
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081517\
  Data File : BF097704.D                                          
  Acq On    : 15 Aug 2017  21:25
  Operator  : SJ/JU
  Sample    : I4700-01RE 10X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1
 
  Quant Time: Aug 16 03:55:07 2017
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Aug 15 13:25:08 2017
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.78  152   165340    20.00 ng      0.00
    21) Naphthalene-d8               8.06  136   650761    20.00 ng      0.00
    38) Acenaphthene-d10             9.82  164   282053    20.00 ng      0.00
    63) Phenanthrene-d10            11.30  188   479918    20.00 ng      0.00
    75) Chrysene-d12                13.93  240   328332    20.00 ng      0.00
    86) Perylene-d12                15.36  264   320813    20.00 ng      0.00
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.37  112   140595    12.93 ng     -0.01  
     7) Phenol-d6                    6.40   99   190101    12.87 ng     -0.01  
    23) Nitrobenzene-d5              7.34   82   102592     8.56 ng     -0.01  
    41) 2,4,6-Tribromophenol        10.60  330    27428    11.21 ng     -0.01  
    44) 2-Fluorobiphenyl             9.14  172   165904     8.64 ng      0.00  
    78) Terphenyl-d14               12.89  244    99568     6.32 ng      0.00  
 
   Target Compounds                                                   Qvalue
    25) Isophorone                   7.34   82   102589     4.12 ng   #    67
    32) Benzoic acid                 7.74  122      143     6.42 ng        95
    49) Dimethylphthalate            9.53  163    54238     2.63 ng   #    99
    50) 2,6-Dinitrotoluene           9.82  165    37386     9.08 ng   #    34
    56) 2,4-Dinitrotoluene           9.82  165    37386     7.24 ng   #    33
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF081517\
  Data File : BF097704.D                                          
  Acq On    : 15 Aug 2017  21:25
  Operator  : SJ/JU
  Sample    : I4700-01RE 10X
  Misc      :  
  ALS Vial  : 19   Sample Multiplier: 1

  Quant Time: Aug 16 03:55:07 2017
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Aug 15 13:25:08 2017
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:   20.00 ng  
RT: 6.78 min  Scan# 798
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:152 Resp:  165340
Ion  Ratio  Lower  Upper
152  100
150  159.3  126.2  189.2 
115   67.8   52.2   78.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 867 (6.786 min): BF097681.D (-862) (-)
150

115
78

52

8740 61 99 124132

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

50

m/z-->

Abundance
150

115
78

52

8740 62 99 124

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

50

m/z-->

Abundance Scan 798 (6.781 min): BF097704.D (-748) (-)
150

115
78

52

8740 61 99 124

6.75 6.80

0

100000

200000

300000

400000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF097704.D

  6.78

Ion 150.00 (149.70 to 150.70): BF097704.D
Ion 115.00 (114.70 to 115.70): BF097704.D

#5
2-Fluorophenol
Concen:   12.93 ng   
RT: 5.37 min  Scan# 559
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:112 Resp:  140595
Ion  Ratio  Lower  Upper
112  100
 64   59.6   46.0   69.0 
 63   31.3   23.4   35.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 629 (5.386 min): BF097681.D (-622) (-)
112

64

92
8357

39 50 73

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
112

64

928357
38 50 7344

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 559 (5.375 min): BF097704.D (-510) (-)
112

64

928357
38 50 7344

5.35 5.40

0

50000

100000

150000

200000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF097704.D

  5.37

Ion  64.00 (63.70 to 64.70): BF097704.D
Ion  63.00 (62.70 to 63.70): BF097704.D
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#7
Phenol-d6
Concen:   12.87 ng   
RT: 6.40 min  Scan# 733
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion: 99 Resp:  190101
Ion  Ratio  Lower  Upper
 99  100
 42   15.8   13.5   20.3 
 71   32.9   24.5   36.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 803 (6.410 min): BF097681.D (-796) (-)
99

71

42
946654 76 8137 5947

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
99

71

42
54 66 76 8159 944836

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 733 (6.398 min): BF097704.D (-684) (-)
99

71

42
54 66 76 8159 944836

6.35 6.40 6.45

0

100000

200000

300000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF097704.D

  6.40

Ion  42.00 (41.70 to 42.70): BF097704.D
Ion  71.00 (70.70 to 71.70): BF097704.D

#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.06 min  Scan# 1016
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:136 Resp:  650761
Ion  Ratio  Lower  Upper
136  100
137   11.4    8.5   12.7 
 54    8.6    4.9    7.3#
 68    7.7    4.1    6.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1085 (8.069 min): BF097681.D (-1079) (-)
136

10854 68 8242 94 225124

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
136

10854 68 8242 94 124

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1016 (8.063 min): BF097704.D (-966) (-)
136

10854 68 8042 94 124

8.05 8.10
0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF097704.D

  8.06

Ion 137.00 (136.70 to 137.70): BF097704.D
Ion  54.00 (53.70 to 54.70): BF097704.D
Ion  68.00 (67.70 to 68.70): BF097704.D
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#23
Nitrobenzene-d5
Concen:    8.56 ng  
RT: 7.34 min  Scan# 893
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion: 82 Resp:  102592
Ion  Ratio  Lower  Upper
 82  100
128   37.1   34.0   51.0 
 54   44.2   42.2   63.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 963 (7.351 min): BF097681.D (-957) (-)
82

54 128

70 98
42 11262 90

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

50

m/z-->

Abundance
82

54
128

70 98
42 11262

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

50

m/z-->

Abundance Scan 893 (7.340 min): BF097704.D (-844) (-)
82
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70 98
42 11262

7.30 7.35

0

50000

100000

150000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF097704.D

  7.34

Ion 128.00 (127.70 to 128.70): BF097704.D
Ion  54.00 (53.70 to 54.70): BF097704.D

#25
Isophorone
Concen:    4.12 ng   
RT: 7.34 min  Scan# 893
Delta R.T.   -0.27 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion: 82 Resp:  102589
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    5.3    7.9#
138    0.0   13.1   19.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1007 (7.610 min): BF097681.D (-1000) (-)
82

39 13854
9567 110 1237446 103

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

m/z-->

Abundance
82

54
128

70 98
42 11262

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

m/z-->

Abundance Scan 893 (7.340 min): BF097704.D (-888) (-)
82

54
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70 98
42 11262

7.30 7.32 7.34 7.36 7.38

0

50000

100000

150000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF097704.D

  7.34

Ion  95.00 (94.70 to 95.70): BF097704.D
Ion 138.00 (137.70 to 138.70): BF097704.D
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#32
Benzoic acid
Concen:    6.42 ng   
RT: 7.74 min  Scan# 961
Delta R.T.   -0.11 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:122 Resp:     143
Ion  Ratio  Lower  Upper
122  100
105  113.3  103.3  143.3 
 77   93.8   73.7  113.7 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1047 (7.845 min): BF097681.D (-1029) (-)
10577

122

51

39 65 94

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

50

m/z-->

Abundance
44

10555 12277

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

50

m/z-->

Abundance Scan 961 (7.739 min): BF097704.D (-928) (-)
105 12277

51

7.72 7.73 7.74 7.75

0

100

200

300

400

500

600

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF097704.D

  7.74

Ion 105.00 (104.70 to 105.70): BF097704.D
Ion  77.00 (76.70 to 77.70): BF097704.D

#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 9.82 min  Scan# 1315
Delta R.T.   0.00 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:164 Resp:  282053
Ion  Ratio  Lower  Upper
164  100
162  103.3   82.6  123.8 
160   49.3   36.2   54.2 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1383 (9.821 min): BF097681.D (-1377) (-)
162

80

6654 13242 90 100 122 146109

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance
162

80
6654 1329042 122100 146109

30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
0

50

m/z-->

Abundance Scan 1315 (9.822 min): BF097704.D (-1264) (-)
162

80
6654 13242 90 122106 146

9.80 9.85

0

100000

200000

300000

400000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF097704.D

  9.82

Ion 162.00 (161.70 to 162.70): BF097704.D
Ion 160.00 (159.70 to 160.70): BF097704.D
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#41
2,4,6-Tribromophenol
Concen:   11.21 ng  
RT: 10.60 min  Scan# 1447
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:330 Resp:   27428
Ion  Ratio  Lower  Upper
330  100
332   95.8   76.6  115.0 
141   46.2   31.4   47.2 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1517 (10.610 min): BF097681.D (-1511) (-)
330

62

141
222 25091 17211137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62

143

91 222
25044 170111

197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1447 (10.598 min): BF097704.D (-1398) (-)
330

62

143

22291 25037 170111
197 301

10.55 10.60

0

10000

20000

30000

40000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF097704.D

 10.60

Ion 331.80 (331.50 to 332.50): BF097704.D
Ion 141.00 (140.70 to 141.70): BF097704.D

#44
2-Fluorobiphenyl
Concen:    8.64 ng   
RT: 9.14 min  Scan# 1199
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:172 Resp:  165904
Ion  Ratio  Lower  Upper
172  100
171   35.0   29.6   44.4 
170   23.2   19.8   29.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1268 (9.145 min): BF097681.D (-1262) (-)
172

85 15175 13312051 6339 94 107 142

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
172

85 15275 1336351 1209839 107 143

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1199 (9.139 min): BF097704.D (-1149) (-)
172

85 146133756351 120 1579839 107

9.10 9.15

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF097704.D

  9.14

Ion 171.00 (170.70 to 171.70): BF097704.D
Ion 170.00 (169.70 to 170.70): BF097704.D
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#49
Dimethylphthalate
Concen:    2.63 ng   
RT: 9.53 min  Scan# 1266
Delta R.T.   -0.02 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:163 Resp:   54238
Ion  Ratio  Lower  Upper
163  100
194    4.0    2.6    4.0#
164   10.7    8.4   12.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1337 (9.551 min): BF097681.D (-1329) (-)
163

77

13392 104 19412051 1496639

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
163

77

9250 13510464 19412039 149 174

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1266 (9.534 min): BF097704.D (-1218) (-)
163

77

9250 104 13364 19412039 174149

9.50 9.52 9.54 9.56 9.58

0

20000

40000

60000

80000

Time-->

Abundance Ion 163.00 (162.70 to 163.70): BF097704.D

  9.53

Ion 194.00 (193.70 to 194.70): BF097704.D
Ion 164.00 (163.70 to 164.70): BF097704.D

#50
2,6-Dinitrotoluene
Concen:    9.08 ng   
RT: 9.82 min  Scan# 1314
Delta R.T.   0.21 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:165 Resp:   37386
Ion  Ratio  Lower  Upper
165  100
 63    1.4   34.3   51.5#
 89    1.5   37.1   55.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1347 (9.610 min): BF097681.D (-1341) (-)
165

89

63
77 148121 1355139 108

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
164

80

6654 13242 90 122108 146 188

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1314 (9.816 min): BF097704.D (-1228) (-)
164

80

6654 13242 90 106 122 146 188

9.80 9.85

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF097704.D

  9.82

Ion  63.00 (62.70 to 63.70): BF097704.D
Ion  89.00 (88.70 to 89.70): BF097704.D
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#56
2,4-Dinitrotoluene
Concen:    7.24 ng   
RT: 9.82 min  Scan# 1314
Delta R.T.   -0.19 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:165 Resp:   37386
Ion  Ratio  Lower  Upper
165  100
 63    1.4   25.4   38.0#
 89    1.5   46.4   69.6#
182    0.0    1.8    2.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1414 (10.004 min): BF097681.D (-1408) (-)
89 165

63

1197839 51
107 149 182135

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
164

80

6654 13242 90 122108 146 188

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1314 (9.816 min): BF097704.D (-1295) (-)
164

80

6654 13242 90 122100 146 188110

9.80 9.85
0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF097704.D

  9.82

Ion  63.00 (62.70 to 63.70): BF097704.D
Ion  89.00 (88.70 to 89.70): BF097704.D
Ion 182.00 (181.70 to 182.70): BF097704.D

#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.30 min  Scan# 1566
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:188 Resp:  479918
Ion  Ratio  Lower  Upper
188  100
 94   12.7    9.4   14.2 
 80   13.7   10.2   15.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1635 (11.304 min): BF097681.D (-1629) (-)
188

80 94 160
66 13252 108 14642 170118

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
188

80 94 1606654 132 14611842 170108

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1566 (11.298 min): BF097704.D (-1516) (-)
188

80 94 1606652 132122 146106 17042

11.25 11.30 11.35

0

200000

400000

600000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF097704.D

 11.30

Ion  94.00 (93.70 to 94.70): BF097704.D
Ion  80.00 (79.70 to 80.70): BF097704.D
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#75
Chrysene-d12
Concen:   20.00 ng   
RT: 13.93 min  Scan# 2014
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:240 Resp:  328332
Ion  Ratio  Lower  Upper
240  100
120   13.4    5.8    8.8#
236   26.9   20.5   30.7 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2083 (13.939 min): BF097681.D (-2077) (-)
240149

16757
12010441 83 212 279184 262

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

50

m/z-->

Abundance
240

120
104 21244 78 19415663 135 267171

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

50

m/z-->

Abundance Scan 2014 (13.933 min): BF097704.D (-1964) (-)
240

120
104 2087854 160 182137 223 267

13.85 13.90 13.95 14.00

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF097704.D

 13.93

Ion 120.00 (119.70 to 120.70): BF097704.D
Ion 236.00 (235.70 to 236.70): BF097704.D

#78
Terphenyl-d14
Concen:    6.32 ng   
RT: 12.89 min  Scan# 1836
Delta R.T.   -0.01 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:244 Resp:   99568
Ion  Ratio  Lower  Upper
244  100
212    7.1    6.0    9.0 
122   12.3   10.3   15.5 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1905 (12.892 min): BF097681.D (-1898) (-)
244

122 160 2122261068054 198136 174 26240

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

50

m/z-->

Abundance
244

122 160 21244 82 106 22666 136 184198

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

50

m/z-->

Abundance Scan 1836 (12.886 min): BF097704.D (-1786) (-)
244

122 160 212106 226136 184927854 19840

12.85 12.90

0

50000

100000

150000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF097704.D

 12.89

Ion 212.00 (211.70 to 212.70): BF097704.D
Ion 122.00 (121.70 to 122.70): BF097704.D
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#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.36 min  Scan# 2257
Delta R.T.   0.00 min
Lab File:   BF097704.D
Acq: 15 Aug 2017  21:25    

Tgt Ion:264 Resp:  320813
Ion  Ratio  Lower  Upper
264  100
260   24.2   19.5   29.3 
265   20.9   17.2   25.8 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2325 (15.362 min): BF097681.D (-2319) (-)
264

132

23211488 20866 156 18043

50 100 150 200 250 300
0

50

m/z-->

Abundance
264

132

23255 95 114 208156 18973 285 305 336

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2257 (15.363 min): BF097704.D (-2206) (-)
264

132

23211466 88 204156 176 290 33631542

15.30 15.40 15.50

0

100000

200000

300000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF097704.D

 15.36

Ion 260.00 (259.70 to 260.70): BF097704.D
Ion 265.00 (264.70 to 265.70): BF097704.D
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