
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
  Data File : BF086141.D                                          
  Acq On    :  7 Apr 2016  20:33
  Operator  : UM/SJ
  Sample    : H2230-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1
 
  Quant Time: Apr 08 01:42:37 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Fri Apr 01 23:17:06 2016
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.74  152   100483    20.00 ng     -0.03
    21) Naphthalene-d8               8.02  136   378826    20.00 ng     -0.05
    38) Acenaphthene-d10             9.78  164   205891    20.00 ng     -0.03
    63) Phenanthrene-d10            11.26  188   294649    20.00 ng     -0.03
    75) Chrysene-d12                13.89  240   199206    20.00 ng     -0.03
    86) Perylene-d12                15.30  264   181940    20.00 ng     -0.03
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.33  112   403994    68.72 ng     -0.03  
     7) Phenol-d6                    6.38   99   332174    44.49 ng     -0.03  
    23) Nitrobenzene-d5              7.31   82   703367   109.49 ng     -0.03  
    41) 2,4,6-Tribromophenol        10.58  330   249310   129.01 ng     -0.02  
    44) 2-Fluorobiphenyl             9.10  172   963661    77.82 ng     -0.03  
    78) Terphenyl-d14               12.85  244   964105   113.77 ng     -0.02  
 
   Target Compounds                                                   Qvalue
     9) Benzaldehyde                 6.51   77    16907     4.21 ng        88
    15) Benzyl Alcohol               6.89   79    17086     3.54 ng   #    53
    18) Hexachloroethane             7.30  117   205283    72.91 ng   #     1
    19) n-Nitroso-di-n-propylamine   7.15   70     9522     2.06 ng   #    20
    20) 3+4-Methylphenols            7.17  107    58328     8.68 ng   #    55
    22) Acetophenone                 7.13  105    46855     5.26 ng   #    56
    25) Isophorone                   7.61   82    35800     2.82 ng   #    46
    27) 2,4-Dimethylphenol           7.71  122    25502     4.22 ng        95
    31) Naphthalene                  8.04  128   207610    10.90 ng   #    96
    32) Benzoic acid                 7.84  122    54598    12.32 ng   #    22
    33) 4-Chloroaniline              8.04  127    48333     6.28 ng   #    39
    35) Caprolactam                  8.42  113    29576    18.26 ng   #     1
    47) 2-Nitroaniline               9.37   65    42881    11.39 ng   #    23
    50) 2,6-Dinitrotoluene           9.60  165    20115     6.23 ng   #    75
    51) Acenaphthene                 9.81  154    35204     2.87 ng        89
    52) 3-Nitroaniline               9.77  138    18692     4.80 ng   #    27
    53) 2,4-Dinitrophenol            9.88  184      434     2.30 ng   #     1
    55) 4-Nitrophenol                9.93  139    18430     8.03 ng   #    12
    59) Diethylphthalate            10.18  149    85150     5.53 ng   #    83
    62) Azobenzene                  10.48   77    48277     3.27 ng   #    23
    64) 4,6-Dinitro-2-methylphenol  10.41  198     3736     2.09 ng   #     1
    65) n-Nitrosodiphenylamine      10.40  169    30113     3.27 ng   #     1
    66) 4-Bromophenyl-phenylether   10.58  248    15997     5.32 ng   #     1
    72) Carbazole                   11.50  167    45171     3.12 ng   #    79
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040716\
  Data File : BF086141.D                                          
  Acq On    :  7 Apr 2016  20:33
  Operator  : UM/SJ
  Sample    : H2230-09
  Misc      :  
  ALS Vial  : 20   Sample Multiplier: 1

  Quant Time: Apr 08 01:42:37 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Fri Apr 01 23:17:06 2016
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:   20.00 ng  
RT: 6.74 min  Scan# 407
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:152 Resp:  100483
Ion  Ratio  Lower  Upper
152  100
150  153.6  124.2  186.2 
115   56.0   47.0   70.6 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 410 (6.773 min): BF085966.D (-407) (-)
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Abundance Scan 407 (6.739 min): BF086141.D (-384) (-)
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Abundance Ion 152.00 (151.70 to 152.70): BF086141.D

  6.74

Ion 150.00 (149.70 to 150.70): BF086141.D
Ion 115.00 (114.70 to 115.70): BF086141.D

#5
2-Fluorophenol
Concen:   68.72 ng   
RT: 5.33 min  Scan# 284
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:112 Resp:  403994
Ion  Ratio  Lower  Upper
112  100
 64   46.5   39.9   59.9 
 63   23.9   20.2   30.2 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 287 (5.367 min): BF085966.D (-284) (-)
112
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39 86 408
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Abundance Scan 284 (5.333 min): BF086141.D (-261) (-)
112

64

39 86
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Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF086141.D

  5.33

Ion  64.00 (63.70 to 64.70): BF086141.D
Ion  63.00 (62.70 to 63.70): BF086141.D
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#7
Phenol-d6
Concen:   44.49 ng   
RT: 6.38 min  Scan# 376
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 99 Resp:  332174
Ion  Ratio  Lower  Upper
 99  100
 42   15.8   11.1   16.7 
 71   33.0   24.9   37.3 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 379 (6.419 min): BF085966.D (-375) (-)
99

42
376311130 345 408160 461 522208 243 277
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0

50

m/z-->

Abundance Scan 376 (6.384 min): BF086141.D (-353) (-)
99

42

6.30 6.40 6.50 6.60

0

100000
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Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF086141.D

  6.38

Ion  42.00 (41.70 to 42.70): BF086141.D
Ion  71.00 (70.70 to 71.70): BF086141.D

#9
Benzaldehyde
Concen:    4.21 ng   
RT: 6.51 min  Scan# 387
Delta R.T.   0.18 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 77 Resp:   16907
Ion  Ratio  Lower  Upper
 77  100
105   89.4   80.1  120.1 
106   81.7   75.0  115.0 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 371 (6.327 min): BF085966.D (-368) (-)
105
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Abundance Scan 387 (6.510 min): BF086141.D (-345) (-)
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Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF086141.D

  6.51

Ion 105.00 (104.70 to 105.70): BF086141.D
Ion 106.00 (105.70 to 106.70): BF086141.D
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#15
Benzyl Alcohol
Concen:    3.54 ng   
RT: 6.89 min  Scan# 420
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 79 Resp:   17086
Ion  Ratio  Lower  Upper
 79  100
108   36.8   61.8   92.6#
 77   97.9   49.6   74.4#

Ref

Raw

Sub
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0

50

m/z-->

Abundance Scan 423 (6.922 min): BF085966.D (-420) (-)
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Abundance Ion  79.00 (78.70 to 79.70): BF086141.D

  6.89

Ion 108.00 (107.70 to 108.70): BF086141.D
Ion  77.00 (76.70 to 77.70): BF086141.D

#18
Hexachloroethane
Concen:   72.91 ng   
RT: 7.30 min  Scan# 456
Delta R.T.   0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:117 Resp:  205283
Ion  Ratio  Lower  Upper
117  100
119    0.9   76.7  115.1#
201    0.0   83.3  124.9#

Ref

Raw

Sub
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Abundance Scan 455 (7.287 min): BF085966.D (-451) (-)
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Abundance Scan 456 (7.299 min): BF086141.D (-429) (-)
82
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Time-->

Abundance Ion 117.00 (116.70 to 117.70): BF086141.D

  7.30

Ion 119.00 (118.70 to 119.70): BF086141.D
Ion 201.00 (200.70 to 201.70): BF086141.D
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#19
n-Nitroso-di-n-propylamine
Concen:    2.06 ng   
RT: 7.15 min  Scan# 443
Delta R.T.   -0.05 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 70 Resp:    9522
Ion  Ratio  Lower  Upper
 70  100
 42  118.4   37.1   55.7#
101    0.0    8.6   12.8#
130    0.0   19.6   29.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 447 (7.196 min): BF085966.D (-443) (-)
10577

43
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Abundance Ion  70.00 (69.70 to 70.70): BF086141.D

  7.15

Ion  42.00 (41.70 to 42.70): BF086141.D
Ion 101.00 (100.70 to 101.70): BF086141.D
Ion 130.00 (129.70 to 130.70): BF086141.D

#20
3+4-Methylphenols
Concen:    8.68 ng   
RT: 7.17 min  Scan# 445
Delta R.T.   -0.02 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:107 Resp:   58328
Ion  Ratio  Lower  Upper
107  100
108   83.6   69.3  109.3 
 77   31.3  101.7  141.7#
 79   22.0    8.3   48.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 447 (7.196 min): BF085966.D (-444) (-)
10577
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Abundance Scan 445 (7.173 min): BF086141.D (-421) (-)
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Abundance Ion 107.00 (106.70 to 107.70): BF086141.D

  7.17

Ion 108.00 (107.70 to 108.70): BF086141.D
Ion  77.00 (76.70 to 77.70): BF086141.D
Ion  79.00 (78.70 to 79.70): BF086141.D
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#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.02 min  Scan# 519
Delta R.T.   -0.05 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:136 Resp:  378826
Ion  Ratio  Lower  Upper
136  100
137   11.5    9.1   13.7 
 54    9.9    7.4   11.0 
 68    8.6    5.8    8.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 523 (8.064 min): BF085966.D (-519) (-)
136

10854 68 8240 24095
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Abundance Scan 519 (8.019 min): BF086141.D (-497) (-)
136
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Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF086141.D

  8.02

Ion 137.00 (136.70 to 137.70): BF086141.D
Ion  54.00 (53.70 to 54.70): BF086141.D
Ion  68.00 (67.70 to 68.70): BF086141.D

#22
Acetophenone
Concen:    5.26 ng  
RT: 7.13 min  Scan# 441
Delta R.T.   -0.07 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:105 Resp:   46855
Ion  Ratio  Lower  Upper
105  100
 71    1.9    3.6    5.4#
 51    4.7   25.4   38.0#
120    0.0   16.9   25.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 447 (7.196 min): BF085966.D (-444) (-)
10577

43

120
58 90

131 147 193 207
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50
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Abundance Scan 441 (7.127 min): BF086141.D (-421) (-)
105
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Time-->

Abundance Ion 105.00 (104.70 to 105.70): BF086141.D

  7.13

Ion  71.00 (70.70 to 71.70): BF086141.D
Ion  51.00 (50.70 to 51.70): BF086141.D
Ion 120.00 (119.70 to 120.70): BF086141.D
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#23
Nitrobenzene-d5
Concen:  109.49 ng  
RT: 7.31 min  Scan# 457
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 82 Resp:  703367
Ion  Ratio  Lower  Upper
 82  100
128   47.8   41.8   62.8 
 54   44.8   33.4   50.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 460 (7.344 min): BF085966.D (-457) (-)
82

54 128

70 98
42 62 112

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

50

m/z-->

Abundance
82

12854

1179870
42 9162 107 135

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

50

m/z-->

Abundance Scan 457 (7.310 min): BF086141.D (-434) (-)
82

12854

1179870
42 9162 109 135

7.20 7.30 7.40

0

200000

400000

600000

800000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF086141.D

  7.31

Ion 128.00 (127.70 to 128.70): BF086141.D
Ion  54.00 (53.70 to 54.70): BF086141.D

#25
Isophorone
Concen:    2.82 ng   
RT: 7.61 min  Scan# 483
Delta R.T.   0.00 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 82 Resp:   35800
Ion  Ratio  Lower  Upper
 82  100
 95   47.0    5.4    8.2#
138    4.3   12.9   19.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 483 (7.607 min): BF085966.D (-480) (-)
82

138
5439 9567 123110

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

50

m/z-->

Abundance
70

55

127
8741

10079 111
142

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

50

m/z-->

Abundance Scan 483 (7.607 min): BF086141.D (-457) (-)
55 127

8741

69
100

11179
142

7.50 7.55 7.60 7.65

0

5000

10000

15000

20000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF086141.D

  7.61

Ion  95.00 (94.70 to 95.70): BF086141.D
Ion 138.00 (137.70 to 138.70): BF086141.D
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#27
2,4-Dimethylphenol
Concen:    4.22 ng   
RT: 7.71 min  Scan# 492
Delta R.T.   -0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:122 Resp:   25502
Ion  Ratio  Lower  Upper
122  100
107  113.8   93.0  139.6 
121   48.5   45.9   68.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 493 (7.722 min): BF085966.D (-491) (-)
107 122

77
91

39 51 65

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

50

m/z-->

Abundance
107 122 131

55 9169 7741

146

99

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

50

m/z-->

Abundance Scan 492 (7.710 min): BF086141.D (-467) (-)
107 122

77
91 14613251 62

7.60 7.70 7.80

0

20000

40000

60000

80000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF086141.D

  7.71

Ion 107.00 (106.70 to 107.70): BF086141.D
Ion 121.00 (120.70 to 121.70): BF086141.D

#31
Naphthalene
Concen:   10.90 ng   
RT: 8.04 min  Scan# 521
Delta R.T.   -0.05 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:128 Resp:  207610
Ion  Ratio  Lower  Upper
128  100
129   14.5    9.4   14.0#
127   14.5   11.0   16.6 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 525 (8.087 min): BF085966.D (-521) (-)
128

1026439 86 274

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

50

m/z-->

Abundance
128

55 74 10239 146

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

50

m/z-->

Abundance Scan 521 (8.042 min): BF086141.D (-499) (-)
128

1026951 14687

7.90 8.00 8.10

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): BF086141.D

  8.04

Ion 129.00 (128.70 to 129.70): BF086141.D
Ion 127.00 (126.70 to 127.70): BF086141.D
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#32
Benzoic acid
Concen:   12.32 ng   
RT: 7.84 min  Scan# 503
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:122 Resp:   54598
Ion  Ratio  Lower  Upper
122  100
105   16.8  102.9  142.9#
 77   37.5   71.8  111.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 506 (7.870 min): BF085966.D (-498) (-)
105 122

77

51

39 9465

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

50

m/z-->

Abundance
55 107 122

7041
87 97

141
79

131
149

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

50

m/z-->

Abundance Scan 503 (7.836 min): BF086141.D (-480) (-)
107 122

55 70 97 141
41

79 87 131
149

7.80 7.85

0

20000

40000

60000

80000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF086141.D

  7.84

Ion 105.00 (104.70 to 105.70): BF086141.D
Ion  77.00 (76.70 to 77.70): BF086141.D

#33
4-Chloroaniline
Concen:    6.28 ng   
RT: 8.04 min  Scan# 521
Delta R.T.   -0.09 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:127 Resp:   48333
Ion  Ratio  Lower  Upper
127  100
129  100.0   26.1   39.1#
 65   20.5   19.5   29.3 
 92    7.0   14.6   22.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 529 (8.133 min): BF085966.D (-527) (-)
127

65
92

39 52
249105

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

50

m/z-->

Abundance
128

5541 69
10211587 146

160

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

50

m/z-->

Abundance Scan 521 (8.042 min): BF086141.D (-503) (-)
128

115102 1466451 8137 160

7.90 8.00 8.10
0

10000

20000

30000

40000

Time-->

Abundance Ion 127.00 (126.70 to 127.70): BF086141.D

  8.04

Ion 129.00 (128.70 to 129.70): BF086141.D
Ion  65.00 (64.70 to 65.70): BF086141.D
Ion  92.00 (91.70 to 92.70): BF086141.D
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#35
Caprolactam
Concen:   18.26 ng   
RT: 8.42 min  Scan# 554
Delta R.T.   -0.09 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:113 Resp:   29576
Ion  Ratio  Lower  Upper
113  100
 55  565.1  139.4  179.4#
 56  147.3  100.4  140.4#

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 562 (8.510 min): BF085966.D (-559) (-)
55

11385

377 464

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance
69

111

41

141
170

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 554 (8.419 min): BF086141.D (-536) (-)
69 111

41

141
170

8.35 8.40 8.45

0

50000

100000

150000

Time-->

Abundance Ion 113.00 (112.70 to 113.70): BF086141.D

  8.42

Ion  55.00 (54.70 to 55.70): BF086141.D
Ion  56.00 (55.70 to 56.70): BF086141.D

#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 9.78 min  Scan# 673
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:164 Resp:  205891
Ion  Ratio  Lower  Upper
164  100
162   87.5   82.1  123.1 
160   39.7   37.4   56.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 676 (9.813 min): BF085966.D (-673) (-)
162

82 1326854 10694 122 14642

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
164

81

9555 6741 119109 146
136

178188

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 673 (9.779 min): BF086141.D (-650) (-)
162

80
146

118 1369466 10754 178 19638

9.70 9.75 9.80

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF086141.D

  9.78

Ion 162.00 (161.70 to 162.70): BF086141.D
Ion 160.00 (159.70 to 160.70): BF086141.D
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#41
2,4,6-Tribromophenol
Concen:  129.01 ng  
RT: 10.58 min  Scan# 743
Delta R.T.   -0.02 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:330 Resp:  249310
Ion  Ratio  Lower  Upper
330  100
332   96.7   78.2  117.2 
141   34.0   31.5   47.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 745 (10.602 min): BF085966.D (-742) (-)
330

62 141

222 25091 17011137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62 141
91 222 250117 17041 190 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 743 (10.579 min): BF086141.D (-719) (-)
330

62
141

222 250
1709037 116 191 301

10.50 10.60 10.70

0

100000

200000

300000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF086141.D

 10.58

Ion 331.80 (331.50 to 332.50): BF086141.D
Ion 141.00 (140.70 to 141.70): BF086141.D

#44
2-Fluorobiphenyl
Concen:   77.82 ng   
RT: 9.10 min  Scan# 614
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:172 Resp:  963661
Ion  Ratio  Lower  Upper
172  100
171   36.4   29.4   44.2 
170   24.3   19.8   29.6 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 617 (9.139 min): BF085966.D (-612) (-)
172

85 13351 522

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance
172

95 13355

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 614 (9.105 min): BF086141.D (-591) (-)
172

1338551

9.00 9.10 9.20

0

500000

1000000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF086141.D

  9.10

Ion 171.00 (170.70 to 171.70): BF086141.D
Ion 170.00 (169.70 to 170.70): BF086141.D
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#47
2-Nitroaniline
Concen:   11.39 ng   
RT: 9.37 min  Scan# 637
Delta R.T.   0.00 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 65 Resp:   42881
Ion  Ratio  Lower  Upper
 65  100
 92   35.9   59.7   89.5#
138    8.2   91.4  137.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 637 (9.367 min): BF085966.D (-634) (-)
138

65
92

80 10839 52
121

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
146117

918155 6741
103 156131 167 182

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 637 (9.367 min): BF086141.D (-611) (-)
146117

91
15663 10351 77 13139 167 182

9.30 9.35 9.40 9.45

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  65.00 (64.70 to 65.70): BF086141.D

  9.37

Ion  92.00 (91.70 to 92.70): BF086141.D
Ion 138.00 (137.70 to 138.70): BF086141.D

#50
2,6-Dinitrotoluene
Concen:    6.23 ng   
RT: 9.60 min  Scan# 657
Delta R.T.   -0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:165 Resp:   20115
Ion  Ratio  Lower  Upper
165  100
 63  102.1   51.8   77.8#
 89   70.4   53.7   80.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 658 (9.607 min): BF085966.D (-655) (-)
165

89
63

77 14851 121 13539 108

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
119

95
55 81 1646941

149
107

137 178188

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 657 (9.596 min): BF086141.D (-632) (-)
119

164

91 14910577
51 65 13639 181 196

9.50 9.55 9.60

0

5000

10000

15000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF086141.D

  9.60

Ion  63.00 (62.70 to 63.70): BF086141.D
Ion  89.00 (88.70 to 89.70): BF086141.D
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#51
Acenaphthene
Concen:    2.87 ng   
RT: 9.81 min  Scan# 676
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:154 Resp:   35204
Ion  Ratio  Lower  Upper
154  100
153  130.4   90.1  135.1 
152   55.9   44.2   66.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 679 (9.848 min): BF085966.D (-674) (-)
153

76
1266351 87 102113 13939

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
9581

6755
41

153109 122

137
164 182 196

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 676 (9.813 min): BF086141.D (-653) (-)
153

9381
122

136
110

167 182
66 196

9.75 9.80 9.85

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 154.00 (153.70 to 154.70): BF086141.D

  9.81

Ion 153.00 (152.70 to 153.70): BF086141.D
Ion 152.00 (151.70 to 152.70): BF086141.D

#52
3-Nitroaniline
Concen:    4.80 ng   
RT: 9.77 min  Scan# 672
Delta R.T.   -0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:138 Resp:   18692
Ion  Ratio  Lower  Upper
138  100
108   98.4    8.7   13.1#
 92   52.5   93.3  139.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 673 (9.779 min): BF085966.D (-670) (-)
1389265

8039
52 108

122

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
81 95

55 67 10941 164

122
147

137
178

188

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 672 (9.768 min): BF086141.D (-647) (-)
105

162

80 147

136122 178
66 9454 19637

9.75 9.80

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion 138.00 (137.70 to 138.70): BF086141.D

  9.77

Ion 108.00 (107.70 to 108.70): BF086141.D
Ion  92.00 (91.70 to 92.70): BF086141.D
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#53
2,4-Dinitrophenol
Concen:    2.30 ng   
RT: 9.88 min  Scan# 682
Delta R.T.   -0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:184 Resp:     434
Ion  Ratio  Lower  Upper
184  100
 63  1260.9   69.5  104.3#
154  497.5   58.3   87.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 683 (9.893 min): BF085966.D (-680) (-)
184

63 15491 107
79

5138 168138120

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
81 95 117

55
41 133 16067

178145
107

188

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 682 (9.882 min): BF086141.D (-657) (-)
160133117

178
145

76 102 18864

9.84 9.86 9.88 9.90 9.92

0

5000

10000

15000

Time-->

Abundance Ion 184.00 (183.70 to 184.70): BF086141.D

  9.88

Ion  63.00 (62.70 to 63.70): BF086141.D
Ion 154.00 (153.70 to 154.70): BF086141.D

#55
4-Nitrophenol
Concen:    8.03 ng   
RT: 9.93 min  Scan# 686
Delta R.T.   -0.02 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:139 Resp:   18430
Ion  Ratio  Lower  Upper
139  100
109  190.5   49.2   89.2#
 65  122.8   66.9  106.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 688 (9.950 min): BF085966.D (-685) (-)
139

65
109

39
81 93

53
123

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
11981

95
55 13341 67 178

107 164
146

188199

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 686 (9.928 min): BF086141.D (-662) (-)
119

133 178
10591

164
77 14651 65 19838

9.90 9.95

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 139.00 (138.70 to 139.70): BF086141.D

  9.93

Ion 109.00 (108.70 to 109.70): BF086141.D
Ion  65.00 (64.70 to 65.70): BF086141.D
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#59
Diethylphthalate
Concen:    5.53 ng   
RT: 10.18 min  Scan# 708
Delta R.T.   -0.06 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:149 Resp:   85150
Ion  Ratio  Lower  Upper
149  100
177   13.7   17.9   26.9#
150   18.8   10.2   15.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 713 (10.236 min): BF085966.D (-709) (-)
149

177
10576 93 12150 63 133 22219337 164

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
119

91
149

17877 105
13241 55

163 192
204

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 708 (10.179 min): BF086141.D (-687) (-)
119

149
91

178
13210577 163 1926351

20438

10.15 10.20

0

50000

100000

Time-->

Abundance Ion 149.00 (148.70 to 149.70): BF086141.D

 10.18

Ion 177.00 (176.70 to 177.70): BF086141.D
Ion 150.00 (149.70 to 150.70): BF086141.D

#62
Azobenzene
Concen:    3.27 ng   
RT: 10.48 min  Scan# 734
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion: 77 Resp:   48277
Ion  Ratio  Lower  Upper
 77  100
182    9.8    1.9   41.9 
105  115.9    3.5   43.5#
 51   36.7    6.3   46.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 737 (10.510 min): BF085966.D (-732) (-)
77

51 105 182
1526339 12891 140

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
163

91
131117

192105 14777
41 55 176 206

221

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 734 (10.476 min): BF086141.D (-711) (-)
163

131
91

192147
118 175 20610477

51 6539 221

10.40 10.45 10.50 10.55
0

20000

40000

60000

80000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF086141.D

 10.48

Ion 182.00 (181.70 to 182.70): BF086141.D
Ion 105.00 (104.70 to 105.70): BF086141.D
Ion  51.00 (50.70 to 51.70): BF086141.D
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#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.26 min  Scan# 803
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:188 Resp:  294649
Ion  Ratio  Lower  Upper
188  100
 94   12.3    5.4    8.0#
 80   12.4    5.5    8.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 806 (11.299 min): BF085966.D (-802) (-)
188

160948066 146108 13242

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

50

m/z-->

Abundance
188

141
115 15880 94 128

41 55 204175 218 234247

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

50

m/z-->

Abundance Scan 803 (11.265 min): BF086141.D (-780) (-)
188

141

9480 16011566 21842 175 201 233247

11.15 11.20 11.25 11.30

0

100000

200000

300000

400000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF086141.D

 11.26

Ion  94.00 (93.70 to 94.70): BF086141.D
Ion  80.00 (79.70 to 80.70): BF086141.D

#64
4,6-Dinitro-2-methylphenol
Concen:    2.09 ng  
RT: 10.41 min  Scan# 728
Delta R.T.   -0.01 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:198 Resp:    3736
Ion  Ratio  Lower  Upper
198  100
 51  400.4   45.4   85.4#
105  797.1   45.9   85.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 729 (10.419 min): BF085966.D (-727) (-)
198

10551 121

77
168

152134 18238 23063 90

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
163

91 115
131

77 17814541 19255 103
206

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 728 (10.408 min): BF086141.D (-703) (-)
163

130
176115 147 19091 206755837

10.35 10.40 10.45

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 198.00 (197.70 to 198.70): BF086141.D

 10.41

Ion  51.00 (50.70 to 51.70): BF086141.D
Ion 105.00 (104.70 to 105.70): BF086141.D
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#65
n-Nitrosodiphenylamine
Concen:    3.27 ng  
RT: 10.40 min  Scan# 727
Delta R.T.   -0.08 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:169 Resp:   30113
Ion  Ratio  Lower  Upper
169  100
168  292.8   54.4   81.6#
167  189.3   29.4   44.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 734 (10.476 min): BF085966.D (-731) (-)
169

8351 66 115 14139 128 154102

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
131

163115
91

176
77 14541 55 192

103
20666

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 727 (10.396 min): BF086141.D (-708) (-)
131

163

176
145115

192
20663 74 87 1025038

10.30 10.35 10.40 10.45

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 169.00 (168.70 to 169.70): BF086141.D

 10.40

Ion 168.00 (167.70 to 168.70): BF086141.D
Ion 167.00 (166.70 to 167.70): BF086141.D

#66
4-Bromophenyl-phenylether
Concen:    5.32 ng   
RT: 10.58 min  Scan# 743
Delta R.T.   -0.26 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:248 Resp:   15997
Ion  Ratio  Lower  Upper
248  100
250  198.5   77.4  116.0#
141  479.9   63.6   95.4#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 766 (10.842 min): BF085966.D (-763) (-)
248

141

77

115
51

168
22095 192

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62 141
91 222 250117 17041 190 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 743 (10.579 min): BF086141.D (-740) (-)
330

62
141

222 250
90 17037 111 190 303

10.55 10.60

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF086141.D

 10.58

Ion 250.00 (249.70 to 250.70): BF086141.D
Ion 141.00 (140.70 to 141.70): BF086141.D
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#72
Carbazole
Concen:    3.12 ng  
RT: 11.50 min  Scan# 824
Delta R.T.   -0.02 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:167 Resp:   45171
Ion  Ratio  Lower  Upper
167  100
166   27.2   17.8   26.8#
139   30.1   11.6   17.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 826 (11.528 min): BF085966.D (-823) (-)
167

13983
1136939 10052 152

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

50

m/z-->

Abundance
16711512914391

41 55 77
218189203

232
248

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

50

m/z-->

Abundance Scan 824 (11.505 min): BF086141.D (-800) (-)
167

148
232135 203185 21769 9984 24711456

11.40 11.50

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 167.00 (166.70 to 167.70): BF086141.D

 11.50

Ion 166.00 (165.70 to 166.70): BF086141.D
Ion 139.00 (138.70 to 139.70): BF086141.D

#75
Chrysene-d12
Concen:   20.00 ng   
RT: 13.89 min  Scan# 1033
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:240 Resp:  199206
Ion  Ratio  Lower  Upper
240  100
120   17.4   13.8   20.8 
236   26.6   20.6   30.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1036 (13.928 min): BF085966.D (-1033) (-)
228

120
104 20818780 1566442 171 279243

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

50

m/z-->

Abundance
240

120
104 21255 19483 165141 28139 256

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

50

m/z-->

Abundance Scan 1033 (13.894 min): BF086141.D (-1010) (-)
240

120
104 20878 15642 180136 26528162

13.80 13.90 14.00 14.10

0

50000

100000

150000

200000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF086141.D

 13.89

Ion 120.00 (119.70 to 120.70): BF086141.D
Ion 236.00 (235.70 to 236.70): BF086141.D
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#78
Terphenyl-d14
Concen:  113.77 ng   
RT: 12.85 min  Scan# 942
Delta R.T.   -0.02 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:244 Resp:  964105
Ion  Ratio  Lower  Upper
244  100
212    7.0    6.1    9.1 
122    8.6   10.2   15.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 944 (12.876 min): BF085966.D (-940) (-)
244

122 160 212106 19854 82 227138 26217538

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

50

m/z-->

Abundance
244

122 21216010680 19854 181 22714139 260274

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

50

m/z-->

Abundance Scan 942 (12.854 min): BF086141.D (-918) (-)
244

122 212160106 1988052 227182137 27138

12.80 12.90 13.00

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF086141.D

 12.85

Ion 212.00 (211.70 to 212.70): BF086141.D
Ion 122.00 (121.70 to 122.70): BF086141.D

#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.30 min  Scan# 1156
Delta R.T.   -0.03 min
Lab File:   BF086141.D
Acq:  7 Apr 2016  20:33    

Tgt Ion:264 Resp:  181940
Ion  Ratio  Lower  Upper
264  100
260   23.7   19.4   29.2 
265   20.8   17.2   25.8 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1159 (15.334 min): BF085966.D (-1155) (-)
264

132

23288 18052 453205

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance
264

132
20723255 91 180

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1156 (15.300 min): BF086141.D (-1133) (-)
264

132
2328857 201157

15.20 15.30 15.40

0

50000

100000

150000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF086141.D

 15.30

Ion 260.00 (259.70 to 260.70): BF086141.D
Ion 265.00 (264.70 to 265.70): BF086141.D
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