
                                        Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101321\
  Data File : BF125818.D                                          
  Acq On    : 13 Oct 2021  10:22
  Operator  : JU/CG
  Sample    : PB139804BL
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Time: Oct 13 13:25:47 2021
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Wed Oct 13 13:23:32 2021
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
   Internal Standards
     1) 1,4-Dichlorobenzene-d4      6.845  152   249385    20.000 ng       0.00
    21) Naphthalene-d8              8.122  136   994898    20.000 ng     # 0.00
    39) Acenaphthene-d10            9.875  164   524852    20.000 ng       0.00
    64) Phenanthrene-d10           11.363  188   887740    20.000 ng       0.00
    76) Chrysene-d12               13.992  240   497914    20.000 ng       0.00
    86) Perylene-d12               15.451  264   430614    20.000 ng       0.00
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol              5.475  112  1867800   122.352 ng      0.01  
     7) Phenol-d6                   6.475   99  2251188   114.552 ng      0.00  
    23) Nitrobenzene-d5             7.404   82  1402952    87.655 ng      0.00  
    42) 2,4,6-Tribromophenol       10.669  330   639229   123.358 ng      0.00  
    45) 2-Fluorobiphenyl            9.204  172  2586662    85.006 ng      0.00  
    79) Terphenyl-d14              12.951  244  2514124    76.914 ng      0.00  
 
   Target Compounds                                                   Qvalue
    19) n-Nitroso-di-n-propyla...   7.404   70   176610    17.024 ng   #    51
    25) Isophorone                  7.404   82  1396836    49.261 ng   #    59
    51) 2,6-Dinitrotoluene          9.875  165    66996     9.593 ng   #    27
    57) 2,4-Dinitrotoluene          9.875  165    66996     7.587 ng   #    19
    67) 4-Bromophenyl-phenylether  10.669  248    36168     3.679 ng   #     1
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Time: Oct 13 13:25:47 2021
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  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Wed Oct 13 13:23:32 2021
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:   20.000 ng  
RT:   6.845 min  Scan# 809
Delta R.T.  0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:152 Resp:  249385
Ion  Ratio  Lower  Upper
152  100
150  154.3  117.6  176.4 
115   57.5   47.1   70.7 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 809 (6.845 min): BF125768.D\data.ms (-804) (-)
150.0

115.0
78.052.0

131.997.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 809 (6.845 min): BF125818.D\data.ms
150.0

115.0
78.052.1

35.0 97.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 809 (6.845 min): BF125818.D\data.ms (-792) (-)
150.0

115.0
78.052.1

35.0 97.0

6.80 6.85

0

100000

200000

300000

400000

Time-->

Abundance

 6.845

#5
2-Fluorophenol
Concen:  122.352 ng   
RT:   5.475 min  Scan# 576
Delta R.T.  0.012 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:112 Resp: 1867800
Ion  Ratio  Lower  Upper
112  100
 64   54.0   44.2   66.2 
 63   26.9   26.2   39.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-567) (-)
112.0

64.0

39.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 576 (5.475 min): BF125818.D\data.ms
112.0

64.0

39.1 207.187.0

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

Abundance Scan 576 (5.475 min): BF125818.D\data.ms (-523) (-)
112.0
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39.1 87.0
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Abundance
 5.475
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#7
Phenol-d6
Concen:  114.552 ng   
RT:   6.475 min  Scan# 746
Delta R.T.  -0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion: 99 Resp: 2251188
Ion  Ratio  Lower  Upper
 99  100
 42   14.7   23.5   35.3#
 71   30.9   25.6   38.4 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-738) (-)
99.1

42.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 746 (6.475 min): BF125818.D\data.ms
99.1

42.1
281.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 746 (6.475 min): BF125818.D\data.ms (-695) (-)
99.1

42.1
281.0

6.40 6.50 6.60

0

500000

1000000

1500000

Time-->

Abundance
 6.475

#19
n-Nitroso-di-n-propylamine
Concen:   17.024 ng   
RT:   7.404 min  Scan# 904
Delta R.T.  0.141 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion: 70 Resp:  176610
Ion  Ratio  Lower  Upper
 70  100
 42   41.3   72.2  108.2#
101    0.0    7.8   11.8#
130    2.4   21.8   32.6#

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 880 (7.263 min): BF125768.D\data.ms (-872) (-)
70.1

130.1

193.0 253.0 327.0 386.9 475.0

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms
82.1

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms (-829) (-)
82.1

7.35 7.40 7.45

0

50000

100000

150000

Time-->

Abundance
 7.404
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#21
Naphthalene-d8
Concen:   20.000 ng   
RT:   8.122 min  Scan# 1026
Delta R.T.  -0.006 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:136 Resp:  994898
Ion  Ratio  Lower  Upper
136  100
137   11.0    9.8   14.6 
 54    7.1    6.4    9.6 
 68    6.3    3.3    4.9#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1027 (8.128 min): BF125768.D\data.ms (-1021) (-)
136.1

108.154.1 82.1 224.9

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1026 (8.122 min): BF125818.D\data.ms
136.1

108.154.1 82.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 1026 (8.122 min): BF125818.D\data.ms (-976) (-)
136.1

108.154.1 82.1

8.10 8.20

0

200000

400000

600000

800000

1000000

Time-->

Abundance
 8.122

#23
Nitrobenzene-d5
Concen:   87.655 ng  
RT:   7.404 min  Scan# 904
Delta R.T.  -0.006 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion: 82 Resp: 1402952
Ion  Ratio  Lower  Upper
 82  100
128   48.3   40.6   60.8 
 54   44.2   49.6   74.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-899) (-)
82.0

128.154.1

193.0107.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms
82.1

128.154.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms (-854) (-)
82.1

128.154.1

7.40 7.50

0

500000

1000000

Time-->

Abundance
 7.404
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#25
Isophorone
Concen:   49.261 ng   
RT:   7.404 min  Scan# 904
Delta R.T.  -0.265 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion: 82 Resp: 1396836
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    6.5    9.7#
138    0.0   18.4   27.6#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-942) (-)
82.0

138.1
54.139.1

123.197.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms
82.1

128.154.1

98.1
38.1 113.1

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 904 (7.404 min): BF125818.D\data.ms (-898) (-)
82.1

128.154.1

98.1
38.1 113.1

7.40 7.50

0

500000

1000000

Time-->

Abundance
 7.404

#39
Acenaphthene-d10
Concen:   20.000 ng  
RT:   9.875 min  Scan# 1324
Delta R.T.  -0.006 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:164 Resp:  524852
Ion  Ratio  Lower  Upper
164  100
162  100.4   81.3  121.9 
160   44.1   38.0   57.0 

Ref

Raw

Sub

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1325 (9.880 min): BF125768.D\data.ms (-1320) (-)
162.1

80.1
132.154.1 108.0

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms
164.1

80.1

54.1 132.1108.1

40 60 80 100 120 140 160
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms (-1274) (-)
164.1

80.1

54.1 132.1108.1

9.80 9.90 10.00

0

200000

400000

Time-->

Abundance
 9.875
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#42
2,4,6-Tribromophenol
Concen:  123.358 ng  
RT:  10.669 min  Scan# 1459
Delta R.T.  -0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:330 Resp:  639229
Ion  Ratio  Lower  Upper
330  100
332   95.8   76.2  114.4 
141   30.2   44.6   66.8#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (-1453) (-)
329.8

62.0 142.9
221.8

103.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1459 (10.669 min): BF125818.D\data.ms
329.8

62.0 140.9
221.8

274.7102.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1459 (10.669 min): BF125818.D\data.ms (-1408) (-)
329.8

62.0 140.9
221.8

274.6102.9

10.60 10.80

0

200000

400000

600000

Time-->

Abundance
10.669

#45
2-Fluorobiphenyl
Concen:   85.006 ng   
RT:   9.204 min  Scan# 1210
Delta R.T.  -0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:172 Resp: 2586662
Ion  Ratio  Lower  Upper
172  100
171   37.7   26.5   39.7 
170   25.5   18.8   28.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1210 (9.204 min): BF125768.D\data.ms (-1204) (-)
172.1

85.0 146.1120.051.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1210 (9.204 min): BF125818.D\data.ms
172.1

146.185.0 120.051.0 206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1210 (9.204 min): BF125818.D\data.ms (-1159) (-)
172.1

146.185.0 120.051.0 206.9

9.10 9.20 9.30 9.40

0

500000

1000000

1500000

2000000

Time-->

Abundance
 9.204
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#51
2,6-Dinitrotoluene
Concen:    9.593 ng   
RT:   9.875 min  Scan# 1324
Delta R.T.  0.212 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:165 Resp:   66996
Ion  Ratio  Lower  Upper
165  100
 63    0.6   42.6   63.8#
 89    0.8   40.6   60.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1282) (-)
165.0

89.0

63.0
121.0

43.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms
164.1

80.1

54.1 132.1108.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms (-1237) (-)
164.1

80.1

54.1 132.1108.1

9.85 9.90

0

20000

40000

60000

Time-->

Abundance
 9.875

#57
2,4-Dinitrotoluene
Concen:    7.587 ng   
RT:   9.875 min  Scan# 1324
Delta R.T.  -0.188 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:165 Resp:   66996
Ion  Ratio  Lower  Upper
165  100
 63    0.6   40.9   61.3#
 89    0.8   59.7   89.5#
182    0.0    0.0    0.0 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1356 (10.063 min): BF125768.D\data.ms (-1350) (-)
165.0

89.0

63.0
119.0

39.1
139.0

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms
164.1

80.1

54.1 132.1108.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 1324 (9.875 min): BF125818.D\data.ms (-1305) (-)
164.1

80.1

54.1 132.1108.1

9.85 9.90

0

20000

40000

60000

Time-->

Abundance
 9.875
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#64
Phenanthrene-d10
Concen:   20.000 ng   
RT:  11.363 min  Scan# 1577
Delta R.T.  -0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:188 Resp:  887740
Ion  Ratio  Lower  Upper
188  100
 94    9.0    6.7   10.1 
 80    9.5    7.5   11.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1577 (11.363 min): BF125768.D\data.ms (-1571) (-)
188.1

160.194.1
66.0 132.142.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1577 (11.363 min): BF125818.D\data.ms
188.1

160.180.0
52.0 108.1 132.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1577 (11.363 min): BF125818.D\data.ms (-1526) (-)
188.1

160.180.0
52.0 108.1 132.1

11.30 11.35 11.40

0

200000

400000

600000

800000

Time-->

Abundance
11.363

#67
4-Bromophenyl-phenylether
Concen:    3.679 ng   
RT:  10.669 min  Scan# 1459
Delta R.T.  -0.241 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:248 Resp:   36168
Ion  Ratio  Lower  Upper
248  100
250  196.6   74.2  111.4#
141  464.3   60.4   90.6#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1500 (10.910 min): BF125768.D\data.ms (-1495) (-)
248.0

141.1

77.0

39.1
179.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1459 (10.669 min): BF125818.D\data.ms
329.8

62.0 140.9
221.8

274.7102.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1459 (10.669 min): BF125818.D\data.ms (-1449) (-)
329.8

62.0 140.9
221.8

274.6102.9

10.60 10.65 10.70

0

50000

100000

150000

Time-->

Abundance

10.669
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#76
Chrysene-d12
Concen:   20.000 ng   
RT:  13.992 min  Scan# 2024
Delta R.T.  -0.006 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:240 Resp:  497914
Ion  Ratio  Lower  Upper
240  100
120   14.1   10.8   16.2 
236   24.9   21.6   32.4 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (-2019) (-)
240.2

120.1
208.188.0 167.042.0 280.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2024 (13.992 min): BF125818.D\data.ms
240.2

120.1
208.1156.176.042.1 281.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 2024 (13.992 min): BF125818.D\data.ms (-1974) (-)
240.2

120.1
208.154.1 156.188.0 281.1

14.00 14.10

0

100000

200000

300000

400000

500000

Time-->

Abundance
13.992

#79
Terphenyl-d14
Concen:   76.914 ng   
RT:  12.951 min  Scan# 1847
Delta R.T.  0.006 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:244 Resp: 2514124
Ion  Ratio  Lower  Upper
244  100
212    7.1    5.9    8.9 
122   11.3    9.0   13.4 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1846 (12.945 min): BF125768.D\data.ms (-1840) (-)
244.2

122.1 212.1160.180.042.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1847 (12.951 min): BF125818.D\data.ms
244.2

122.1 212.1160.192.154.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1847 (12.951 min): BF125818.D\data.ms (-1795) (-)
244.2

122.1 212.1160.192.154.1

12.90 13.00 13.10

0

500000

1000000

1500000

2000000
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#86
Perylene-d12
Concen:   20.000 ng   
RT:  15.451 min  Scan# 2272
Delta R.T.  -0.000 min
Lab File:   BF125818.D
Acq: 13 Oct 2021  10:22    

Tgt Ion:264 Resp:  430614
Ion  Ratio  Lower  Upper
264  100
260   23.4   19.6   29.4 
265   20.4   17.2   25.8 
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