
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102317\
  Data File : BF099781.D                                          
  Acq On    : 24 Oct 2017   1:32
  Operator  : SJ/JU
  Sample    : I6037-15
  Misc      :  
  ALS Vial  : 22   Sample Multiplier: 1
 
  Quant Time: Oct 24 02:55:13 2017
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Mon Oct 23 23:39:26 2017
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.80  152   105290    20.00 ng      0.00
    21) Naphthalene-d8               8.09  136   427520    20.00 ng      0.00
    38) Acenaphthene-d10             9.84  164   189226    20.00 ng      0.00
    63) Phenanthrene-d10            11.33  188   272333    20.00 ng      0.00
    75) Chrysene-d12                13.97  240   182041    20.00 ng     -0.01
    86) Perylene-d12                15.44  264   202420    20.00 ng      0.00
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.43  112   394957    58.89 ng      0.00  
     7) Phenol-d6                    6.45   99   302028    37.98 ng      0.00  
    23) Nitrobenzene-d5              7.37   82   533694    80.37 ng      0.00  
    41) 2,4,6-Tribromophenol        10.63  330   171644    99.54 ng      0.00  
    44) 2-Fluorobiphenyl             9.16  172  1051910    85.77 ng      0.00  
    78) Terphenyl-d14               12.92  244   638453    76.65 ng      0.00  
 
   Target Compounds                                                   Qvalue
     9) Benzaldehyde                 6.57   77    12119     2.55 ng        87
    19) n-Nitroso-di-n-propylamine   7.37   70    65928    14.15 ng   #    72
    25) Isophorone                   7.37   82   533688    44.29 ng   #    64
    50) 2,6-Dinitrotoluene           9.84  165    23678     7.52 ng   #    25
    56) 2,4-Dinitrotoluene           9.84  165    23678     6.24 ng   #    22
    66) 4-Bromophenyl-phenylether   10.63  248    11596     4.04 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: 6.80 min  Scan# 802
Delta R.T.   -0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:152 Resp:  105290
Ion  Ratio  Lower  Upper
152  100
150  155.2  124.6  186.8 
115   57.2   50.1   75.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 802 (6.804 min): BF099755.D (-798) (-)
150

115

78
52

8738 61 99 124132

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

50
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0

50
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Abundance Scan 802 (6.804 min): BF099781.D (-751) (-)
150
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52
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Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF099781.D

  6.80

Ion 150.00 (149.70 to 150.70): BF099781.D
Ion 115.00 (114.70 to 115.70): BF099781.D

#5
2-Fluorophenol
Concen:   58.89 ng   
RT: 5.43 min  Scan# 568
Delta R.T.   0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:112 Resp:  394957
Ion  Ratio  Lower  Upper
112  100
 64   50.8   47.9   71.9 
 63   24.3   23.7   35.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 567 (5.422 min): BF099755.D (-563) (-)
112
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92
8357
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Abundance Scan 568 (5.428 min): BF099781.D (-516) (-)
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Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF099781.D

  5.43

Ion  64.00 (63.70 to 64.70): BF099781.D
Ion  63.00 (62.70 to 63.70): BF099781.D
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#7
Phenol-d6
Concen:   37.98 ng   
RT: 6.45 min  Scan# 741
Delta R.T.   -0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion: 99 Resp:  302028
Ion  Ratio  Lower  Upper
 99  100
 42   13.6   14.5   21.7#
 71   29.0   25.4   38.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 742 (6.451 min): BF099755.D (-736) (-)
99

71
42 946654 8036 5947
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0

50

m/z-->

Abundance
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71
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0

50

m/z-->

Abundance Scan 741 (6.445 min): BF099781.D (-691) (-)
99
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6.40 6.50 6.60

0

100000
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300000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF099781.D

  6.45

Ion  42.00 (41.70 to 42.70): BF099781.D
Ion  71.00 (70.70 to 71.70): BF099781.D

#9
Benzaldehyde
Concen:    2.55 ng   
RT: 6.57 min  Scan# 763
Delta R.T.   0.21 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion: 77 Resp:   12119
Ion  Ratio  Lower  Upper
 77  100
105   82.9   81.1  121.1 
106   87.7   74.5  114.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 727 (6.363 min): BF099755.D (-723) (-)
10577

51

39 61 84

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

m/z-->

Abundance
132

68
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50

m/z-->

Abundance Scan 763 (6.575 min): BF099781.D (-676) (-)
132

68

96
40 75 1045447 1158561

6.54 6.56 6.58 6.60 6.62

0
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10000

15000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF099781.D

  6.57

Ion 105.00 (104.70 to 105.70): BF099781.D
Ion 106.00 (105.70 to 106.70): BF099781.D
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#19
n-Nitroso-di-n-propylamine
Concen:   14.15 ng   
RT: 7.37 min  Scan# 899
Delta R.T.   0.15 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion: 70 Resp:   65928
Ion  Ratio  Lower  Upper
 70  100
 42   41.4   47.5   71.3#
101    0.0    7.4   11.2#
130    2.7   16.6   25.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 873 (7.222 min): BF099755.D (-865) (-)
10577

43

120

9058
131 147 193 207

40 60 80 100 120 140 160 180 200
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m/z-->
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50

m/z-->

Abundance Scan 899 (7.375 min): BF099781.D (-822) (-)
82
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20000
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Time-->

Abundance Ion  70.00 (69.70 to 70.70): BF099781.D

  7.37

Ion  42.00 (41.70 to 42.70): BF099781.D
Ion 101.00 (100.70 to 101.70): BF099781.D
Ion 130.00 (129.70 to 130.70): BF099781.D

#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.09 min  Scan# 1020
Delta R.T.   -0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:136 Resp:  427520
Ion  Ratio  Lower  Upper
136  100
137   10.6    8.9   13.3 
 54    6.5    6.6    9.8#
 68    5.2    5.0    7.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1020 (8.087 min): BF099755.D (-1014) (-)
136

10854 68 7842 88 100 128118
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Abundance
136

10854 68 7642 84 94 118

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

m/z-->

Abundance Scan 1020 (8.086 min): BF099781.D (-969) (-)
136

10854 68 7642 84 94 118

8.00 8.10 8.20
0
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400000
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Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF099781.D

  8.09

Ion 137.00 (136.70 to 137.70): BF099781.D
Ion  54.00 (53.70 to 54.70): BF099781.D
Ion  68.00 (67.70 to 68.70): BF099781.D
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#23
Nitrobenzene-d5
Concen:   80.37 ng  
RT: 7.37 min  Scan# 899
Delta R.T.   -0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion: 82 Resp:  533694
Ion  Ratio  Lower  Upper
 82  100
128   50.6   36.1   54.1 
 54   45.1   41.4   62.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 900 (7.381 min): BF099755.D (-893) (-)
82

128
54

9870
42 62 112
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50

m/z-->

Abundance
82

128
54

70 98
42 62 112

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

50

m/z-->

Abundance Scan 899 (7.375 min): BF099781.D (-849) (-)
82
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70 98
42 62 112

7.30 7.40 7.50

0

200000

400000

600000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF099781.D

  7.37

Ion 128.00 (127.70 to 128.70): BF099781.D
Ion  54.00 (53.70 to 54.70): BF099781.D

#25
Isophorone
Concen:   44.29 ng   
RT: 7.37 min  Scan# 899
Delta R.T.   -0.26 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion: 82 Resp:  533688
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    5.2    7.8#
138    0.0   14.9   22.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 943 (7.634 min): BF099755.D (-937) (-)
82

138
5439 9567 12311046 10374
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Abundance Scan 899 (7.375 min): BF099781.D (-892) (-)
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Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF099781.D

  7.37

Ion  95.00 (94.70 to 95.70): BF099781.D
Ion 138.00 (137.70 to 138.70): BF099781.D
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#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 9.84 min  Scan# 1318
Delta R.T.   -0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:164 Resp:  189226
Ion  Ratio  Lower  Upper
164  100
162  103.4   86.1  129.1 
160   45.2   38.3   57.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1319 (9.845 min): BF099755.D (-1313) (-)
162

8068 13254 90 146100 11842

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 1321069042 118 146 187

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1318 (9.839 min): BF099781.D (-1268) (-)
162

80
6654 1329042 106 118 146

9.80 9.85 9.90

0

50000

100000

150000
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250000

300000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF099781.D

  9.84

Ion 162.00 (161.70 to 162.70): BF099781.D
Ion 160.00 (159.70 to 160.70): BF099781.D

#41
2,4,6-Tribromophenol
Concen:   99.54 ng  
RT: 10.63 min  Scan# 1453
Delta R.T.   -0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:330 Resp:  171644
Ion  Ratio  Lower  Upper
330  100
332   95.7   77.0  115.6 
141   36.0   29.9   44.9 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1454 (10.639 min): BF099755.D (-1449) (-)
332

62
141

222 25091 17011137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62
141

222 25090 17011137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1453 (10.633 min): BF099781.D (-1403) (-)
330

62
141

222 25091 17011137 197 303

10.60 10.70

0

50000

100000

150000

200000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF099781.D

 10.63

Ion 331.80 (331.50 to 332.50): BF099781.D
Ion 141.00 (140.70 to 141.70): BF099781.D
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#44
2-Fluorobiphenyl
Concen:   85.77 ng   
RT: 9.16 min  Scan# 1203
Delta R.T.   0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:172 Resp: 1051910
Ion  Ratio  Lower  Upper
172  100
171   36.6   29.7   44.5 
170   23.8   19.6   29.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1203 (9.163 min): BF099755.D (-1196) (-)
172

85 14613375 12051 63 15739 98 108

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
172

85 1461337363 12051 1579839 109 187

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1203 (9.163 min): BF099781.D (-1152) (-)
172

85 1521337351 12063 96 10739

9.10 9.15 9.20 9.25

0

500000

1000000

1500000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF099781.D

  9.16

Ion 171.00 (170.70 to 171.70): BF099781.D
Ion 170.00 (169.70 to 170.70): BF099781.D

#50
2,6-Dinitrotoluene
Concen:    7.52 ng   
RT: 9.84 min  Scan# 1318
Delta R.T.   0.20 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:165 Resp:   23678
Ion  Ratio  Lower  Upper
165  100
 63    0.0   44.7   67.1#
 89    1.3   44.0   66.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1284 (9.639 min): BF099755.D (-1278) (-)
165

63 89

77 14851 121 13539
108

182

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 1321069042 118 146 187

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1318 (9.839 min): BF099781.D (-1233) (-)
162

80
6654 13242 10690 118 146

9.80 9.82 9.84 9.86 9.88

0

10000

20000

30000

40000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF099781.D

  9.84

Ion  63.00 (62.70 to 63.70): BF099781.D
Ion  89.00 (88.70 to 89.70): BF099781.D
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#56
2,4-Dinitrotoluene
Concen:    6.24 ng   
RT: 9.84 min  Scan# 1318
Delta R.T.   -0.21 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:165 Resp:   23678
Ion  Ratio  Lower  Upper
165  100
 63    0.0   36.4   54.6#
 89    1.3   57.8   86.6#
182    0.0    1.6    2.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1354 (10.051 min): BF099755.D (-1348) (-)
168

139

89
63

11939 7851 106 182129 149

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 1321069042 118 146 187

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1318 (9.839 min): BF099781.D (-1303) (-)
162

80
6654 13242 10690 118 146

9.80 9.82 9.84 9.86 9.88
0

10000

20000

30000

40000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF099781.D

  9.84

Ion  63.00 (62.70 to 63.70): BF099781.D
Ion  89.00 (88.70 to 89.70): BF099781.D
Ion 182.00 (181.70 to 182.70): BF099781.D

#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.33 min  Scan# 1572
Delta R.T.   -0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:188 Resp:  272333
Ion  Ratio  Lower  Upper
188  100
 94    9.0    8.5   12.7 
 80    9.4    9.2   13.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1572 (11.333 min): BF099755.D (-1567) (-)
188

9480 160
66 132 170108 14642 54 118

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
188

16080 94
66 13252 14642 170106 118

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1572 (11.333 min): BF099781.D (-1521) (-)
188

16080 94
66 13252 14642 170106 118

11.30 11.35 11.40

0

100000

200000

300000

400000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF099781.D

 11.33

Ion  94.00 (93.70 to 94.70): BF099781.D
Ion  80.00 (79.70 to 80.70): BF099781.D
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#66
4-Bromophenyl-phenylether
Concen:    4.04 ng   
RT: 10.63 min  Scan# 1453
Delta R.T.   -0.24 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:248 Resp:   11596
Ion  Ratio  Lower  Upper
248  100
250  193.6   76.9  115.3#
141  564.3   74.4  111.6#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1494 (10.875 min): BF099755.D (-1488) (-)
248

141

77

51 115
168

22095 193

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62
141

222 25090 17011137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1453 (10.633 min): BF099781.D (-1443) (-)
330

62
141

222 25091 17011137 197 301

10.60 10.65

0

20000

40000

60000

80000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF099781.D

 10.63

Ion 250.00 (249.70 to 250.70): BF099781.D
Ion 141.00 (140.70 to 141.70): BF099781.D

#75
Chrysene-d12
Concen:   20.00 ng   
RT: 13.97 min  Scan# 2021
Delta R.T.   -0.01 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:240 Resp:  182041
Ion  Ratio  Lower  Upper
240  100
120   15.3    9.5   14.3#
236   25.3   20.7   31.1 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2023 (13.986 min): BF099755.D (-2017) (-)
240

120
212104 1808866 156 19542

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

50

m/z-->

Abundance
240

120
104 212170 19466 8842 136 281154

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

50

m/z-->

Abundance Scan 2021 (13.974 min): BF099781.D (-1972) (-)
240

120
104 2121707852 194136 281154

13.95 14.00 14.05

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF099781.D

 13.97

Ion 120.00 (119.70 to 120.70): BF099781.D
Ion 236.00 (235.70 to 236.70): BF099781.D
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#78
Terphenyl-d14
Concen:   76.65 ng   
RT: 12.92 min  Scan# 1841
Delta R.T.   -0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:244 Resp:  638453
Ion  Ratio  Lower  Upper
244  100
212    6.9    5.4    8.0 
122   12.7   11.0   16.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1841 (12.916 min): BF099755.D (-1835) (-)
244

122
160 212106 22613666 92 19852 18479

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

50

m/z-->

Abundance
244

122
160 212106 22613692 19854 76 17441

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

50

m/z-->

Abundance Scan 1841 (12.916 min): BF099781.D (-1790) (-)
244

122
160 212106 22613692 19854 76 17441

12.85 12.90 12.95 13.00

0

200000

400000

600000

800000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF099781.D

 12.92

Ion 212.00 (211.70 to 212.70): BF099781.D
Ion 122.00 (121.70 to 122.70): BF099781.D

#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.44 min  Scan# 2271
Delta R.T.   -0.00 min
Lab File:   BF099781.D
Acq: 24 Oct 2017   1:32    

Tgt Ion:264 Resp:  202420
Ion  Ratio  Lower  Upper
264  100
260   24.1   19.2   28.8 
265   21.0   17.5   26.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2271 (15.445 min): BF099755.D (-2265) (-)
264

132

116 232100 19476 148 16652 209

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

50

m/z-->

Abundance
264

132

116 23220790 1806643 281147

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

50

m/z-->

Abundance Scan 2271 (15.445 min): BF099781.D (-2220) (-)
264

132

116 232100 180 20467 14752 85

15.40 15.50

0

50000

100000

150000

200000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF099781.D

 15.44

Ion 260.00 (259.70 to 260.70): BF099781.D
Ion 265.00 (264.70 to 265.70): BF099781.D
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