
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011718\
  Data File : BF102154.D                                          
  Acq On    : 17 Jan 2018  17:12
  Operator  : SJ/JU
  Sample    : PB105727BL
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Time: Jan 18 01:06:45 2018
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Wed Jan 17 15:28:18 2018
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.72  152   139181    20.00 ng      0.00
    21) Naphthalene-d8               8.00  136   569480    20.00 ng      0.00
    38) Acenaphthene-d10             9.75  164   254790    20.00 ng      0.00
    63) Phenanthrene-d10            11.23  188   403700    20.00 ng      0.00
    75) Chrysene-d12                13.86  240   234973    20.00 ng     -0.01
    86) Perylene-d12                15.28  264   242220    20.00 ng      0.00
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.34  112  1148313   116.50 ng      0.02  
     7) Phenol-d6                    6.36   99  1328635   112.98 ng      0.00  
    23) Nitrobenzene-d5              7.29   82   858101    88.55 ng      0.00  
    41) 2,4,6-Tribromophenol        10.55  330   283124   127.33 ng      0.00  
    44) 2-Fluorobiphenyl             9.08  172  1518314    93.10 ng      0.00  
    78) Terphenyl-d14               12.82  244  1109370    98.03 ng      0.00  
 
   Target Compounds                                                   Qvalue
    19) n-Nitroso-di-n-propylamine   7.29   70   115379    14.972 ng   #    81
    25) Isophorone                   7.29   82   854709    44.636 ng   #    64
    50) 2,6-Dinitrotoluene           9.75  165    31981     7.833 ng   #    26
    56) 2,4-Dinitrotoluene           9.75  165    31981     6.250 ng   #    23
    64) 4,6-Dinitro-2-methylphenol  10.55  198      401     5.823 ng   #     1
    66) 4-Bromophenyl-phenylether   10.55  248    18353     4.305 ng   #     1
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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#1
1,4-Dichlorobenzene-d4
Concen:   20.000 ng  
RT: 6.72 min  Scan# 788
Delta R.T.   -0.00 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:152 Resp:  139181
Ion  Ratio  Lower  Upper
152  100
150  157.8  124.6  186.8 
115   58.8   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 789 (6.728 min): BF101947.D (-784) (-)
150

115

7852

8738 63 99 124132

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

50

m/z-->

Abundance
150

115
7852

38 87 9962 132124

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

50

m/z-->

Abundance Scan 788 (6.722 min): BF102154.D (-737) (-)
150

115
7852

38 8761 98 124132

6.70 6.75

0

100000

200000

300000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF102154.D

  6.72

Ion 150.00 (149.70 to 150.70): BF102154.D
Ion 115.00 (114.70 to 115.70): BF102154.D

#5
2-Fluorophenol
Concen:  116.504 ng   
RT: 5.34 min  Scan# 553
Delta R.T.   0.02 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:112 Resp: 1148313
Ion  Ratio  Lower  Upper
112  100
 64   59.6   47.9   71.9 
 63   31.0   23.7   35.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 550 (5.322 min): BF101947.D (-543) (-)
112

64

92

39 50 81 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
112

64

92

39 50 81

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 553 (5.340 min): BF102154.D (-499) (-)
112

64

92

39 50 81

5.30 5.40

0

500000

1000000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF102154.D

  5.34

Ion  64.00 (63.70 to 64.70): BF102154.D
Ion  63.00 (62.70 to 63.70): BF102154.D
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#7
Phenol-d6
Concen:  112.982 ng   
RT: 6.36 min  Scan# 727
Delta R.T.   0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion: 99 Resp: 1328635
Ion  Ratio  Lower  Upper
 99  100
 42   20.2   14.5   21.7 
 71   35.8   25.4   38.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 725 (6.351 min): BF101947.D (-718) (-)
99

71
42

281

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

50

m/z-->

Abundance
99

71

42

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

50

m/z-->

Abundance Scan 727 (6.363 min): BF102154.D (-675) (-)
99

71

42

6.30 6.40 6.50

0

500000

1000000

1500000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF102154.D

  6.36

Ion  42.00 (41.70 to 42.70): BF102154.D
Ion  71.00 (70.70 to 71.70): BF102154.D

#19
n-Nitroso-di-n-propylamine
Concen:   14.972 ng   
RT: 7.29 min  Scan# 884
Delta R.T.   0.14 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion: 70 Resp:  115379
Ion  Ratio  Lower  Upper
 70  100
 42   51.3   47.5   71.3 
101    0.0    7.4   11.2#
130    1.9   16.6   25.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 861 (7.151 min): BF101947.D (-850) (-)
43 70

13058 113101
84 147 193 207 221

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
82

54
128

70 98
42

112

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 884 (7.287 min): BF102154.D (-809) (-)
82

54
128

70 98
42

112

7.25 7.30
0

50000

100000

150000

Time-->

Abundance Ion  70.00 (69.70 to 70.70): BF102154.D

  7.29

Ion  42.00 (41.70 to 42.70): BF102154.D
Ion 101.00 (100.70 to 101.70): BF102154.D
Ion 130.00 (129.70 to 130.70): BF102154.D
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#21
Naphthalene-d8
Concen:   20.000 ng   
RT: 8.00 min  Scan# 1005
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:136 Resp:  569480
Ion  Ratio  Lower  Upper
136  100
137   11.0    8.9   13.3 
 54    8.4    6.6    9.8 
 68    5.5    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 1007 (8.010 min): BF101947.D (-1001) (-)
136

10854 68 8242 90 100 12861 11875

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

50

m/z-->

Abundance
136

10854 68 7842 88 100 118

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

50

m/z-->

Abundance Scan 1005 (7.998 min): BF102154.D (-955) (-)
136

10854 68 7842 88 100 118

7.95 8.00 8.05
0

200000

400000

600000

800000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF102154.D

  8.00

Ion 137.00 (136.70 to 137.70): BF102154.D
Ion  54.00 (53.70 to 54.70): BF102154.D
Ion  68.00 (67.70 to 68.70): BF102154.D

#23
Nitrobenzene-d5
Concen:   88.547 ng  
RT: 7.29 min  Scan# 884
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion: 82 Resp:  858101
Ion  Ratio  Lower  Upper
 82  100
128   45.4   36.1   54.1 
 54   54.7   41.4   62.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 885 (7.292 min): BF101947.D (-879) (-)
82

54
128

70 9842
11262 89 105

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

50

m/z-->

Abundance
82

54
128

70 98
42

62 11290

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

50

m/z-->

Abundance Scan 884 (7.287 min): BF102154.D (-834) (-)
82

54
128

70 98
42

62 11290

7.20 7.25 7.30 7.35 7.40

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF102154.D

  7.29

Ion 128.00 (127.70 to 128.70): BF102154.D
Ion  54.00 (53.70 to 54.70): BF102154.D
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#25
Isophorone
Concen:   44.636 ng   
RT: 7.29 min  Scan# 884
Delta R.T.   -0.26 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion: 82 Resp:  854709
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 929 (7.551 min): BF101947.D (-923) (-)
82

13839 54
9567 110 1237546 103

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

50

m/z-->

Abundance
82

54
128

70 98
42

62 11290

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

50

m/z-->

Abundance Scan 884 (7.287 min): BF102154.D (-878) (-)
82

54
128

70 98
42

62 11290

7.20 7.25 7.30 7.35 7.40

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF102154.D

  7.29

Ion  95.00 (94.70 to 95.70): BF102154.D
Ion 138.00 (137.70 to 138.70): BF102154.D

#38
Acenaphthene-d10
Concen:   20.000 ng  
RT: 9.75 min  Scan# 1303
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:164 Resp:  254790
Ion  Ratio  Lower  Upper
164  100
162  103.8   86.1  129.1 
160   44.9   38.3   57.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1305 (9.763 min): BF101947.D (-1299) (-)
162

80
6654 13242 106 14611894 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
162

80
6654 13242 10694 146118

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1303 (9.751 min): BF102154.D (-1253) (-)
162

80
6654 13242 10894 146120

9.70 9.75 9.80 9.85

0

100000

200000

300000

400000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF102154.D

  9.75

Ion 162.00 (161.70 to 162.70): BF102154.D
Ion 160.00 (159.70 to 160.70): BF102154.D
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#41
2,4,6-Tribromophenol
Concen:  127.331 ng  
RT: 10.55 min  Scan# 1438
Delta R.T.   -0.00 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:330 Resp:  283124
Ion  Ratio  Lower  Upper
330  100
332   96.8   77.0  115.6 
141   38.2   29.9   44.9 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1439 (10.551 min): BF101947.D (-1433) (-)
330

62

141

222 2509037 170111 303197 277

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62

141

222 25091 17237 111 303197

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1438 (10.545 min): BF102154.D (-1387) (-)
330

62

141

222 25090 17237 111 197 301

10.50 10.60

0

100000

200000

300000

400000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF102154.D

 10.55

Ion 331.80 (331.50 to 332.50): BF102154.D
Ion 141.00 (140.70 to 141.70): BF102154.D

#44
2-Fluorobiphenyl
Concen:   93.097 ng   
RT: 9.08 min  Scan# 1189
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:172 Resp: 1518314
Ion  Ratio  Lower  Upper
172  100
171   36.4   29.7   44.5 
170   24.8   19.6   29.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1191 (9.092 min): BF101947.D (-1184) (-)
172

85 15213351 75 12063 9939 109 142

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
172

85 1511337651 12063 9439 105 142

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1189 (9.081 min): BF102154.D (-1139) (-)
172

85 1511337651 12063 9439 105 142

9.00 9.10 9.20

0

500000

1000000

1500000

2000000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF102154.D

  9.08

Ion 171.00 (170.70 to 171.70): BF102154.D
Ion 170.00 (169.70 to 170.70): BF102154.D
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#50
2,6-Dinitrotoluene
Concen:    7.833 ng   
RT: 9.75 min  Scan# 1303
Delta R.T.   0.20 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:165 Resp:   31981
Ion  Ratio  Lower  Upper
165  100
 63    1.3   44.7   67.1#
 89    1.7   44.0   66.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1269 (9.551 min): BF101947.D (-1262) (-)
165

8963

51 77 14839 121 135
108

181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 13242 90 106 146118

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1303 (9.751 min): BF102154.D (-1218) (-)
162

80
6654 13242 10890 146118

9.70 9.75 9.80

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF102154.D

  9.75

Ion  63.00 (62.70 to 63.70): BF102154.D
Ion  89.00 (88.70 to 89.70): BF102154.D

#56
2,4-Dinitrotoluene
Concen:    6.250 ng   
RT: 9.75 min  Scan# 1303
Delta R.T.   -0.20 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:165 Resp:   31981
Ion  Ratio  Lower  Upper
165  100
 63    1.3   36.4   54.6#
 89    1.7   57.8   86.6#
182    0.0    1.6    2.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1337 (9.951 min): BF101947.D (-1331) (-)
165

89

63

119
5139 78

107 139 182150 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
162

80
6654 13242 10694 146118

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1303 (9.751 min): BF102154.D (-1286) (-)
162

80
6654 13242 10894 146120

9.70 9.75 9.80
0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF102154.D

  9.75

Ion  63.00 (62.70 to 63.70): BF102154.D
Ion  89.00 (88.70 to 89.70): BF102154.D
Ion 182.00 (181.70 to 182.70): BF102154.D
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#63
Phenanthrene-d10
Concen:   20.000 ng   
RT: 11.23 min  Scan# 1555
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:188 Resp:  403700
Ion  Ratio  Lower  Upper
188  100
 94   10.3    8.5   12.7 
 80   11.1    9.2   13.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1557 (11.245 min): BF101947.D (-1551) (-)
188

80 16094
6654 132 14610842 119 171 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
188

80 16094
6652 132 146108 17140

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1555 (11.233 min): BF102154.D (-1505) (-)
188

80 16094
6652 132 146108 17140

11.20 11.25

0

100000

200000

300000

400000

500000

600000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF102154.D

 11.23

Ion  94.00 (93.70 to 94.70): BF102154.D
Ion  80.00 (79.70 to 80.70): BF102154.D

#64
4,6-Dinitro-2-methylphenol
Concen:    5.823 ng  
RT: 10.55 min  Scan# 1438
Delta R.T.   0.18 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:198 Resp:     401
Ion  Ratio  Lower  Upper
198  100
 51  231.9   37.7   77.7#
105  249.3   36.3   76.3#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1406 (10.357 min): BF101947.D (-1400) (-)
198

10551

77 168

134 232

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62

141

222 25091 17237 111 303197

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1438 (10.545 min): BF102154.D (-1356) (-)
330

62

141

222 25090 17037 111 197 301

10.52 10.54 10.56

0

500

1000

1500

2000

2500

Time-->

Abundance Ion 198.00 (197.70 to 198.70): BF102154.D

 10.55

Ion  51.00 (50.70 to 51.70): BF102154.D
Ion 105.00 (104.70 to 105.70): BF102154.D
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#66
4-Bromophenyl-phenylether
Concen:    4.305 ng   
RT: 10.55 min  Scan# 1438
Delta R.T.   -0.24 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:248 Resp:   18353
Ion  Ratio  Lower  Upper
248  100
250  199.6   76.9  115.3#
141  531.1   74.4  111.6#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1480 (10.792 min): BF101947.D (-1475) (-)
248141

77

51

115

168
22095 193

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62

141

222 25091 17237 111 303197

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1438 (10.545 min): BF102154.D (-1428) (-)
330

62

141

222 25090 17237 111 197 301

10.50 10.55

0

50000

100000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF102154.D

 10.55

Ion 250.00 (249.70 to 250.70): BF102154.D
Ion 141.00 (140.70 to 141.70): BF102154.D

#75
Chrysene-d12
Concen:   20.000 ng   
RT: 13.86 min  Scan# 2002
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:240 Resp:  234973
Ion  Ratio  Lower  Upper
240  100
120   15.0    9.5   14.3#
236   26.1   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 2005 (13.880 min): BF101947.D (-1999) (-)
240

149

120 16757 10441 20883 225184 279

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

50

m/z-->

Abundance
240

120
104 20878 18242 15813757

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

50

m/z-->

Abundance Scan 2002 (13.863 min): BF102154.D (-1953) (-)
240

120
104 2127842 156 194136 17157

13.80 13.85 13.90 13.95

0

100000

200000

300000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF102154.D

 13.86

Ion 120.00 (119.70 to 120.70): BF102154.D
Ion 236.00 (235.70 to 236.70): BF102154.D
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#78
Terphenyl-d14
Concen:   98.026 ng   
RT: 12.82 min  Scan# 1825
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:244 Resp: 1109370
Ion  Ratio  Lower  Upper
244  100
212    7.0    5.4    8.0 
122   13.8   11.0   16.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1827 (12.833 min): BF101947.D (-1820) (-)
244

122 160 212106 2261988054 136 17441 67

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

50

m/z-->

Abundance
244

122
160 212106 22680 13654 1981746740

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

50

m/z-->

Abundance Scan 1825 (12.821 min): BF102154.D (-1775) (-)
244

122
160 212106 22680 13654 1981746740

12.80 12.90

0

500000

1000000

1500000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF102154.D

 12.82

Ion 212.00 (211.70 to 212.70): BF102154.D
Ion 122.00 (121.70 to 122.70): BF102154.D

#86
Perylene-d12
Concen:   20.000 ng   
RT: 15.28 min  Scan# 2243
Delta R.T.   -0.01 min
Lab File:   BF102154.D
Acq: 17 Jan 2018  17:12    

Tgt Ion:264 Resp:  242220
Ion  Ratio  Lower  Upper
264  100
260   25.2   19.2   28.8 
265   21.6   17.5   26.3 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 2245 (15.292 min): BF101947.D (-2238) (-)
264

132

23210466 180 20415643

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
264

132

23210457 20715678 180 355

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 2243 (15.280 min): BF102154.D (-2193) (-)
264

132

23210466 156 180 208 35542

15.20 15.30 15.40

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF102154.D

 15.28

Ion 260.00 (259.70 to 260.70): BF102154.D
Ion 265.00 (264.70 to 265.70): BF102154.D
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