
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051316\
  Data File : BF086986.D                                          
  Acq On    : 13 May 2016  22:50
  Operator  : UM/SJ
  Sample    : H2877-01
  Misc      :  
  ALS Vial  : 12   Sample Multiplier: 1
 
  Quant Time: May 13 23:20:15 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Fri May 13 23:02:21 2016
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.62  152   133549    20.00 ng      0.00
    21) Naphthalene-d8               7.90  136   550514    20.00 ng     -0.01
    38) Acenaphthene-d10             9.64  164   273382    20.00 ng     -0.01
    63) Phenanthrene-d10            11.12  188   501024    20.00 ng     -0.01
    75) Chrysene-d12                13.75  240   469359    20.00 ng     -0.01
    86) Perylene-d12                15.11  264   359261    20.00 ng     -0.01
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.20  112   498525    63.22 ng      0.00  
     7) Phenol-d6                    6.27   99   397372    37.70 ng     -0.01  
    23) Nitrobenzene-d5              7.19   82  1045097    95.32 ng     -0.01  
    41) 2,4,6-Tribromophenol        10.43  330   380899   131.61 ng     -0.01  
    44) 2-Fluorobiphenyl             8.98  172  1580781    97.18 ng      0.00  
    78) Terphenyl-d14               12.71  244  1633845    73.86 ng     -0.01  
 
   Target Compounds                                                   Qvalue
     9) Benzaldehyde                 6.38   77    24352     3.99 ng   #    68
    15) Benzyl Alcohol               6.76   79    16830     2.31 ng   #    41
    19) n-Nitroso-di-n-propylamine   7.19   70   153333    20.82 ng   #    75
    50) 2,6-Dinitrotoluene           9.64  165    35047     7.98 ng   #    21
    56) 2,4-Dinitrotoluene           9.64  165    35047     6.45 ng   #    16
    66) 4-Bromophenyl-phenylether   10.43  248    21834     4.30 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: 6.62 min  Scan# 440
Delta R.T.   0.00 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:152 Resp:  133549
Ion  Ratio  Lower  Upper
152  100
150  150.9  125.8  188.6 
115   55.3   51.5   77.3 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 440 (6.616 min): BF086940.D (-437) (-)
150

52 115
78

40 8763 99 124132

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

50

m/z-->

Abundance
150

115
52 78

38 8762 13299

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

50

m/z-->

Abundance Scan 440 (6.616 min): BF086986.D (-414) (-)
150

115
7852

8740 62 13296

6.50 6.60 6.70

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF086986.D

  6.62

Ion 150.00 (149.70 to 150.70): BF086986.D
Ion 115.00 (114.70 to 115.70): BF086986.D

#5
2-Fluorophenol
Concen:   63.22 ng   
RT: 5.20 min  Scan# 316
Delta R.T.   0.00 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:112 Resp:  498525
Ion  Ratio  Lower  Upper
112  100
 64   65.7   52.1   78.1 
 63   35.7   25.7   38.5 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 317 (5.210 min): BF086940.D (-314) (-)
112

64

57 9283
39 50 74

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance
112

64

9257 83
38 50 7344

30 40 50 60 70 80 90 100 110 120
0

50

m/z-->

Abundance Scan 316 (5.199 min): BF086986.D (-290) (-)
112

64

9257 83
39 50 73

5.10 5.20 5.30 5.40 5.50

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF086986.D

  5.20

Ion  64.00 (63.70 to 64.70): BF086986.D
Ion  63.00 (62.70 to 63.70): BF086986.D
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#7
Phenol-d6
Concen:   37.70 ng   
RT: 6.27 min  Scan# 410
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion: 99 Resp:  397372
Ion  Ratio  Lower  Upper
 99  100
 42   25.2   13.6   20.4#
 71   33.6   24.6   36.8 

Ref

Raw

Sub

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 411 (6.284 min): BF086940.D (-408) (-)
99

71
42

54 66 76 8236 48 59 94

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance
99

71
42

54 66 76 816035 48 86 94

30 40 50 60 70 80 90 100
0

50

m/z-->

Abundance Scan 410 (6.273 min): BF086986.D (-385) (-)
99

71
42

54 66 7636 8160 9447

6.20 6.25 6.30 6.35 6.40

0

100000

200000

300000

400000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF086986.D

  6.27

Ion  42.00 (41.70 to 42.70): BF086986.D
Ion  71.00 (70.70 to 71.70): BF086986.D

#9
Benzaldehyde
Concen:    3.99 ng   
RT: 6.38 min  Scan# 419
Delta R.T.   0.22 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion: 77 Resp:   24352
Ion  Ratio  Lower  Upper
 77  100
105   66.2   72.7  112.7#
106   56.5   70.8  110.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 363 (6.236 min): BF086822.D (-360) (-)
77 105

51

39
63 85

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

50

m/z-->

Abundance
132

68

40 96
54 75 10447 8561 115

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

50

m/z-->

Abundance Scan 419 (6.376 min): BF086986.D (-374) (-)
132

68

40 96
54 75 10347 8561 115

6.35 6.40

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF086986.D

  6.38

Ion 105.00 (104.70 to 105.70): BF086986.D
Ion 106.00 (105.70 to 106.70): BF086986.D
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#15
Benzyl Alcohol
Concen:    2.31 ng   
RT: 6.76 min  Scan# 453
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion: 79 Resp:   16830
Ion  Ratio  Lower  Upper
 79  100
108   28.3   68.4  102.6#
 77  106.3   50.6   76.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 417 (6.853 min): BF086822.D (-413) (-)
150

79 115
52

107
39 9163 9971 124132

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

50

m/z-->

Abundance
150

115
52 78

8738 61 9970 124132

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

50

m/z-->

Abundance Scan 453 (6.765 min): BF086986.D (-428) (-)
150

115
52 78

8738 61 99 124 13470

6.70 6.75 6.80

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion  79.00 (78.70 to 79.70): BF086986.D

  6.76

Ion 108.00 (107.70 to 108.70): BF086986.D
Ion  77.00 (76.70 to 77.70): BF086986.D

#19
n-Nitroso-di-n-propylamine
Concen:   20.82 ng   
RT: 7.19 min  Scan# 490
Delta R.T.   0.14 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion: 70 Resp:  153333
Ion  Ratio  Lower  Upper
 70  100
 42   65.6   43.1   64.7#
101    0.0    8.1   12.1#
130    1.8   18.6   28.0#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 441 (7.127 min): BF086822.D (-436) (-)
43

70

107

130

207 267 341

50 100 150 200 250 300
0

50

m/z-->

Abundance
82

54

128

108

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 490 (7.187 min): BF086986.D (-452) (-)
82

54

128

7.10 7.20 7.30
0

50000

100000

150000

200000

Time-->

Abundance Ion  70.00 (69.70 to 70.70): BF086986.D

  7.19

Ion  42.00 (41.70 to 42.70): BF086986.D
Ion 101.00 (100.70 to 101.70): BF086986.D
Ion 130.00 (129.70 to 130.70): BF086986.D
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#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 7.90 min  Scan# 552
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:136 Resp:  550514
Ion  Ratio  Lower  Upper
136  100
137   11.1    8.8   13.2 
 54   14.0    5.0    7.4#
 68    7.5    4.4    6.6#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 553 (7.907 min): BF086940.D (-550) (-)
136

54 10868 7842 88 118 151 16698

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

50

m/z-->

Abundance
136

54 10868 7842 88 118 14597

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

50

m/z-->

Abundance Scan 552 (7.896 min): BF086986.D (-527) (-)
136

54 10868 7842 88 124 14597

7.80 8.00 8.20
0

200000

400000

600000

800000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF086986.D

  7.90

Ion 137.00 (136.70 to 137.70): BF086986.D
Ion  54.00 (53.70 to 54.70): BF086986.D
Ion  68.00 (67.70 to 68.70): BF086986.D

#23
Nitrobenzene-d5
Concen:   95.32 ng  
RT: 7.19 min  Scan# 490
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion: 82 Resp: 1045097
Ion  Ratio  Lower  Upper
 82  100
128   40.5   40.6   61.0#
 54   68.5   38.1   57.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 491 (7.199 min): BF086940.D (-487) (-)
82

54

128

70 9842
62 11290

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

50

m/z-->

Abundance
82

54

128

70 9842
62 11290 121

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

50

m/z-->

Abundance Scan 490 (7.187 min): BF086986.D (-465) (-)
82

54

128

70 9842
62 11290 121

7.00 7.20 7.40

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF086986.D

  7.19

Ion 128.00 (127.70 to 128.70): BF086986.D
Ion  54.00 (53.70 to 54.70): BF086986.D
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#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 9.64 min  Scan# 705
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:164 Resp:  273382
Ion  Ratio  Lower  Upper
164  100
162  102.0   82.8  124.2 
160   46.3   36.9   55.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 706 (9.656 min): BF086940.D (-702) (-)
162

80
6654 13242 10892 146121 173 191 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
162

80
6654 13242 108 14692 119

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 705 (9.645 min): BF086986.D (-680) (-)
162

80
665442 132106 118 14692

9.50 9.60 9.70 9.80

0

100000

200000

300000

400000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF086986.D

  9.64

Ion 162.00 (161.70 to 162.70): BF086986.D
Ion 160.00 (159.70 to 160.70): BF086986.D

#41
2,4,6-Tribromophenol
Concen:  131.61 ng  
RT: 10.43 min  Scan# 774
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:330 Resp:  380899
Ion  Ratio  Lower  Upper
330  100
332   96.1   79.0  118.4 
141   33.7   31.2   46.8 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 775 (10.445 min): BF086940.D (-772) (-)
330

62

141

22237 25091 170111 197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance
62 330

141

37 22291 250170111
197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 774 (10.434 min): BF086986.D (-749) (-)
62 330

141

37 22291 250170111
197 303

10.40 10.60

0

100000

200000

300000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF086986.D

 10.43

Ion 331.80 (331.50 to 332.50): BF086986.D
Ion 141.00 (140.70 to 141.70): BF086986.D
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#44
2-Fluorobiphenyl
Concen:   97.18 ng   
RT: 8.98 min  Scan# 647
Delta R.T.   0.00 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:172 Resp: 1580781
Ion  Ratio  Lower  Upper
172  100
171   36.4   29.0   43.6 
170   24.6   19.8   29.8 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 648 (8.993 min): BF086940.D (-644) (-)
172

14685 1337551 12063 15794 10739

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
172

85 14613351 75 1206339 10794 157

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 647 (8.982 min): BF086986.D (-621) (-)
172

85 14613351 7563 12039 10794 157

8.80 9.00 9.20

0

500000

1000000

1500000

2000000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF086986.D

  8.98

Ion 171.00 (170.70 to 171.70): BF086986.D
Ion 170.00 (169.70 to 170.70): BF086986.D

#50
2,6-Dinitrotoluene
Concen:    7.98 ng   
RT: 9.64 min  Scan# 705
Delta R.T.   0.18 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:165 Resp:   35047
Ion  Ratio  Lower  Upper
165  100
 63    2.1   51.8   77.8#
 89    2.3   50.7   76.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 651 (9.528 min): BF086822.D (-648) (-)
63 165

89

51
39 77

121 148135
108

181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 13242 90 108 122 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 705 (9.645 min): BF086986.D (-663) (-)
162

80
6654 13242 90 122100 146111

9.60 9.65 9.70

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF086986.D

  9.64

Ion  63.00 (62.70 to 63.70): BF086986.D
Ion  89.00 (88.70 to 89.70): BF086986.D
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#56
2,4-Dinitrotoluene
Concen:    6.45 ng   
RT: 9.64 min  Scan# 705
Delta R.T.   -0.22 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:165 Resp:   35047
Ion  Ratio  Lower  Upper
165  100
 63    2.1   44.3   66.5#
 89    2.3   70.0  105.0#
182    0.0    1.8    2.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 687 (9.939 min): BF086822.D (-683) (-)
168

139

8963 11351 74 99 12541 149 182

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
6654 13242 90 108 122 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 705 (9.645 min): BF086986.D (-698) (-)
162

80
665442 13290 122100 146110

9.60 9.65 9.70
0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF086986.D

  9.64

Ion  63.00 (62.70 to 63.70): BF086986.D
Ion  89.00 (88.70 to 89.70): BF086986.D
Ion 182.00 (181.70 to 182.70): BF086986.D

#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.12 min  Scan# 834
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:188 Resp:  501024
Ion  Ratio  Lower  Upper
188  100
 94   12.9    6.8   10.2#
 80   14.8    7.1   10.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 835 (11.131 min): BF086940.D (-832) (-)
188

80 16094
6652 13240 146108 212 227120

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
188

80 94 1606652 132 14610840 120

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 834 (11.119 min): BF086986.D (-809) (-)
188

80 94 1606652 14613240 106118

11.05 11.10 11.15

0

100000

200000

300000

400000

500000

600000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF086986.D

 11.12

Ion  94.00 (93.70 to 94.70): BF086986.D
Ion  80.00 (79.70 to 80.70): BF086986.D
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#66
4-Bromophenyl-phenylether
Concen:    4.30 ng   
RT: 10.43 min  Scan# 774
Delta R.T.   -0.25 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:248 Resp:   21834
Ion  Ratio  Lower  Upper
248  100
250  198.2   78.6  117.8#
141  669.1   76.0  114.0#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 759 (10.762 min): BF086822.D (-755) (-)
248

141

77
51

115
168

22095 188

50 100 150 200 250 300
0

50

m/z-->

Abundance
62 330

141

37 22291 250170111
197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 774 (10.434 min): BF086986.D (-770) (-)
62 330

141

22237 91 250170111
197 301

10.40 10.45 10.50

0

50000

100000

150000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF086986.D

 10.43

Ion 250.00 (249.70 to 250.70): BF086986.D
Ion 141.00 (140.70 to 141.70): BF086986.D

#75
Chrysene-d12
Concen:   20.00 ng   
RT: 13.75 min  Scan# 1064
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:240 Resp:  469359
Ion  Ratio  Lower  Upper
240  100
120   14.3   11.2   16.8 
236   26.9   21.2   31.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1065 (13.759 min): BF086940.D (-1060) (-)
240

120
104 21266 170149 1948842 259 279

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

50

m/z-->

Abundance
240

120
104 20815676 18042 57 223135

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

50

m/z-->

Abundance Scan 1064 (13.748 min): BF086986.D (-1039) (-)
240

120
104 21278 15652 182136 197

13.60 13.80 14.00

0

200000

400000

600000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF086986.D

 13.75

Ion 120.00 (119.70 to 120.70): BF086986.D
Ion 236.00 (235.70 to 236.70): BF086986.D
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#78
Terphenyl-d14
Concen:   73.86 ng   
RT: 12.71 min  Scan# 973
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:244 Resp: 1633845
Ion  Ratio  Lower  Upper
244  100
212    8.2    6.2    9.2 
122   15.2   12.0   18.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 974 (12.719 min): BF086940.D (-970) (-)
244

122 160 21210654 82 227184137 28126438

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

50

m/z-->

Abundance
244

122 160 21254 10680 184 22713739

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

50

m/z-->

Abundance Scan 973 (12.708 min): BF086986.D (-948) (-)
244

122 160 21254 10682 184 22713838

12.60 12.80

0

500000

1000000

1500000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF086986.D

 12.71

Ion 212.00 (211.70 to 212.70): BF086986.D
Ion 122.00 (121.70 to 122.70): BF086986.D

#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.11 min  Scan# 1183
Delta R.T.   -0.01 min
Lab File:   BF086986.D
Acq: 13 May 2016  22:50    

Tgt Ion:264 Resp:  359261
Ion  Ratio  Lower  Upper
264  100
260   25.0   19.5   29.3 
265   21.7   17.3   25.9 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1184 (15.120 min): BF086940.D (-1178) (-)
264

132

232104 20815676 18052 283 315 355

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
264

132

232104 20752 156 18076

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1183 (15.108 min): BF086986.D (-1158) (-)
264

132

232104 20418078 15652

15.00 15.20

0

100000

200000

300000

400000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF086986.D

 15.11

Ion 260.00 (259.70 to 260.70): BF086986.D
Ion 265.00 (264.70 to 265.70): BF086986.D
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