
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
  Data File : BF092722.D                                          
  Acq On    :  1 Feb 2017  23:25
  Operator  : SJ/MA
  Sample    : I1593-12RE
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Time: Feb 01 23:54:52 2017
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Mon Jan 30 14:50:05 2017
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.94  152   162959    20.00 ng     -0.02
    21) Naphthalene-d8               8.24  136   645584    20.00 ng     -0.02
    38) Acenaphthene-d10            10.00  164   183446    20.00 ng     -0.01
    63) Phenanthrene-d10            11.48  188   404244    20.00 ng     -0.01
    75) Chrysene-d12                14.12  240   172057    20.00 ng     -0.02
    86) Perylene-d12                15.59  264    10563    20.00 ng     -0.02
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.57  112  1357543   142.92 ng      0.00  
     7) Phenol-d6                    6.59   99  1288139   105.40 ng     -0.01  
    23) Nitrobenzene-d5              7.52   82  1144065    98.69 ng     -0.02  
    41) 2,4,6-Tribromophenol        10.80  330   315503   237.79 ng     -0.01  
    44) 2-Fluorobiphenyl             9.32  172  1581594   156.19 ng     -0.01  
    78) Terphenyl-d14               13.07  244  1112481   151.92 ng     -0.01  
 
   Target Compounds                                                   Qvalue
    15) Benzyl Alcohol               7.10   79    18123     2.00 ng   #    32
    25) Isophorone                   7.52   82  1109284    51.35 ng   #    65
    32) Benzoic acid                 7.95  122     2300     7.51 ng        86
    50) 2,6-Dinitrotoluene          10.00  165    22940     8.60 ng   #    33
    56) 2,4-Dinitrotoluene          10.00  165    22941     6.46 ng   #    21
    64) 4,6-Dinitro-2-methylphenol  10.78  198      617     2.91 ng   #     1
    66) 4-Bromophenyl-phenylether   10.78  248    22166     5.25 ng   #     1
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
1,4-Dichlorobenzene-d4
Concen:   20.00 ng  
RT: 6.94 min  Scan# 425
Delta R.T.   -0.02 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:152 Resp:  162959
Ion  Ratio  Lower  Upper
152  100
150  158.7  124.9  187.3 
115   63.2   46.0   69.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 427 (6.967 min): BF092628.D (-423) (-)
150

115

7852
38 63 89 100

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150

115
7852

40 63 89 132 207100

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 425 (6.944 min): BF092722.D (-401) (-)
150

115
7852

40 8963 100 132

6.90 6.95 7.00

0

100000

200000

300000

400000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF092722.D

  6.94

Ion 150.00 (149.70 to 150.70): BF092722.D
Ion 115.00 (114.70 to 115.70): BF092722.D

#5
2-Fluorophenol
Concen:  142.92 ng   
RT: 5.57 min  Scan# 305
Delta R.T.   0.00 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:112 Resp: 1357543
Ion  Ratio  Lower  Upper
112  100
 64   58.1   46.1   69.1 
 63   29.4   23.8   35.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 305 (5.573 min): BF092628.D (-301) (-)
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Abundance Scan 305 (5.573 min): BF092722.D (-279) (-)
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92

39 53 81
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1000000

1500000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF092722.D

  5.57

Ion  64.00 (63.70 to 64.70): BF092722.D
Ion  63.00 (62.70 to 63.70): BF092722.D
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#7
Phenol-d6
Concen:  105.40 ng   
RT: 6.59 min  Scan# 394
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion: 99 Resp: 1288139
Ion  Ratio  Lower  Upper
 99  100
 42   21.2   15.6   23.4 
 71   32.0   27.5   41.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 395 (6.602 min): BF092628.D (-391) (-)
99

71
42
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0

50

m/z-->
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Abundance Scan 394 (6.590 min): BF092722.D (-369) (-)
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1000000

1500000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF092722.D

  6.59

Ion  42.00 (41.70 to 42.70): BF092722.D
Ion  71.00 (70.70 to 71.70): BF092722.D

#15
Benzyl Alcohol
Concen:    2.00 ng   
RT: 7.10 min  Scan# 439
Delta R.T.   -0.00 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion: 79 Resp:   18123
Ion  Ratio  Lower  Upper
 79  100
108   30.6   61.4   92.0#
 77  131.2   50.9   76.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 439 (7.104 min): BF092628.D (-436) (-)
79

108

51

9139 15063
117
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Abundance Scan 439 (7.104 min): BF092722.D (-413) (-)
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Time-->

Abundance Ion  79.00 (78.70 to 79.70): BF092722.D

  7.10

Ion 108.00 (107.70 to 108.70): BF092722.D
Ion  77.00 (76.70 to 77.70): BF092722.D
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#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.24 min  Scan# 538
Delta R.T.   -0.02 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:136 Resp:  645584
Ion  Ratio  Lower  Upper
136  100
137   10.8    8.4   12.6 
 54    9.7    4.5    6.7#
 68    6.7    3.6    5.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 540 (8.259 min): BF092628.D (-536) (-)
136

10854 68 8242 12493
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50

m/z-->

Abundance Scan 538 (8.236 min): BF092722.D (-514) (-)
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1000000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF092722.D

  8.24

Ion 137.00 (136.70 to 137.70): BF092722.D
Ion  54.00 (53.70 to 54.70): BF092722.D
Ion  68.00 (67.70 to 68.70): BF092722.D

#23
Nitrobenzene-d5
Concen:   98.69 ng  
RT: 7.52 min  Scan# 475
Delta R.T.   -0.02 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion: 82 Resp: 1144065
Ion  Ratio  Lower  Upper
 82  100
128   45.2   34.6   52.0 
 54   55.4   39.5   59.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 477 (7.539 min): BF092628.D (-474) (-)
82

54 128

70 98
42 112

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
82

54
128

70 9842
112 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 475 (7.516 min): BF092722.D (-451) (-)
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Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF092722.D

  7.52

Ion 128.00 (127.70 to 128.70): BF092722.D
Ion  54.00 (53.70 to 54.70): BF092722.D
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#25
Isophorone
Concen:   51.35 ng   
RT: 7.52 min  Scan# 475
Delta R.T.   -0.27 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion: 82 Resp: 1109284
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    5.6    8.4#
138    0.0   14.6   22.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 499 (7.790 min): BF092628.D (-495) (-)
82

5439 138
9567 123110
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Abundance Scan 475 (7.516 min): BF092722.D (-473) (-)
82

54
128

70 98
42 112
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Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF092722.D

  7.52

Ion  95.00 (94.70 to 95.70): BF092722.D
Ion 138.00 (137.70 to 138.70): BF092722.D

#32
Benzoic acid
Concen:    7.51 ng   
RT: 7.95 min  Scan# 513
Delta R.T.   -0.08 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:122 Resp:    2300
Ion  Ratio  Lower  Upper
122  100
105  144.2  107.2  147.2 
 77   81.6   74.5  114.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 520 (8.030 min): BF092628.D (-512) (-)
105
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40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

122
77

51

36 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 513 (7.950 min): BF092722.D (-494) (-)
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Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF092722.D

  7.95

Ion 105.00 (104.70 to 105.70): BF092722.D
Ion  77.00 (76.70 to 77.70): BF092722.D
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#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 10.00 min  Scan# 692
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:164 Resp:  183446
Ion  Ratio  Lower  Upper
164  100
162  108.0   80.2  120.2 
160   48.5   36.9   55.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 693 (10.008 min): BF092628.D (-689) (-)
162

80
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Abundance Scan 692 (9.996 min): BF092722.D (-667) (-)
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150000
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250000
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Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF092722.D

 10.00

Ion 162.00 (161.70 to 162.70): BF092722.D
Ion 160.00 (159.70 to 160.70): BF092722.D

#41
2,4,6-Tribromophenol
Concen:  237.79 ng  
RT: 10.80 min  Scan# 762
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:330 Resp:  315503
Ion  Ratio  Lower  Upper
330  100
332   96.9   77.4  116.2 
141   31.6   34.1   51.1#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 763 (10.808 min): BF092628.D (-759) (-)
330

14162 222 250
1701119037 197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

222141 25062
17090 11137 301195

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 762 (10.796 min): BF092722.D (-737) (-)
330

143 222 25062
17290 11137 303199

10.70 10.80 10.90 11.00

0

100000

200000

300000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF092722.D

 10.80

Ion 331.80 (331.50 to 332.50): BF092722.D
Ion 141.00 (140.70 to 141.70): BF092722.D
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#44
2-Fluorobiphenyl
Concen:  156.19 ng   
RT: 9.32 min  Scan# 633
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:172 Resp: 1581594
Ion  Ratio  Lower  Upper
172  100
171   36.1   29.4   44.0 
170   23.7   20.2   30.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 634 (9.333 min): BF092628.D (-628) (-)
172

14685 1337351 120 1571006239

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
172

15185 13351 7463 12096 10739 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 633 (9.322 min): BF092722.D (-608) (-)
172

15185 1337463 12051 9939

9.25 9.30 9.35 9.40

0

500000

1000000

1500000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF092722.D

  9.32

Ion 171.00 (170.70 to 171.70): BF092722.D
Ion 170.00 (169.70 to 170.70): BF092722.D

#50
2,6-Dinitrotoluene
Concen:    8.60 ng   
RT: 10.00 min  Scan# 692
Delta R.T.   0.21 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:165 Resp:   22940
Ion  Ratio  Lower  Upper
165  100
 63    2.5   36.2   54.4#
 89    2.4   40.2   60.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 674 (9.790 min): BF092628.D (-671) (-)
165

63 89

51 7739 148121 135
108

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
162

80
6654 13242 108 14694 207120

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 692 (9.996 min): BF092722.D (-648) (-)
162

80
6654 13242 108 14694 120

9.95 10.00

0

10000

20000

30000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF092722.D

 10.00

Ion  63.00 (62.70 to 63.70): BF092722.D
Ion  89.00 (88.70 to 89.70): BF092722.D
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#56
2,4-Dinitrotoluene
Concen:    6.46 ng   
RT: 10.00 min  Scan# 692
Delta R.T.   -0.21 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:165 Resp:   22941
Ion  Ratio  Lower  Upper
165  100
 63    2.5   40.2   60.4#
 89    2.4   62.5   93.7#
182    0.0    1.8    2.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 710 (10.202 min): BF092628.D (-706) (-)
165

89

63
119

13939 51 78
106 182150

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
162

80
6654 13242 108 14694 207120

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 692 (9.996 min): BF092722.D (-684) (-)
162

80
6654 13242 108 14694 120

9.95 10.00 10.05
0

10000

20000

30000

40000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF092722.D

 10.00

Ion  63.00 (62.70 to 63.70): BF092722.D
Ion  89.00 (88.70 to 89.70): BF092722.D
Ion 182.00 (181.70 to 182.70): BF092722.D

#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.48 min  Scan# 822
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:188 Resp:  404244
Ion  Ratio  Lower  Upper
188  100
 94   12.0   10.0   15.0 
 80   13.0   11.2   16.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 823 (11.493 min): BF092628.D (-820) (-)
188

80 94 160
66 13254 17014642 118108

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
188

80 94 1606654 13242 108 170118 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 822 (11.482 min): BF092722.D (-797) (-)
188

80 94 1606652 132108 14642 118 170

11.45 11.50 11.55

0

100000

200000

300000

400000

500000

600000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF092722.D

 11.48

Ion  94.00 (93.70 to 94.70): BF092722.D
Ion  80.00 (79.70 to 80.70): BF092722.D
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#64
4,6-Dinitro-2-methylphenol
Concen:    2.91 ng  
RT: 10.78 min  Scan# 761
Delta R.T.   0.17 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:198 Resp:     617
Ion  Ratio  Lower  Upper
198  100
 51  270.2    6.7   46.7#
105  215.3   16.6   56.6#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 746 (10.613 min): BF092628.D (-742) (-)
198

105
16851 77

134

50 100 150 200 250 300
0

50

m/z-->

Abundance
62 330

141

222
9137 250172111

197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 761 (10.785 min): BF092722.D (-720) (-)
62 330

141

222
9137 250172111

197 301

10.75 10.80

0

500

1000

1500

2000

Time-->

Abundance Ion 198.00 (197.70 to 198.70): BF092722.D

 10.78

Ion  51.00 (50.70 to 51.70): BF092722.D
Ion 105.00 (104.70 to 105.70): BF092722.D

#66
4-Bromophenyl-phenylether
Concen:    5.25 ng   
RT: 10.78 min  Scan# 761
Delta R.T.   -0.25 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:248 Resp:   22166
Ion  Ratio  Lower  Upper
248  100
250  185.0   76.9  115.3#
141  580.6   68.2  102.4#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 783 (11.036 min): BF092628.D (-780) (-)
141 24877

51

115

168
22095 193

50 100 150 200 250 300
0

50

m/z-->

Abundance
62 330

141

222
9137 250172111

197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 761 (10.785 min): BF092722.D (-757) (-)
62 330

141

222
9137 250172111

197 301

10.75 10.80 10.85

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF092722.D

 10.78

Ion 250.00 (249.70 to 250.70): BF092722.D
Ion 141.00 (140.70 to 141.70): BF092722.D
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#75
Chrysene-d12
Concen:   20.00 ng   
RT: 14.12 min  Scan# 1053
Delta R.T.   -0.02 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:240 Resp:  172057
Ion  Ratio  Lower  Upper
240  100
120    9.2   12.9   19.3#
236   31.3   20.9   31.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1055 (14.145 min): BF092628.D (-1051) (-)
240

228120106 21292 184170156 19778 142

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

50

m/z-->

Abundance
240

120106 20892 158 180 22276 19452

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

50

m/z-->

Abundance Scan 1053 (14.122 min): BF092722.D (-1029) (-)
240

120106 20892 158 180 22276 19452

14.10 14.20

0

50000

100000

150000

200000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF092722.D

 14.12

Ion 120.00 (119.70 to 120.70): BF092722.D
Ion 236.00 (235.70 to 236.70): BF092722.D

#78
Terphenyl-d14
Concen:  151.92 ng   
RT: 13.07 min  Scan# 961
Delta R.T.   -0.01 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:244 Resp: 1112481
Ion  Ratio  Lower  Upper
244  100
212    7.7    6.2    9.2 
122   12.0   11.4   17.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 962 (13.082 min): BF092628.D (-958) (-)
244

122 212160 226106 13654 80 198174 26239

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

50

m/z-->

Abundance
244

122 212160 226106 19813654 82 17440 68

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

50

m/z-->

Abundance Scan 961 (13.071 min): BF092722.D (-936) (-)
244

122 212160 226106 19813654 82 17440 68

13.00 13.20

0

500000

1000000

1500000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF092722.D

 13.07

Ion 212.00 (211.70 to 212.70): BF092722.D
Ion 122.00 (121.70 to 122.70): BF092722.D
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#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.59 min  Scan# 1181
Delta R.T.   -0.02 min
Lab File:   BF092722.D
Acq:  1 Feb 2017  23:25    

Tgt Ion:264 Resp:   10563
Ion  Ratio  Lower  Upper
264  100
260   68.8   19.2   28.8#
265   20.0   17.4   26.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1183 (15.608 min): BF092628.D (-1179) (-)
264

132

116 23276 19415693 17855 21040

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

50

m/z-->

Abundance
263

130
207

11555 23273 2819539 191

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

50

m/z-->

Abundance Scan 1181 (15.585 min): BF092722.D (-1157) (-)
263

130

115 2329539 64 191 209 281

15.55 15.60 15.65

0

2000

4000

6000

8000

10000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF092722.D

 15.59

Ion 260.00 (259.70 to 260.70): BF092722.D
Ion 265.00 (264.70 to 265.70): BF092722.D
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