
                                        Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030923\
  Data File : BF132717.D                                          
  Acq On    : 09 Mar 2023  14:37
  Operator  : CG\JU
  Sample    : O1833-08
  Misc      :  
  ALS Vial  : 9   Sample Multiplier: 1
 
  Quant Time: Mar 09 15:55:24 2023
  Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Thu Mar 09 11:52:47 2023
  Response via : Initial Calibration
 
          Compound                   R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
   Internal Standards
     1) 1,4-Dichlorobenzene-d4      6.981  152   190148    20.000 ng      -0.01
    21) Naphthalene-d8              8.263  136   674699    20.000 ng      -0.02
    39) Acenaphthene-d10           10.022  164   351754    20.000 ng      -0.02
    64) Phenanthrene-d10           11.522  188   551237    20.000 ng      -0.01
    76) Chrysene-d12               14.180  240   411377    20.000 ng      -0.02
    86) Perylene-d12               15.721  264   401608    20.000 ng      -0.02
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol              5.622  112  1331488   113.647 ng      0.00  
     7) Phenol-d6                   6.616   99  1543082   100.918 ng      0.00  
    23) Nitrobenzene-d5             7.545   82  1193750    83.944 ng     -0.02  
    42) 2,4,6-Tribromophenol       10.822  330   438653   115.472 ng     -0.01  
    45) 2-Fluorobiphenyl            9.339  172  1933850    83.712 ng     -0.02  
    79) Terphenyl-d14              13.116  244  1847872    75.947 ng     -0.01  
 
   Target Compounds                                                   Qvalue
    19) n-Nitroso-di-n-propyla...   7.545   70   156238    16.603 ng   #    76
    25) Isophorone                  7.545   82  1193732    43.783 ng   #    67
    32) Benzoic acid                8.004  122     2235     4.082 ng       100
    51) 2,6-Dinitrotoluene         10.022  165    45672     7.830 ng   #    22
    57) 2,4-Dinitrotoluene         10.022  165    45672     5.886 ng   #    21
    67) 4-Bromophenyl-phenylether  10.822  248    28668     4.598 ng   #     1
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance TIC: BF132717.D\data.ms
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#1
1,4-Dichlorobenzene-d4
Concen:   20.000 ng  
RT:   6.981 min  Scan# 747
Delta R.T.  -0.012 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:152 Resp:  190148
Ion  Ratio  Lower  Upper
152  100
150  150.6  125.4  188.2 
115   58.1   47.8   71.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 710 (7.013 min): BF132504.D\data.ms (-705) (-)
150.0

115.0
78.052.0

206.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 747 (6.981 min): BF132717.D\data.ms
150.0

115.0
78.0

52.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 747 (6.981 min): BF132717.D\data.ms (-732) (-)
150.0

115.0
78.0

52.0

6.95 7.00

0

100000

200000

300000

Time-->

Abundance

 6.981

#5
2-Fluorophenol
Concen:  113.647 ng   
RT:   5.622 min  Scan# 516
Delta R.T.  0.006 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:112 Resp: 1331488
Ion  Ratio  Lower  Upper
112  100
 64   61.1   51.6   77.4 
 63   32.5   27.4   41.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 476 (5.637 min): BF132504.D\data.ms (-471) (-)
112.0

64.0

39.0 167.8 207.186.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 516 (5.622 min): BF132717.D\data.ms
112.0

64.0

39.0 207.087.0 167.9

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 516 (5.622 min): BF132717.D\data.ms (-464) (-)
112.0

64.0

39.0 206.987.0 167.9

5.60 5.70

0

500000

1000000

Time-->

Abundance
 5.622
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#7
Phenol-d6
Concen:  100.918 ng   
RT:   6.616 min  Scan# 685
Delta R.T.  -0.006 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion: 99 Resp: 1543082
Ion  Ratio  Lower  Upper
 99  100
 42   15.1   13.9   20.9 
 71   34.5   28.5   42.7 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 647 (6.642 min): BF132504.D\data.ms (-641) (-)
99.1

42.1

50 100 150 200 250
0

50

m/z-->

Abundance Scan 685 (6.616 min): BF132717.D\data.ms
99.0

42.0
281.0206.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 685 (6.616 min): BF132717.D\data.ms (-635) (-)
99.0

42.0
206.9

6.50 6.60 6.70 6.80

0

500000

1000000

1500000

Time-->

Abundance
 6.616

#19
n-Nitroso-di-n-propylamine
Concen:   16.603 ng   
RT:   7.545 min  Scan# 843
Delta R.T.  0.141 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion: 70 Resp:  156238
Ion  Ratio  Lower  Upper
 70  100
 42   41.0   44.1   66.1#
101    0.0    7.4   11.2#
130    2.0   14.2   21.4#

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 780 (7.425 min): BF132504.D\data.ms (-770) (-)
105.0

43.1

207.0 266.9 341.1 401.0

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms
82.1

129.035.9

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms (-768) (-)
82.1

129.035.9

7.50 7.55 7.60

0

50000

100000

150000

Time-->

Abundance
 7.545
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#21
Naphthalene-d8
Concen:   20.000 ng   
RT:   8.263 min  Scan# 965
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:136 Resp:  674699
Ion  Ratio  Lower  Upper
136  100
137   11.0    8.9   13.3 
 54    7.7    6.2    9.4 
 68    6.5    5.2    7.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 929 (8.301 min): BF132504.D\data.ms (-922) (-)
136.1

108.154.0 78.0 163.8 198.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 965 (8.263 min): BF132717.D\data.ms
136.1

108.154.0 78.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 965 (8.263 min): BF132717.D\data.ms (-917) (-)
136.1

108.154.0 78.0

8.20 8.30 8.40

0

200000

400000

600000

800000

Time-->

Abundance
 8.263

#23
Nitrobenzene-d5
Concen:   83.944 ng  
RT:   7.545 min  Scan# 843
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion: 82 Resp: 1193750
Ion  Ratio  Lower  Upper
 82  100
128   42.9   32.2   48.2 
 54   45.6   38.4   57.6 

Ref

Raw

Sub

40 60 80 100 120
0

50

m/z-->

Abundance Scan 806 (7.578 min): BF132504.D\data.ms (-800) (-)
82.0

54.0
128.0

98.0
40.0 112.068.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms
82.1

54.0 128.0

98.0
40.0 68.0 112.0

40 60 80 100 120
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms (-795) (-)
82.1

54.0 128.0

98.0
40.0 68.0 112.0

7.50 7.60

0

500000

1000000

Time-->

Abundance
 7.545
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#25
Isophorone
Concen:   43.783 ng   
RT:   7.545 min  Scan# 843
Delta R.T.  -0.271 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion: 82 Resp: 1193732
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    5.7    8.5#
138    0.0   13.3   19.9#

Ref

Raw

Sub

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 850 (7.836 min): BF132504.D\data.ms (-843) (-)
82.0

138.154.039.0
123.1106.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms
82.1

54.0 128.0

98.0
38.0 113.0

40 60 80 100 120 140
0

50

m/z-->

Abundance Scan 843 (7.545 min): BF132717.D\data.ms (-838) (-)
82.0

54.0 128.0

98.0
38.0 113.0

7.50 7.60

0

500000

1000000

Time-->

Abundance
 7.545

#32
Benzoic acid
Concen:    4.082 ng   
RT:   8.004 min  Scan# 921
Delta R.T.  -0.053 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:122 Resp:    2235
Ion  Ratio  Lower  Upper
122  100
105  122.0  102.6  142.6 
 77   90.5   70.2  110.2 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 891 (8.078 min): BF132504.D\data.ms (-875) (-)
105.0

77.0

51.0

190.9 225.8

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 921 (8.004 min): BF132717.D\data.ms
43.0 104.9

77.0

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 921 (8.004 min): BF132717.D\data.ms (-879) (-)
104.960.0

8.00 8.10

0

200

400

600

800

Time-->

Abundance

 8.004

BF132717.D  8270-BF022223.M      Thu Mar 09 15:55:30 2023      Page 6

Instrument :
BNA_F
ClientSampleId :



#39
Acenaphthene-d10
Concen:   20.000 ng  
RT:  10.022 min  Scan# 1264
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:164 Resp:  351754
Ion  Ratio  Lower  Upper
164  100
162   98.2   79.8  119.8 
160   43.1   35.8   53.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1228 (10.060 min): BF132504.D\data.ms (-1222) (-)
162.1

80.0
54.0 132.0106.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms
164.1

80.0

54.0 132.0106.0 205.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms (-1216) (-)
164.1

80.0

54.0 132.0106.0 206.9

10.00 10.10

0

100000

200000

300000

Time-->

Abundance
10.022

#42
2,4,6-Tribromophenol
Concen:  115.472 ng  
RT:  10.822 min  Scan# 1400
Delta R.T.  -0.012 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:330 Resp:  438653
Ion  Ratio  Lower  Upper
330  100
332   94.7   76.2  114.4 
141   33.5   28.4   42.6 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1364 (10.860 min): BF132504.D\data.ms (-1357) (-)
329.8

62.0
140.9

221.8

274.6102.8 182.7

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1400 (10.822 min): BF132717.D\data.ms
329.8

62.0
140.9

221.8

276.8102.9 181.8

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1400 (10.822 min): BF132717.D\data.ms (-1351) (-)
329.8

62.0
140.9

221.8

274.6102.9 181.8

10.80 11.00

0

100000

200000

300000

400000

Time-->

Abundance
10.822
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#45
2-Fluorobiphenyl
Concen:   83.712 ng   
RT:   9.339 min  Scan# 1148
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:172 Resp: 1933850
Ion  Ratio  Lower  Upper
172  100
171   35.6   28.8   43.2 
170   24.7   19.7   29.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1112 (9.377 min): BF132504.D\data.ms (-1102) (-)
172.1

146.085.051.0 120.0 199.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1148 (9.339 min): BF132717.D\data.ms
172.1

146.085.0 120.051.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1148 (9.339 min): BF132717.D\data.ms (-1100) (-)
172.1

146.085.0 120.051.0

9.30 9.35 9.40

0

500000

1000000

1500000

2000000

Time-->

Abundance
 9.339

#51
2,6-Dinitrotoluene
Concen:    7.830 ng   
RT:  10.022 min  Scan# 1264
Delta R.T.  0.200 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:165 Resp:   45672
Ion  Ratio  Lower  Upper
165  100
 63    1.1   47.3   70.9#
 89    1.6   48.9   73.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1191 (9.842 min): BF132504.D\data.ms (-1185) (-)
165.0

89.0
63.0

121.039.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms
164.1

80.0

54.0 132.0106.0 205.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms (-1179) (-)
164.1

80.0

54.0 132.0108.1 205.1

10.00 10.05

0

10000

20000

30000

40000

50000

Time-->

Abundance
10.022
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#57
2,4-Dinitrotoluene
Concen:    5.886 ng   
RT:  10.022 min  Scan# 1264
Delta R.T.  -0.206 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:165 Resp:   45672
Ion  Ratio  Lower  Upper
165  100
 63    1.1   36.5   54.7#
 89    1.6   62.4   93.6#
182    0.0    2.1    3.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1260 (10.248 min): BF132504.D\data.ms (-1254) (-)
165.0

89.0

63.0

119.0
39.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms
164.1

80.0

54.0 132.0106.0 205.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1264 (10.022 min): BF132717.D\data.ms (-1248) (-)
164.1

80.0

54.0 132.0106.0 206.9

10.00 10.05

0

10000

20000

30000

40000

50000

Time-->

Abundance
10.022

#64
Phenanthrene-d10
Concen:   20.000 ng   
RT:  11.522 min  Scan# 1519
Delta R.T.  -0.012 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:188 Resp:  551237
Ion  Ratio  Lower  Upper
188  100
 94    9.0    8.3   12.5 
 80    9.3    8.7   13.1 

Ref

Raw

Sub

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1482 (11.554 min): BF132504.D\data.ms (-1476) (-)
188.1

80.0 158.1
118.042.0 263.6231.9

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1519 (11.522 min): BF132717.D\data.ms
188.1

94.0 158.142.0 221.0124.0

50 100 150 200 250
0

50

m/z-->

Abundance Scan 1519 (11.522 min): BF132717.D\data.ms (-1470) (-)
188.1

94.0 158.164.0 221.0125.1

11.50 11.55

0

200000

400000

600000

Time-->

Abundance
11.522
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#67
4-Bromophenyl-phenylether
Concen:    4.598 ng   
RT:  10.822 min  Scan# 1400
Delta R.T.  -0.253 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:248 Resp:   28668
Ion  Ratio  Lower  Upper
248  100
250  202.4   77.0  115.4#
141  477.7   54.2   81.2#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1404 (11.095 min): BF132504.D\data.ms (-1398) (-)
248.0

141.0
77.0

39.0
208.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1400 (10.822 min): BF132717.D\data.ms
329.8

62.0
140.9

221.8

276.8102.9 181.8

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1400 (10.822 min): BF132717.D\data.ms (-1392) (-)
329.8

62.0
140.9

221.8

274.6102.9 181.8

10.80 10.85

0

50000

100000

150000

Time-->

Abundance

10.822

#76
Chrysene-d12
Concen:   20.000 ng   
RT:  14.180 min  Scan# 1971
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:240 Resp:  411377
Ion  Ratio  Lower  Upper
240  100
120   10.0    7.2   10.8 
236   26.5   21.8   32.6 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1935 (14.218 min): BF132504.D\data.ms (-1928) (-)
240.2

120.0
194.166.0 283.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1971 (14.180 min): BF132717.D\data.ms
240.1

120.0
57.0 184.1 282.9 341.0

50 100 150 200 250 300 350
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Abundance Scan 1971 (14.180 min): BF132717.D\data.ms (-1923) (-)
240.1
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Abundance
14.180
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#79
Terphenyl-d14
Concen:   75.947 ng   
RT:  13.116 min  Scan# 1790
Delta R.T.  -0.012 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:244 Resp: 1847872
Ion  Ratio  Lower  Upper
244  100
212    7.4    6.5    9.7 
122    8.0    7.5   11.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1753 (13.148 min): BF132504.D\data.ms (-1746) (-)
244.2

122.1 160.1 198.166.0

50 100 150 200 250 300
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50

m/z-->

Abundance Scan 1790 (13.116 min): BF132717.D\data.ms
244.2

122.1 160.1 198.154.0 88.0 281.0

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1790 (13.116 min): BF132717.D\data.ms (-1741) (-)
244.2

122.1 160.1 198.154.0 88.0 281.0

13.00 13.10 13.20
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500000

1000000

1500000

Time-->

Abundance
13.116

#86
Perylene-d12
Concen:   20.000 ng   
RT:  15.721 min  Scan# 2233
Delta R.T.  -0.018 min
Lab File:   BF132717.D
Acq: 09 Mar 2023  14:37    

Tgt Ion:264 Resp:  401608
Ion  Ratio  Lower  Upper
264  100
260   23.7   18.8   28.2 
265   21.7   17.1   25.7 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 2198 (15.765 min): BF132504.D\data.ms (-2191) (-)
264.1

132.1
66.0 180.0 337.3

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 2233 (15.721 min): BF132717.D\data.ms
264.1

132.1
207.069.0 309.9 359.2

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 2233 (15.721 min): BF132717.D\data.ms (-2185) (-)
264.1

132.0
208.085.0 316.2 382.139.0

15.70 15.80
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Time-->

Abundance
15.721
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