
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062220\
  Data File : BG045827.D                                          
  Acq On    : 22 Jun 2020  14:36
  Operator  : CG/JU
  Sample    : L3033-06DL 10X
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1
 
  Quant Time: Jun 22 15:18:25 2020
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Mon Jun 15 18:34:19 2020
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       7.91  152    52222    20.00 ng     -0.01
    21) Naphthalene-d8              10.72  136   193537    20.00 ng      0.00
    39) Acenaphthene-d10            14.57  164   142931    20.00 ng      0.00
    64) Phenanthrene-d10            17.32  188   326528    20.00 ng      0.00
    76) Chrysene-d12                21.57  240   357760    20.00 ng      0.00
    86) Perylene-d12                24.70  264   375958    20.00 ng      0.00
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.53  112    17109     5.53 ng     -0.01  
     7) Phenol-d6                    7.15   99    19926     4.24 ng     -0.02  
    23) Nitrobenzene-d5              9.08   82    36797     8.69 ng      0.00  
    42) 2,4,6-Tribromophenol        16.06  330    27358    12.68 ng      0.00  
    45) 2-Fluorobiphenyl            13.19  172    89660     9.22 ng      0.00  
    79) Terphenyl-d14               19.93  244   165814     9.39 ng      0.00  
 
   Target Compounds                                                   Qvalue
     2) 1,4-Dioxane                  3.36   88   709633   501.186 ng        96
     3) Pyridine                     3.81   79    25398     6.053 ng   #    37
     4) n-Nitrosodimethylamine       3.68   42    46185    32.793 ng   #     1
     6) Aniline                      7.33   93   134545    24.300 ng   #    54
    10) Phenol                       7.17   94    82400    18.085 ng        99
    11) bis(2-Chloroethyl)ether      7.33   93   134545    38.877 ng        96
    12) 1,3-Dichlorobenzene          7.95  146    26965     6.838 ng        95
    13) 1,4-Dichlorobenzene          7.95  146    26965     6.846 ng        93
    14) 1,2-Dichlorobenzene          8.27  146   127537    33.822 ng        98
    17) 2-Methylphenol               8.40  107   116336    34.309 ng        97
    20) 3+4-Methylphenols            8.74  107   764578   171.451 ng   #    73
    22) Acetophenone                 8.74  105    20584     3.875 ng   #     1
    24) Nitrobenzene                 9.36   77    14991     3.319 ng   #    61
    27) 2,4-Dimethylphenol           9.93  122   139301    48.483 ng        98
    28) bis(2-Chloroethoxy)methane  10.14   93    23443     5.472 ng   #     1
    31) Naphthalene                 10.77  128    50821     4.803 ng        98
    32) Benzoic acid                10.21  122   202958    97.526 ng   #    29
    36) 4-Chloro-3-methylphenol     12.10  107     8320     2.150 ng   #    26
    54) 2,4-Dinitrophenol           14.87  184      252     9.983 ng   #    49
    56) 4-Nitrophenol               14.88  139       62     4.006 ng   #    82
    70) Pentachlorophenol           17.00  266       66     7.660 ng   #    17
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062220\
  Data File : BG045827.D                                          
  Acq On    : 22 Jun 2020  14:36
  Operator  : CG/JU
  Sample    : L3033-06DL 10X
  Misc      :  
  ALS Vial  : 8   Sample Multiplier: 1

  Quant Time: Jun 22 15:18:25 2020
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061520.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Mon Jun 15 18:34:19 2020
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:   20.000 ng  
RT: 7.91 min  Scan# 821
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:152 Resp:   52222
Ion  Ratio  Lower  Upper
152  100
150  145.5  113.1  169.7 
115   58.8   43.8   65.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 823 (7.922 min): BG045764.D (-814) (-)
149.9

115.1
78.0

52.0

207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
149.9

115.0
78.0

52.0

131.895.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 821 (7.910 min): BG045827.D (-806) (-)
149.9

115.0
78.0

52.0

131.895.0

7.85 7.90 7.95 8.00

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BG045827.D

  7.91

Ion 150.00 (149.70 to 150.70): BG045827.D
Ion 115.00 (114.70 to 115.70): BG045827.D

#2
1,4-Dioxane
Concen:  501.186 ng  
RT: 3.36 min  Scan# 47
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 88 Resp:  709633
Ion  Ratio  Lower  Upper
 88  100
 58   60.8   46.1   69.1 
 43   25.2   19.2   28.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 48 (3.370 min): BG045764.D (-40) (-)
88.0

58.0

146.8 287.4

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

50

m/z-->

Abundance
88.0

58.0

206.9

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

50

m/z-->

Abundance Scan 47 (3.363 min): BG045827.D (-1) (-)
88.0

58.0

206.9

3.30 3.40 3.50

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion  88.00 (87.70 to 88.70): BG045827.D

  3.36

Ion  58.00 (57.70 to 58.70): BG045827.D
Ion  43.00 (42.70 to 43.70): BG045827.D
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#3
Pyridine
Concen:    6.053 ng  
RT: 3.81 min  Scan# 123
Delta R.T.   0.04 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 79 Resp:   25398
Ion  Ratio  Lower  Upper
 79  100
 52    0.0   37.9   56.9#
 51    1.2   22.0   33.0#

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 116 (3.769 min): BG045764.D (-110) (-)
79.0

52.0

39.0 64.0 86.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
94.0

79.0
45.0

64.0
57.0 86.071.0

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 123 (3.810 min): BG045827.D (-26) (-)
94.0

79.0

46.0
64.0

57.0 71.0

3.70 3.75 3.80 3.85 3.90

0

5000

10000

15000

Time-->

Abundance Ion  79.00 (78.70 to 79.70): BG045827.D

  3.81

Ion  52.00 (51.70 to 52.70): BG045827.D
Ion  51.00 (50.70 to 51.70): BG045827.D

#4
n-Nitrosodimethylamine
Concen:   32.793 ng   
RT: 3.68 min  Scan# 101
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 42 Resp:   46185
Ion  Ratio  Lower  Upper
 42  100
 74    1.1  121.0  181.4#
 44   28.6    3.5    5.3#

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 102 (3.687 min): BG045764.D (-96) (-)
74.0

42.0

221.1 355.1139.2

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
43.0

85.0

117.2 340.9

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 101 (3.681 min): BG045827.D (-12) (-)
43.0

85.0

340.9117.2

3.60 3.65 3.70 3.75

0

10000

20000

30000

40000

Time-->

Abundance Ion  42.00 (41.70 to 42.70): BG045827.D

  3.68

Ion  74.00 (73.70 to 74.70): BG045827.D
Ion  44.00 (43.70 to 44.70): BG045827.D
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#5
2-Fluorophenol
Concen:    5.534 ng   
RT: 5.53 min  Scan# 415
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:112 Resp:   17109
Ion  Ratio  Lower  Upper
112  100
 64   62.3   46.6   69.8 
 63   36.2   26.3   39.5 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 417 (5.537 min): BG045764.D (-409) (-)
112.1

64.0

305.8

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance
60.0

112.0

501.1

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 415 (5.525 min): BG045827.D (-327) (-)
60.0

112.0

501.1

5.45 5.50 5.55 5.60

0

2000

4000

6000

8000

10000

12000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BG045827.D

  5.53

Ion  64.00 (63.70 to 64.70): BG045827.D
Ion  63.00 (62.70 to 63.70): BG045827.D

#6
Aniline
Concen:   24.300 ng   
RT: 7.33 min  Scan# 723
Delta R.T.   0.08 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 93 Resp:  134545
Ion  Ratio  Lower  Upper
 93  100
 66    0.5   30.0   45.0#
 65   24.4   14.7   22.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 709 (7.253 min): BG045764.D (-700) (-)
93.0

66.052.041.0 78.0

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

50

m/z-->

Abundance
93.0

63.0

49.0
79.0 106.037.0 141.9

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

50

m/z-->

Abundance Scan 723 (7.334 min): BG045827.D (-619) (-)
93.0

63.0

49.0
106.079.0 141.937.0

7.25 7.30 7.35 7.40 7.45

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion  93.00 (92.70 to 93.70): BG045827.D

  7.33

Ion  66.00 (65.70 to 66.70): BG045827.D
Ion  65.00 (64.70 to 65.70): BG045827.D
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#7
Phenol-d6
Concen:    4.237 ng   
RT: 7.15 min  Scan# 691
Delta R.T.   -0.02 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 99 Resp:   19926
Ion  Ratio  Lower  Upper
 99  100
 42   94.5   12.4   18.6#
 71   50.9   32.1   48.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 694 (7.165 min): BG045764.D (-685) (-)
99.0

71.0

42.0

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

50

m/z-->

Abundance
60.0

99.0

37.1 277.1

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

50

m/z-->

Abundance Scan 691 (7.146 min): BG045827.D (-604) (-)
60.0

99.0

37.1 277.1

7.05 7.10 7.15 7.20 7.25

0

5000

10000

15000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BG045827.D

  7.15

Ion  42.00 (41.70 to 42.70): BG045827.D
Ion  71.00 (70.70 to 71.70): BG045827.D

#10
Phenol
Concen:   18.085 ng   
RT: 7.17 min  Scan# 695
Delta R.T.   -0.02 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 94 Resp:   82400
Ion  Ratio  Lower  Upper
 94  100
 65   31.3   10.7   50.7 
 66   43.6   22.5   62.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 699 (7.194 min): BG045764.D (-690) (-)
94.0

66.0

39.0
55.0 79.2 104.8 121.3

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
60.0 94.0

73.0

41.0

51.0 83.0

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 695 (7.170 min): BG045827.D (-609) (-)
60.0 94.0

73.0

41.0

51.0 83.0

7.10 7.20 7.30

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion  94.00 (93.70 to 94.70): BG045827.D

  7.17

Ion  65.00 (64.70 to 65.70): BG045827.D
Ion  66.00 (65.70 to 66.70): BG045827.D
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#11
bis(2-Chloroethyl)ether
Concen:   38.877 ng   
RT: 7.33 min  Scan# 723
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 93 Resp:  134545
Ion  Ratio  Lower  Upper
 93  100
 63   70.2   52.0   92.0 
 95   31.5   15.6   55.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 724 (7.341 min): BG045764.D (-718) (-)
93.0

63.0

49.0
108.1 143.878.037.0

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

50

m/z-->

Abundance
93.0

63.0

49.0
79.0 106.037.0 141.9

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

50

m/z-->

Abundance Scan 723 (7.334 min): BG045827.D (-634) (-)
93.0

63.0

49.0
79.0 106.0 141.937.0

7.25 7.30 7.35 7.40 7.45

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion  93.00 (92.70 to 93.70): BG045827.D

  7.33

Ion  63.00 (62.70 to 63.70): BG045827.D
Ion  95.00 (94.70 to 95.70): BG045827.D

#12
1,3-Dichlorobenzene
Concen:    6.838 ng   
RT: 7.95 min  Scan# 828
Delta R.T.   0.14 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:146 Resp:   26965
Ion  Ratio  Lower  Upper
146  100
148   73.8   54.2   81.4 
 75   36.5   30.1   45.1 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 804 (7.811 min): BG045764.D (-795) (-)
145.9

111.075.0

50.0

93.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
145.9

74.0

111.0

50.0
91.0 209.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 828 (7.951 min): BG045827.D (-714) (-)
145.9

74.0

111.0

50.0
91.0 209.2

7.90 7.95 8.00

0

5000

10000

15000

20000

Time-->

Abundance Ion 146.00 (145.70 to 146.70): BG045827.D

  7.95

Ion 148.00 (147.70 to 148.70): BG045827.D
Ion  75.00 (74.70 to 75.70): BG045827.D
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#13
1,4-Dichlorobenzene
Concen:    6.846 ng   
RT: 7.95 min  Scan# 828
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:146 Resp:   26965
Ion  Ratio  Lower  Upper
146  100
148   73.8   51.8   77.6 
111   40.4   32.8   49.2 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 828 (7.952 min): BG045764.D (-820) (-)
145.9

75.0

36.0 457.3

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance
145.9

74.0

209.2

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 828 (7.951 min): BG045827.D (-738) (-)
145.9

74.0

209.2

7.90 7.95 8.00

0

5000

10000

15000

20000

Time-->

Abundance Ion 146.00 (145.70 to 146.70): BG045827.D

  7.95

Ion 148.00 (147.70 to 148.70): BG045827.D
Ion 111.00 (110.70 to 111.70): BG045827.D

#14
1,2-Dichlorobenzene
Concen:   33.822 ng   
RT: 8.27 min  Scan# 882
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:146 Resp:  127537
Ion  Ratio  Lower  Upper
146  100
148   65.0   54.1   81.1 
111   41.7   32.9   49.3 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 883 (8.275 min): BG045764.D (-874) (-)
145.9

75.0

221.2

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance
145.9

75.0

278.9 532.5

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 882 (8.268 min): BG045827.D (-793) (-)
145.9

75.0

278.9 532.5

8.20 8.25 8.30 8.35

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 146.00 (145.70 to 146.70): BG045827.D

  8.27

Ion 148.00 (147.70 to 148.70): BG045827.D
Ion 111.00 (110.70 to 111.70): BG045827.D
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#17
2-Methylphenol
Concen:   34.309 ng   
RT: 8.40 min  Scan# 905
Delta R.T.   -0.02 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:107 Resp:  116336
Ion  Ratio  Lower  Upper
107  100
108  114.1   87.4  131.0 
 77   54.1   42.5   63.7 
 79   55.9   44.0   66.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 908 (8.422 min): BG045764.D (-901) (-)
108.0

79.0

51.0
37.0 93.0 123.0 181.3

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
108.1

79.0

51.0
37.0 93.0 123.2

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 905 (8.404 min): BG045827.D (-857) (-)
108.1

79.0

51.0
37.0 93.0 123.2

8.35 8.40 8.45
0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG045827.D

  8.40

Ion 108.00 (107.70 to 108.70): BG045827.D
Ion  77.00 (76.70 to 77.70): BG045827.D
Ion  79.00 (78.70 to 79.70): BG045827.D

#20
3+4-Methylphenols
Concen:  171.451 ng   
RT: 8.74 min  Scan# 963
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:107 Resp:  764578
Ion  Ratio  Lower  Upper
107  100
108   90.2   65.4  105.4 
 77   42.6   77.2  117.2#
 79   34.9   14.2   54.2 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 965 (8.757 min): BG045764.D (-956) (-)
107.177.0

39.0
207.0 264.9 323.8

50 100 150 200 250 300
0

50

m/z-->

Abundance
107.1

77.0

39.0

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 963 (8.744 min): BG045827.D (-875) (-)
107.1

77.0

39.0

8.70 8.80 8.90
0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG045827.D

  8.74

Ion 108.00 (107.70 to 108.70): BG045827.D
Ion  77.00 (76.70 to 77.70): BG045827.D
Ion  79.00 (78.70 to 79.70): BG045827.D
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#21
Naphthalene-d8
Concen:   20.000 ng   
RT: 10.72 min  Scan# 1300
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:136 Resp:  193537
Ion  Ratio  Lower  Upper
136  100
137    9.7    8.7   13.1 
 54    5.7    5.8    8.6#
 68    5.1    4.0    6.0 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1300 (10.725 min): BG045764.D (-1291) (-)
136.1

54.0 90.0 222.8 282.4 385.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
136.1

54.0 100.0

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1300 (10.724 min): BG045827.D (-1210) (-)
136.1

54.0 90.0

10.60 10.70 10.80
0

50000

100000

150000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BG045827.D

 10.72

Ion 137.00 (136.70 to 137.70): BG045827.D
Ion  54.00 (53.70 to 54.70): BG045827.D
Ion  68.00 (67.70 to 68.70): BG045827.D

#22
Acetophenone
Concen:    3.875 ng  
RT: 8.74 min  Scan# 963
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:105 Resp:   20584
Ion  Ratio  Lower  Upper
105  100
 71    1.8    1.8    2.8#
 51  431.9   21.9   32.9#
120   12.1   17.3   25.9#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 963 (8.745 min): BG045764.D (-954) (-)
105.177.0

43.0

193.1221.1 281.1 341.9147.2

50 100 150 200 250 300
0

50

m/z-->

Abundance
107.1

77.0

39.0

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 963 (8.744 min): BG045827.D (-873) (-)
107.1

77.0

39.0

8.65 8.70 8.75 8.80
0

20000

40000

60000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): BG045827.D

  8.74

Ion  71.00 (70.70 to 71.70): BG045827.D
Ion  51.00 (50.70 to 51.70): BG045827.D
Ion 120.00 (119.70 to 120.70): BG045827.D
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#23
Nitrobenzene-d5
Concen:    8.686 ng  
RT: 9.08 min  Scan# 1020
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 82 Resp:   36797
Ion  Ratio  Lower  Upper
 82  100
128   35.0   32.5   48.7 
 54   43.2   31.2   46.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1021 (9.086 min): BG045764.D (-1012) (-)
82.0

128.154.0

98.0
36.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
82.0

54.0
128.1

98.0
206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1020 (9.079 min): BG045827.D (-931) (-)
82.0

54.0
128.1

98.0
206.9

9.00 9.05 9.10 9.15

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BG045827.D

  9.08

Ion 128.00 (127.70 to 128.70): BG045827.D
Ion  54.00 (53.70 to 54.70): BG045827.D

#24
Nitrobenzene
Concen:    3.319 ng  
RT: 9.36 min  Scan# 1068
Delta R.T.   0.23 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 77 Resp:   14991
Ion  Ratio  Lower  Upper
 77  100
123   11.5   31.2   46.8#
 65   23.6   11.4   17.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1028 (9.127 min): BG045764.D (-1016) (-)
77.0

123.051.0

221.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
73.0

107.141.0

129.2 179.6

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1068 (9.361 min): BG045827.D (-938) (-)
73.0

107.1
41.0

129.2 179.6

9.30 9.35 9.40

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BG045827.D

  9.36

Ion 123.00 (122.70 to 123.70): BG045827.D
Ion  65.00 (64.70 to 65.70): BG045827.D
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#27
2,4-Dimethylphenol
Concen:   48.483 ng   
RT: 9.93 min  Scan# 1165
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:122 Resp:  139301
Ion  Ratio  Lower  Upper
122  100
107  128.7  101.3  151.9 
121   55.7   43.9   65.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1167 (9.943 min): BG045764.D (-1159) (-)
107.1

77.0

39.0
163.6 281.1

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

50

m/z-->

Abundance
107.1

77.0

51.0
148.1 207.2

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

50

m/z-->

Abundance Scan 1165 (9.931 min): BG045827.D (-1077) (-)
107.0

77.0

51.0
133.0 207.2

9.90 9.95

0

50000

100000

150000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BG045827.D

  9.93

Ion 107.00 (106.70 to 107.70): BG045827.D
Ion 121.00 (120.70 to 121.70): BG045827.D

#28
bis(2-Chloroethoxy)methane
Concen:    5.472 ng   
RT: 10.14 min  Scan# 1200
Delta R.T.   0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion: 93 Resp:   23443
Ion  Ratio  Lower  Upper
 93  100
 95  618.8   26.3   39.5#
123    5.1    9.3   13.9#

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1199 (10.131 min): BG045764.D (-1191) (-)
93.0

63.0

77.0 122.0
49.0

108.0 170.9

40 60 80 100 120 140 160
0

50

m/z-->

Abundance
95.0

81.0

41.0
55.0 109.1

152.2

137.2123.2

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1200 (10.137 min): BG045827.D (-1109) (-)
95.0

81.0

41.0 109.067.0
152.2

137.2123.2

10.00 10.10 10.20

0

20000

40000

60000

80000

Time-->

Abundance Ion  93.00 (92.70 to 93.70): BG045827.D

 10.14

Ion  95.00 (94.70 to 95.70): BG045827.D
Ion 123.00 (122.70 to 123.70): BG045827.D
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#31
Naphthalene
Concen:    4.803 ng   
RT: 10.77 min  Scan# 1308
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:128 Resp:   50821
Ion  Ratio  Lower  Upper
128  100
129   11.0    8.6   13.0 
127   12.4   10.9   16.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1309 (10.777 min): BG045764.D (-1299) (-)
128.1

63.0 101.0 328.4

50 100 150 200 250 300
0

50

m/z-->

Abundance
128.1

59.0 93.0 206.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1308 (10.771 min): BG045827.D (-1219) (-)
128.1

100.072.0 206.9

10.70 10.75 10.80 10.85

0

10000

20000

30000

40000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): BG045827.D

 10.77

Ion 129.00 (128.70 to 129.70): BG045827.D
Ion 127.00 (126.70 to 127.70): BG045827.D

#32
Benzoic acid
Concen:   97.526 ng   
RT: 10.21 min  Scan# 1213
Delta R.T.   0.07 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:122 Resp:  202958
Ion  Ratio  Lower  Upper
122  100
105    3.9  112.9  152.9#
 77   79.2   79.2  119.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1201 (10.143 min): BG045764.D (-1187) (-)
93.0

63.0

77.0 122.1

49.0
170.9106.9

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
107.1

122.1
77.0

60.0
39.0 91.0

144.2

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1213 (10.213 min): BG045827.D (-1111) (-)
107.1

122.1
77.0

60.0
39.0 91.0

144.2

10.10 10.15 10.20 10.25

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BG045827.D

 10.21

Ion 105.00 (104.70 to 105.70): BG045827.D
Ion  77.00 (76.70 to 77.70): BG045827.D
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#36
4-Chloro-3-methylphenol
Concen:    2.150 ng   
RT: 12.10 min  Scan# 1534
Delta R.T.   0.02 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:107 Resp:    8320
Ion  Ratio  Lower  Upper
107  100
144    0.0   19.5   29.3#
142    3.3   57.4   86.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1531 (12.081 min): BG045764.D (-1523) (-)
107.1

142.1
77.0

51.0

125.1 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
135.1

107.141.0

77.0
57.0

183.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1534 (12.099 min): BG045827.D (-1441) (-)
135.1

107.1
41.0

77.0
57.0 183.9

12.10 12.15

0

5000

10000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG045827.D

 12.10

Ion 144.00 (143.70 to 144.70): BG045827.D
Ion 142.00 (141.70 to 142.70): BG045827.D

#39
Acenaphthene-d10
Concen:   20.000 ng  
RT: 14.57 min  Scan# 1954
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:164 Resp:  142931
Ion  Ratio  Lower  Upper
164  100
162   96.2   77.4  116.0 
160   41.9   33.3   49.9 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1954 (14.566 min): BG045764.D (-1947) (-)
164.2

80.0
132.252.0 231.6

50 100 150 200 250 300
0

50

m/z-->

Abundance
164.2

80.0
132.152.0 329.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1954 (14.566 min): BG045827.D (-1864) (-)
164.2

80.0
132.152.0 329.9

14.50 14.55 14.60 14.65

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BG045827.D

 14.57

Ion 162.00 (161.70 to 162.70): BG045827.D
Ion 160.00 (159.70 to 160.70): BG045827.D
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#42
2,4,6-Tribromophenol
Concen:   12.678 ng  
RT: 16.06 min  Scan# 2209
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:330 Resp:   27358
Ion  Ratio  Lower  Upper
330  100
332   95.5   78.6  117.8 
141   37.0   28.2   42.4 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2210 (16.070 min): BG045764.D (-2202) (-)
329.8

62.0
140.9

221.8
249.891.0 171.9

300.8

50 100 150 200 250 300
0

50

m/z-->

Abundance
91.0

329.8

62.0 155.1
199.1

120.1 249.8 300.6

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2209 (16.064 min): BG045827.D (-2120) (-)
91.0

329.8

62.0 155.1
199.1

120.1 249.8 300.6

16.00 16.10

0

5000

10000

15000

20000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BG045827.D

 16.06

Ion 331.80 (331.50 to 332.50): BG045827.D
Ion 141.00 (140.70 to 141.70): BG045827.D

#45
2-Fluorobiphenyl
Concen:    9.218 ng   
RT: 13.19 min  Scan# 1719
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:172 Resp:   89660
Ion  Ratio  Lower  Upper
172  100
171   32.8   29.9   44.9 
170   22.2   19.3   28.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1719 (13.186 min): BG045764.D (-1711) (-)
172.1

146.085.0 120.151.0 202.8 221.9

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
172.1

152.185.0 133.150.0 107.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1719 (13.185 min): BG045827.D (-1629) (-)
172.1

152.1133.185.050.0 107.0

13.10 13.20

0

20000

40000

60000

80000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BG045827.D

 13.19

Ion 171.00 (170.70 to 171.70): BG045827.D
Ion 170.00 (169.70 to 170.70): BG045827.D
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#54
2,4-Dinitrophenol
Concen:    9.983 ng   
RT: 14.87 min  Scan# 2006
Delta R.T.   0.18 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:184 Resp:     252
Ion  Ratio  Lower  Upper
184  100
 63   62.9   46.6   70.0 
154    0.0   58.6   87.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1976 (14.696 min): BG045764.D (-1970) (-)
183.9

63.0
153.9107.1

91.0

38.0
138.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
91.0

69.0
41.0 165.1

107.1

184.1
149.9

122.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 2006 (14.871 min): BG045827.D (-1886) (-)
165.177.1

107.1

184.153.0

149.992.0 122.1

14.84 14.86 14.88 14.90
0

100

200

300

Time-->

Abundance Ion 184.00 (183.70 to 184.70): BG045827.D

 14.87

Ion  63.00 (62.70 to 63.70): BG045827.D
Ion 154.00 (153.70 to 154.70): BG045827.D

#56
4-Nitrophenol
Concen:    4.006 ng   
RT: 14.88 min  Scan# 2008
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:139 Resp:      62
Ion  Ratio  Lower  Upper
139  100
109  123.2   88.9  128.9 
 65   88.1   92.3  132.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2009 (14.889 min): BG045764.D (-2001) (-)
65.0 109.1 139.1

39.0

249.8214.887.0 177.9

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

50

m/z-->

Abundance
91.043.0

67.0
121.1

147.1168.1

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

50

m/z-->

Abundance Scan 2008 (14.883 min): BG045827.D (-1919) (-)
43.0 81.0

135.1
115.0

165.1

14.87 14.88 14.89 14.90

0

100

200

300

400

Time-->

Abundance Ion 139.00 (138.70 to 139.70): BG045827.D

 14.88

Ion 109.00 (108.70 to 109.70): BG045827.D
Ion  65.00 (64.70 to 65.70): BG045827.D
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#64
Phenanthrene-d10
Concen:   20.000 ng   
RT: 17.32 min  Scan# 2422
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:188 Resp:  326528
Ion  Ratio  Lower  Upper
188  100
 94    6.1    5.1    7.7 
 80    8.0    6.2    9.4 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2423 (17.321 min): BG045764.D (-2415) (-)
188.2

160.180.0
132.142.0 277.6

50 100 150 200 250 300
0

50

m/z-->

Abundance
188.2

160.180.0
132.152.0 327.1

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2422 (17.315 min): BG045827.D (-2333) (-)
188.2

160.180.0
132.142.0 327.1

17.25 17.30 17.35

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BG045827.D

 17.32

Ion  94.00 (93.70 to 94.70): BG045827.D
Ion  80.00 (79.70 to 80.70): BG045827.D

#70
Pentachlorophenol
Concen:    7.660 ng   
RT: 17.00 min  Scan# 2368
Delta R.T.   0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:266 Resp:      66
Ion  Ratio  Lower  Upper
266  100
268    0.0   55.4   83.0#
264    0.0   49.8   74.6#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2367 (16.992 min): BG045764.D (-2358) (-)
265.9

164.8

201.895.0 129.9 229.8
60.0

340.9

50 100 150 200 250 300
0

50

m/z-->

Abundance
59.0

103.1

159.8
266.3206.8

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2368 (16.998 min): BG045827.D (-2277) (-)
59.0

103.1

159.2
266.3206.8

16.98 17.00

0

50

100

150

200

250

Time-->

Abundance Ion 265.70 (265.40 to 266.40): BG045827.D

 17.00

Ion 268.00 (267.70 to 268.70): BG045827.D
Ion 264.00 (263.70 to 264.70): BG045827.D
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#76
Chrysene-d12
Concen:   20.000 ng   
RT: 21.57 min  Scan# 3147
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:240 Resp:  357760
Ion  Ratio  Lower  Upper
240  100
120    6.5    5.0    7.4 
236   25.1   20.6   30.8 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 3148 (21.580 min): BG045764.D (-3138) (-)
240.2

118.1 198.176.0 156.1 282.9 342.1 415.140.0

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance
240.2

120.1156.1194.164.0 281.1 342.9 428.9

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 3147 (21.574 min): BG045827.D (-3058) (-)
240.2

120.1156.166.0 198.2 282.1 342.9 428.9

21.50 21.60 21.70

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BG045827.D

 21.57

Ion 120.00 (119.70 to 120.70): BG045827.D
Ion 236.00 (235.70 to 236.70): BG045827.D

#79
Terphenyl-d14
Concen:    9.393 ng   
RT: 19.93 min  Scan# 2867
Delta R.T.   -0.01 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:244 Resp:  165814
Ion  Ratio  Lower  Upper
244  100
212    7.2    7.2   10.8 
122    7.1    6.4    9.6 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 2868 (19.936 min): BG045764.D (-2861) (-)
244.2

212.2160.2122.154.0 90.0 282.9

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
244.2

160.1122.1 212.182.052.0 281.1 341.1 373.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 2867 (19.929 min): BG045827.D (-2778) (-)
244.2

122.1 212.1160.180.042.0 281.0 341.1 373.1

19.85 19.90 19.95 20.00

0

50000

100000

150000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BG045827.D

 19.93

Ion 212.00 (211.70 to 212.70): BG045827.D
Ion 122.00 (121.70 to 122.70): BG045827.D
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#86
Perylene-d12
Concen:   20.000 ng   
RT: 24.70 min  Scan# 3679
Delta R.T.   -0.00 min
Lab File:   BG045827.D
Acq: 22 Jun 2020  14:36    

Tgt Ion:264 Resp:  375958
Ion  Ratio  Lower  Upper
264  100
260   24.6   19.0   28.4 
265   23.7   17.4   26.0 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500 550
0

50

m/z-->

Abundance Scan 3679 (24.700 min): BG045764.D (-3667) (-)
264.1

132.1
57.0 204.1 357.1 549.0

50 100 150 200 250 300 350 400 450 500 550
0

50

m/z-->

Abundance
264.1

132.1 207.173.0 327.1 399.1 492.4

50 100 150 200 250 300 350 400 450 500 550
0

50

m/z-->

Abundance Scan 3679 (24.699 min): BG045827.D (-3589) (-)
264.1

132.1
204.176.0 327.1 492.4399.1

24.60 24.70 24.80

0

50000

100000

150000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BG045827.D

 24.70

Ion 260.00 (259.70 to 260.70): BG045827.D
Ion 265.00 (264.70 to 265.70): BG045827.D
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