
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\
  Data File : BF086072.D                                          
  Acq On    :  5 Apr 2016   8:49
  Operator  : UM/SJ
  Sample    : PB89469TB
  Misc      :  
  ALS Vial  : 36   Sample Multiplier: 1
 
  Quant Time: Apr 05 11:30:13 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Fri Apr 01 23:17:06 2016
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.76  152   108153    20.00 ng     -0.01
    21) Naphthalene-d8               8.04  136   395008    20.00 ng     -0.02
    38) Acenaphthene-d10             9.80  164   165195    20.00 ng     -0.01
    63) Phenanthrene-d10            11.28  188   256190    20.00 ng     -0.02
    75) Chrysene-d12                13.92  240   194954    20.00 ng     -0.01
    86) Perylene-d12                15.32  264   145685    20.00 ng     -0.01
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.37  112   702896   111.09 ng      0.00  
     7) Phenol-d6                    6.41   99   800187    99.56 ng     -0.01  
    23) Nitrobenzene-d5              7.33   82   536698    80.13 ng     -0.01  
    41) 2,4,6-Tribromophenol        10.59  330   142166    91.69 ng     -0.01  
    44) 2-Fluorobiphenyl             9.13  172   890161    89.59 ng     -0.01  
    78) Terphenyl-d14               12.87  244   635960    76.68 ng     -0.01  
 
   Target Compounds                                                   Qvalue
     9) Benzaldehyde                 6.53   77    15473     3.58 ng        86
    19) n-Nitroso-di-n-propylamine   7.33   70    69599    13.97 ng   #    75
    25) Isophorone                   7.33   82   536417    40.57 ng   #    68
    50) 2,6-Dinitrotoluene           9.80  165    20576     7.94 ng   #    18
    56) 2,4-Dinitrotoluene           9.80  165    20576     6.29 ng   #    36
    66) 4-Bromophenyl-phenylether   10.59  248     9665     3.70 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: 6.76 min  Scan# 409
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:152 Resp:  108153
Ion  Ratio  Lower  Upper
152  100
150  159.6  124.2  186.2 
115   62.6   47.0   70.6 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 410 (6.773 min): BF085966.D (-407) (-)
150

115
78

52

401 442223
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50
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50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 409 (6.762 min): BF086072.D (-384) (-)
150

115
78

52

6.70 6.75 6.80 6.85

0

100000

200000

300000

400000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF086072.D

  6.76

Ion 150.00 (149.70 to 150.70): BF086072.D
Ion 115.00 (114.70 to 115.70): BF086072.D

#5
2-Fluorophenol
Concen:  111.09 ng   
RT: 5.37 min  Scan# 287
Delta R.T.   0.00 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:112 Resp:  702896
Ion  Ratio  Lower  Upper
112  100
 64   48.0   39.9   59.9 
 63   23.8   20.2   30.2 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 287 (5.367 min): BF085966.D (-284) (-)
112

64

39 86 408
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39 86
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Abundance Scan 287 (5.367 min): BF086072.D (-261) (-)
112
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39 86

5.20 5.40 5.60
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400000

600000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF086072.D

  5.37

Ion  64.00 (63.70 to 64.70): BF086072.D
Ion  63.00 (62.70 to 63.70): BF086072.D
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#7
Phenol-d6
Concen:   99.56 ng   
RT: 6.41 min  Scan# 378
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion: 99 Resp:  800187
Ion  Ratio  Lower  Upper
 99  100
 42   15.4   11.1   16.7 
 71   33.0   24.9   37.3 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 379 (6.419 min): BF085966.D (-375) (-)
99

42
376311130 345 408160 461 522208 243 277
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0

50

m/z-->
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50
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Abundance Scan 378 (6.407 min): BF086072.D (-353) (-)
99
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600000

800000

1000000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF086072.D

  6.41

Ion  42.00 (41.70 to 42.70): BF086072.D
Ion  71.00 (70.70 to 71.70): BF086072.D

#9
Benzaldehyde
Concen:    3.58 ng   
RT: 6.53 min  Scan# 389
Delta R.T.   0.21 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion: 77 Resp:   15473
Ion  Ratio  Lower  Upper
 77  100
105   85.1   80.1  120.1 
106   82.6   75.0  115.0 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 371 (6.327 min): BF085966.D (-368) (-)
105

51

546200 304 341 463 503
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Abundance
132

68

38 99

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 389 (6.533 min): BF086072.D (-345) (-)
132
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38 99

6.50 6.55
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5000

10000

15000

20000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF086072.D

  6.53

Ion 105.00 (104.70 to 105.70): BF086072.D
Ion 106.00 (105.70 to 106.70): BF086072.D
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#19
n-Nitroso-di-n-propylamine
Concen:   13.97 ng   
RT: 7.33 min  Scan# 459
Delta R.T.   0.14 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion: 70 Resp:   69599
Ion  Ratio  Lower  Upper
 70  100
 42   37.5   37.1   55.7 
101    0.0    8.6   12.8#
130    2.7   19.6   29.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 447 (7.196 min): BF085966.D (-443) (-)
10577
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58 90
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50
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Abundance Scan 459 (7.333 min): BF086072.D (-421) (-)
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20000
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Time-->

Abundance Ion  70.00 (69.70 to 70.70): BF086072.D

  7.33

Ion  42.00 (41.70 to 42.70): BF086072.D
Ion 101.00 (100.70 to 101.70): BF086072.D
Ion 130.00 (129.70 to 130.70): BF086072.D

#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.04 min  Scan# 521
Delta R.T.   -0.02 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:136 Resp:  395008
Ion  Ratio  Lower  Upper
136  100
137   11.3    9.1   13.7 
 54    9.2    7.4   11.0 
 68    7.6    5.8    8.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 523 (8.064 min): BF085966.D (-519) (-)
136

10854 68 8240 24095
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10854 68 8240 95
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Abundance Scan 521 (8.042 min): BF086072.D (-497) (-)
136

10854 68 8240 95
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Abundance Ion 136.00 (135.70 to 136.70): BF086072.D

  8.04

Ion 137.00 (136.70 to 137.70): BF086072.D
Ion  54.00 (53.70 to 54.70): BF086072.D
Ion  68.00 (67.70 to 68.70): BF086072.D
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#23
Nitrobenzene-d5
Concen:   80.13 ng  
RT: 7.33 min  Scan# 459
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion: 82 Resp:  536698
Ion  Ratio  Lower  Upper
 82  100
128   49.3   41.8   62.8 
 54   41.7   33.4   50.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 460 (7.344 min): BF085966.D (-457) (-)
82

54 128

70 98
42 62 112
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50

m/z-->

Abundance
82
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50
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Abundance Scan 459 (7.333 min): BF086072.D (-434) (-)
82
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42 62 11290

7.20 7.40 7.60

0

100000

200000
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400000

500000

600000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF086072.D

  7.33

Ion 128.00 (127.70 to 128.70): BF086072.D
Ion  54.00 (53.70 to 54.70): BF086072.D

#25
Isophorone
Concen:   40.57 ng   
RT: 7.33 min  Scan# 459
Delta R.T.   -0.27 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion: 82 Resp:  536417
Ion  Ratio  Lower  Upper
 82  100
 95    0.0    5.4    8.2#
138    0.0   12.9   19.3#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 483 (7.607 min): BF085966.D (-480) (-)
82

138
5439 9567 12311046 10374
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Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF086072.D

  7.33

Ion  95.00 (94.70 to 95.70): BF086072.D
Ion 138.00 (137.70 to 138.70): BF086072.D
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#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 9.80 min  Scan# 675
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:164 Resp:  165195
Ion  Ratio  Lower  Upper
164  100
162  103.4   82.1  123.1 
160   48.4   37.4   56.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 676 (9.813 min): BF085966.D (-673) (-)
162

82 1326854 10694 122 14642
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50
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Abundance
162

80
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Abundance Scan 675 (9.802 min): BF086072.D (-650) (-)
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Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF086072.D

  9.80

Ion 162.00 (161.70 to 162.70): BF086072.D
Ion 160.00 (159.70 to 160.70): BF086072.D

#41
2,4,6-Tribromophenol
Concen:   91.69 ng  
RT: 10.59 min  Scan# 744
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:330 Resp:  142166
Ion  Ratio  Lower  Upper
330  100
332   95.8   78.2  117.2 
141   39.1   31.5   47.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 745 (10.602 min): BF085966.D (-742) (-)
330

62 141

222 25091 17011137 197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62 141
222 25017090 11137 197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 744 (10.591 min): BF086072.D (-719) (-)
330

62 141
222 25017090 11137 197 303

10.50 10.60 10.70

0

50000

100000

150000

200000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF086072.D

 10.59

Ion 331.80 (331.50 to 332.50): BF086072.D
Ion 141.00 (140.70 to 141.70): BF086072.D
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#44
2-Fluorobiphenyl
Concen:   89.59 ng   
RT: 9.13 min  Scan# 616
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:172 Resp:  890161
Ion  Ratio  Lower  Upper
172  100
171   35.8   29.4   44.2 
170   24.3   19.8   29.6 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 617 (9.139 min): BF085966.D (-612) (-)
172

85 13351 522

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance
172

85 13350

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 616 (9.128 min): BF086072.D (-591) (-)
172

85 13350

9.00 9.10 9.20 9.30

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF086072.D

  9.13

Ion 171.00 (170.70 to 171.70): BF086072.D
Ion 170.00 (169.70 to 170.70): BF086072.D

#50
2,6-Dinitrotoluene
Concen:    7.94 ng   
RT: 9.80 min  Scan# 675
Delta R.T.   0.19 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:165 Resp:   20576
Ion  Ratio  Lower  Upper
165  100
 63    0.0   51.8   77.8#
 89    1.9   53.7   80.5#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 658 (9.607 min): BF085966.D (-655) (-)
165

89
63

77 14851 121 13539 108
99

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

50

m/z-->

Abundance
162

80
66 13254 1069042 146118

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

50

m/z-->

Abundance Scan 675 (9.802 min): BF086072.D (-632) (-)
162

80
66 13254 1069042 146118

9.75 9.80 9.85

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF086072.D

  9.80

Ion  63.00 (62.70 to 63.70): BF086072.D
Ion  89.00 (88.70 to 89.70): BF086072.D
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#56
2,4-Dinitrotoluene
Concen:    6.29 ng   
RT: 9.80 min  Scan# 675
Delta R.T.   -0.21 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:165 Resp:   20576
Ion  Ratio  Lower  Upper
165  100
 63    0.0   24.9   37.3#
 89    1.9   41.0   61.6#
182    0.0    2.1    3.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 693 (10.008 min): BF085966.D (-690) (-)
16889

63

139

119
785139

105 149 182129

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
162

80
66 13254 1069042 146118

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 675 (9.802 min): BF086072.D (-667) (-)
162

80
66 13254 1069042 146118

9.75 9.80 9.85
0

5000

10000

15000

20000

25000

30000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF086072.D

  9.80

Ion  63.00 (62.70 to 63.70): BF086072.D
Ion  89.00 (88.70 to 89.70): BF086072.D
Ion 182.00 (181.70 to 182.70): BF086072.D

#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.28 min  Scan# 804
Delta R.T.   -0.02 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:188 Resp:  256190
Ion  Ratio  Lower  Upper
188  100
 94   13.2    5.4    8.0#
 80   14.3    5.5    8.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 806 (11.299 min): BF085966.D (-802) (-)
188

16094806654 146108118 17813242

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
188

80 94 160
66 13252 170106 11840 146

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 804 (11.276 min): BF086072.D (-780) (-)
188

80 94 160
66 13252 170106 11840 146

11.25 11.30

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF086072.D

 11.28

Ion  94.00 (93.70 to 94.70): BF086072.D
Ion  80.00 (79.70 to 80.70): BF086072.D
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#66
4-Bromophenyl-phenylether
Concen:    3.70 ng   
RT: 10.59 min  Scan# 744
Delta R.T.   -0.25 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:248 Resp:    9665
Ion  Ratio  Lower  Upper
248  100
250  196.2   77.4  116.0#
141  449.4   63.6   95.4#

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 766 (10.842 min): BF085966.D (-763) (-)
248

141

77

115
51

168
22095 192

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62 141
222 25017090 11137 197 303

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 744 (10.591 min): BF086072.D (-740) (-)
330

62 141
222 25017090 11137 197 303

10.55 10.60

0

20000

40000

60000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BF086072.D

 10.59

Ion 250.00 (249.70 to 250.70): BF086072.D
Ion 141.00 (140.70 to 141.70): BF086072.D

#75
Chrysene-d12
Concen:   20.00 ng   
RT: 13.92 min  Scan# 1035
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:240 Resp:  194954
Ion  Ratio  Lower  Upper
240  100
120   11.7   13.8   20.8#
236   26.5   20.6   30.8 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1036 (13.928 min): BF085966.D (-1033) (-)
228

120
104 20818780 156 2426442 171 279

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

50

m/z-->

Abundance
240

120
104 208170786442 186136 154

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

50

m/z-->

Abundance Scan 1035 (13.917 min): BF086072.D (-1010) (-)
240

120
104 212160 18264 8842 197138

13.90 14.00

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF086072.D

 13.92

Ion 120.00 (119.70 to 120.70): BF086072.D
Ion 236.00 (235.70 to 236.70): BF086072.D
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#78
Terphenyl-d14
Concen:   76.68 ng   
RT: 12.87 min  Scan# 943
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:244 Resp:  635960
Ion  Ratio  Lower  Upper
244  100
212    7.3    6.1    9.1 
122   12.0   10.2   15.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 944 (12.876 min): BF085966.D (-940) (-)
244

122 160 212106 22619813654 9270 174 26240

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

50

m/z-->

Abundance
244

122 160 212226106 136 19854 80 17440

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

50

m/z-->

Abundance Scan 943 (12.865 min): BF086072.D (-918) (-)
244

122 160 212226106 136 19854 80 17440

12.80 12.90 13.00

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF086072.D

 12.87

Ion 212.00 (211.70 to 212.70): BF086072.D
Ion 122.00 (121.70 to 122.70): BF086072.D

#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.32 min  Scan# 1158
Delta R.T.   -0.01 min
Lab File:   BF086072.D
Acq:  5 Apr 2016   8:49    

Tgt Ion:264 Resp:  145685
Ion  Ratio  Lower  Upper
264  100
260   24.6   19.4   29.2 
265   21.1   17.2   25.8 

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1159 (15.334 min): BF085966.D (-1155) (-)
264

132

23288 18020452 453

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance
264

132
23220776 102 18041

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1158 (15.322 min): BF086072.D (-1133) (-)
264

132
23220457 102 180

15.20 15.30 15.40 15.50

0

50000

100000

150000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF086072.D

 15.32

Ion 260.00 (259.70 to 260.70): BF086072.D
Ion 265.00 (264.70 to 265.70): BF086072.D
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