundance

10.636

#95

Naphthalene

Concen:    1.16 ug/l  

RT:  14.092 min  Scan# 3966

Delta R.T.  0.006 min

Lab File:   VU045561.D

Acq: 05 Nov 2021  16:12    

Tgt Ion:128 Resp:    1402

Ion  Ratio  Lower  Upper

128  100

127    4.9   10.6   15.8#

129    4.7    8.6   13.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3964 (14.086 min): VU045552.D\data.ms (-3950) (-)
128.1

102.151.0 74.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3966 (14.092 min): VU045561.D\data.ms
128.1

43.9

207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 3966 (14.092 min): VU045561.D\data.ms (-3871) (-)
128.1

39.9 207.1

14.05 14.10

0

200

400

600

800

Time-->

Abundance

14.092
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