
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021419\
  Data File : BG039507.D                                          
  Acq On    : 14 Feb 2019  10:37
  Operator  : JU/SJ
  Sample    : K1461-09RE
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1
 
  Quant Time: Feb 14 16:00:25 2019
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Jan 29 15:41:51 2019
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       8.17  152    73545    20.00 ng      0.00
    21) Naphthalene-d8              10.99  136   347956    20.00 ng     -0.02
    39) Acenaphthene-d10            14.80  164   224080    20.00 ng     -0.02
    64) Phenanthrene-d10            17.54  188   473234    20.00 ng     -0.02
    76) Chrysene-d12                21.83  240   467524    20.00 ng     -0.02
    87) Perylene-d12                25.22  264   494407    20.00 ng     -0.02
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.72  112    65385    15.22 ng      0.00  
     7) Phenol-d6                    7.32   99    77028    12.18 ng      0.00  
    23) Nitrobenzene-d5              9.35   82   163746    29.40 ng     -0.01  
    42) 2,4,6-Tribromophenol        16.28  330    39325    16.30 ng      0.00  
    45) 2-Fluorobiphenyl            13.42  172   357449    22.88 ng     -0.02  
    79) Terphenyl-d14               20.13  244   405580    18.36 ng     -0.02  
 
   Target Compounds                                                   Qvalue
     4) n-Nitrosodimethylamine       4.20   42   178446    71.698 ng   #     5
     6) Aniline                      7.59   93    29690     3.747 ng   #    46
     9) Benzaldehyde                 7.31   77    71684    19.257 ng        95
    10) Phenol                       7.35   94    58453     8.865 ng        98
    11) bis(2-Chloroethyl)ether      7.59   93    29690     5.699 ng   #    18
    15) Benzyl Alcohol               8.42   79   143178    28.833 ng        98
    16) 2,2'-oxybis(1-Chloropropan   8.89   45    59468     5.054 ng        84
    17) 2-Methylphenol               8.42  107    77144    18.080 ng   #    19
    20) 3+4-Methylphenols            8.95  107    19669     3.348 ng        93
    25) Isophorone                   9.90   82    54397     4.407 ng   #    48
    26) 2-Nitrophenol               10.10  139      665     4.342 ng   #     1
    32) Benzoic acid                10.44  122   121535    39.207 ng        99
    36) 4-Chloro-3-methylphenol     12.26  107    21605     3.423 ng   #    23
    48) 2-Nitroaniline              13.89   65      863     8.473 ng   #    44
    50) Dimethylphthalate           14.24  163    95192     5.260 ng       100
    51) 2,6-Dinitrotoluene          14.30  165     1074     6.833 ng   #     1
    53) 3-Nitroaniline              14.72  138     5743     7.176 ng   #     1
    55) Dibenzofuran                15.32  168   111741     5.073 ng   #    54
    56) 4-Nitrophenol               14.99  139     1101     6.106 ng   #    16
    57) 2,4-Dinitrotoluene          15.14  165     1983     8.208 ng   #    73
    62) 4-Nitroaniline              15.98  138     6785     5.834 ng   #    37
    65) 4,6-Dinitro-2-methylphenol  16.15  198    65489    38.400 ng   #    63
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021419\
  Data File : BG039507.D                                          
  Acq On    : 14 Feb 2019  10:37
  Operator  : JU/SJ
  Sample    : K1461-09RE
  Misc      :  
  ALS Vial  : 3   Sample Multiplier: 1

  Quant Time: Feb 14 16:00:25 2019
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Jan 29 15:41:51 2019
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:   20.000 ng  
RT: 8.17 min  Scan# 866
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:152 Resp:   73545
Ion  Ratio  Lower  Upper
152  100
150  151.9  123.7  185.5 
115   56.5   45.9   68.9 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 867 (8.184 min): BG039313.D (-860) (-)
150.1

115.2
52.1 78.2

98.2 207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
150.1

115.2
52.1 78.2

95.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 866 (8.175 min): BG039507.D (-851) (-)
150.1

115.2
78.252.1

8.10 8.15 8.20 8.25

0

20000

40000

60000

80000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BG039507.D

  8.17

Ion 150.00 (149.70 to 150.70): BG039507.D
Ion 115.00 (114.70 to 115.70): BG039507.D

#4
n-Nitrosodimethylamine
Concen:   71.698 ng   
RT: 4.20 min  Scan# 190
Delta R.T.   0.27 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 42 Resp:  178446
Ion  Ratio  Lower  Upper
 42  100
 74    0.2   83.6  125.4#
 44    5.1    6.9   10.3#

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 144 (3.937 min): BG039313.D (-136) (-)
74.2

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance
42.1

86.0 207.1 518.3

50 100 150 200 250 300 350 400 450 500
0

50

m/z-->

Abundance Scan 190 (4.203 min): BG039507.D (-54) (-)
42.1

88.2 207.1 518.3

4.10 4.20 4.30 4.40

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  42.00 (41.70 to 42.70): BG039507.D

  4.20

Ion  74.00 (73.70 to 74.70): BG039507.D
Ion  44.00 (43.70 to 44.70): BG039507.D
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#5
2-Fluorophenol
Concen:   15.216 ng   
RT: 5.72 min  Scan# 448
Delta R.T.   0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:112 Resp:   65385
Ion  Ratio  Lower  Upper
112  100
 64   70.1   57.8   86.8 
 63   35.4   29.8   44.6 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 447 (5.717 min): BG039313.D (-439) (-)
112.2

64.2

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance
112.2

64.2

207.2 406.8

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 448 (5.719 min): BG039507.D (-357) (-)
112.2

64.2

207.2 406.8

5.65 5.70 5.75 5.80

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BG039507.D

  5.72

Ion  64.00 (63.70 to 64.70): BG039507.D
Ion  63.00 (62.70 to 63.70): BG039507.D

#6
Aniline
Concen:    3.747 ng   
RT: 7.59 min  Scan# 767
Delta R.T.   0.08 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 93 Resp:   29690
Ion  Ratio  Lower  Upper
 93  100
 66    2.2   34.2   51.4#
 65    5.6   17.7   26.5#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 752 (7.509 min): BG039313.D (-743) (-)
93.2

66.2

39.1
52.1 78.2

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

50

m/z-->

Abundance
93.2

41.3

69.2

55.1 121.3
136.3107.281.2 154.3

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

50

m/z-->

Abundance Scan 767 (7.593 min): BG039507.D (-662) (-)
93.2

41.3

69.2
121.355.1

136.3107.281.2 154.3

7.55 7.60 7.65

0

5000

10000

15000

20000

Time-->

Abundance Ion  93.00 (92.70 to 93.70): BG039507.D

  7.59

Ion  66.00 (65.70 to 66.70): BG039507.D
Ion  65.00 (64.70 to 65.70): BG039507.D
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#7
Phenol-d6
Concen:   12.178 ng   
RT: 7.32 min  Scan# 721
Delta R.T.   0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 99 Resp:   77028
Ion  Ratio  Lower  Upper
 99  100
 42   55.6   18.2   27.2#
 71   33.6   28.0   42.0 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 720 (7.321 min): BG039313.D (-710) (-)
99.2

71.2
42.1

51.1
62.1 82.2 107.2

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
60.1

73.2 99.241.1

51.1 87.2
107.2

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 721 (7.323 min): BG039507.D (-630) (-)
60.1

73.2 99.2
41.1

51.1 87.2
107.2

7.20 7.25 7.30 7.35 7.40

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BG039507.D

  7.32

Ion  42.00 (41.70 to 42.70): BG039507.D
Ion  71.00 (70.70 to 71.70): BG039507.D

#9
Benzaldehyde
Concen:   19.257 ng   
RT: 7.31 min  Scan# 719
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 77 Resp:   71684
Ion  Ratio  Lower  Upper
 77  100
105   99.8   74.5  114.5 
106   92.1   68.0  108.0 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 721 (7.326 min): BG039313.D (-713) (-)
99.1

42.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
60.1

105.2

207.2 373.3

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 719 (7.311 min): BG039507.D (-705) (-)
60.1

105.2

207.1 373.3

7.20 7.25 7.30 7.35 7.40

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BG039507.D

  7.31

Ion 105.00 (104.70 to 105.70): BG039507.D
Ion 106.00 (105.70 to 106.70): BG039507.D
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#10
Phenol
Concen:    8.865 ng   
RT: 7.35 min  Scan# 726
Delta R.T.   0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 94 Resp:   58453
Ion  Ratio  Lower  Upper
 94  100
 65   28.9   11.7   51.7 
 66   43.6   23.7   63.7 

Ref

Raw

Sub

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 724 (7.344 min): BG039313.D (-716) (-)
94.2

66.2
39.1

51.1 77.2 105.1
86.2

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance
60.1

73.2
41.1

94.2

51.1 83.2 105.1

30 40 50 60 70 80 90 100 110
0

50

m/z-->

Abundance Scan 726 (7.352 min): BG039507.D (-634) (-)
60.1

73.2
41.1 94.2

51.1 83.2

7.30 7.40

0

10000

20000

30000

40000

Time-->

Abundance Ion  94.00 (93.70 to 94.70): BG039507.D

  7.35

Ion  65.00 (64.70 to 65.70): BG039507.D
Ion  66.00 (65.70 to 66.70): BG039507.D

#11
bis(2-Chloroethyl)ether
Concen:    5.699 ng   
RT: 7.59 min  Scan# 767
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 93 Resp:   29690
Ion  Ratio  Lower  Upper
 93  100
 63    2.5   69.5  109.5#
 95    2.7   12.7   52.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 768 (7.603 min): BG039313.D (-761) (-)
93.263.1

43.1 142.1 206.8

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
93.2

41.3

69.2

121.3
154.3

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 767 (7.593 min): BG039507.D (-678) (-)
93.2

41.2
69.2

121.3
154.3

7.55 7.60 7.65

0

5000

10000

15000

20000

Time-->

Abundance Ion  93.00 (92.70 to 93.70): BG039507.D

  7.59

Ion  63.00 (62.70 to 63.70): BG039507.D
Ion  95.00 (94.70 to 95.70): BG039507.D
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#15
Benzyl Alcohol
Concen:   28.833 ng   
RT: 8.42 min  Scan# 907
Delta R.T.   -0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 79 Resp:  143178
Ion  Ratio  Lower  Upper
 79  100
108   74.7   57.8   86.6 
 77   63.5   51.1   76.7 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 907 (8.419 min): BG039313.D (-899) (-)
79.2

108.2

51.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
79.2

108.2

51.1

124.3 193.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 907 (8.415 min): BG039507.D (-817) (-)
79.2

108.2

51.1

124.3 193.1

8.30 8.40 8.50

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion  79.00 (78.70 to 79.70): BG039507.D

  8.42

Ion 108.00 (107.70 to 108.70): BG039507.D
Ion  77.00 (76.70 to 77.70): BG039507.D

#16
2,2'-oxybis(1-Chloropropane)
Concen:    5.054 ng   
RT: 8.89 min  Scan# 988
Delta R.T.   0.18 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 45 Resp:   59468
Ion  Ratio  Lower  Upper
 45  100
 77    2.5    0.0   30.0 
 79    3.5    0.0   27.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 956 (8.707 min): BG039313.D (-946) (-)
45.1

121.277.2
95.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
60.1

43.1

87.2

113.3 140.3 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 988 (8.891 min): BG039507.D (-866) (-)
60.1

43.1

87.2
107.2 125.3 207.1

8.70 8.80 8.90

0

10000

20000

30000

Time-->

Abundance Ion  45.00 (44.70 to 45.70): BG039507.D

  8.89

Ion  77.00 (76.70 to 77.70): BG039507.D
Ion  79.00 (78.70 to 79.70): BG039507.D
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#17
2-Methylphenol
Concen:   18.080 ng   
RT: 8.42 min  Scan# 907
Delta R.T.   -0.19 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:107 Resp:   77144
Ion  Ratio  Lower  Upper
107  100
108  138.9   90.8  136.2#
 77  118.0   40.7   61.1#
 79  185.9   40.6   60.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 939 (8.607 min): BG039313.D (-932) (-)
108.1

79.2

51.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
79.2

108.2

51.1

124.3 193.1

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 907 (8.415 min): BG039507.D (-889) (-)
79.2

108.2

51.1

124.3 193.1

8.30 8.40 8.50
0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG039507.D

  8.42

Ion 108.00 (107.70 to 108.70): BG039507.D
Ion  77.00 (76.70 to 77.70): BG039507.D
Ion  79.00 (78.70 to 79.70): BG039507.D

#20
3+4-Methylphenols
Concen:    3.348 ng   
RT: 8.95 min  Scan# 998
Delta R.T.   0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:107 Resp:   19669
Ion  Ratio  Lower  Upper
107  100
108   92.5   67.9  107.9 
 77   31.3   15.4   55.4 
 79   26.2   13.7   53.7 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 996 (8.942 min): BG039313.D (-987) (-)
107.2

77.2

39.1

344.4

50 100 150 200 250 300
0

50

m/z-->

Abundance
45.1

73.2 107.2

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 998 (8.950 min): BG039507.D (-906) (-)
45.1

73.2

103.2

8.85 8.90 8.95 9.00 9.05
0

5000

10000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG039507.D

  8.95

Ion 108.00 (107.70 to 108.70): BG039507.D
Ion  77.00 (76.70 to 77.70): BG039507.D
Ion  79.00 (78.70 to 79.70): BG039507.D

BG039507.D  8270-BG012919.M      Thu Feb 14 15:58:18 2019      Page 8

Instrument :
BNA_G
ClientSampleId :
TEST-PIT-4RE



#21
Naphthalene-d8
Concen:   20.000 ng   
RT: 10.99 min  Scan# 1346
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:136 Resp:  347956
Ion  Ratio  Lower  Upper
136  100
137   11.3    9.1   13.7 
 54   12.0    9.4   14.2 
 68    6.9    4.2    6.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1348 (11.010 min): BG039313.D (-1339) (-)
136.3

54.1 108.2
68.2 82.238.1

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

50

m/z-->

Abundance
136.3

54.1 108.368.3 82.241.3 95.2 123.2 166.2

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

50

m/z-->

Abundance Scan 1346 (10.994 min): BG039507.D (-1258) (-)
136.3

108.354.1 68.2 84.241.2 123.1 166.2

10.95 11.00
0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BG039507.D

 10.99

Ion 137.00 (136.70 to 137.70): BG039507.D
Ion  54.00 (53.70 to 54.70): BG039507.D
Ion  68.00 (67.70 to 68.70): BG039507.D

#23
Nitrobenzene-d5
Concen:   29.399 ng  
RT: 9.35 min  Scan# 1066
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 82 Resp:  163746
Ion  Ratio  Lower  Upper
 82  100
128   45.0   31.3   46.9 
 54   58.9   50.9   76.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1068 (9.365 min): BG039313.D (-1059) (-)
82.2

54.1

128.2

98.2

207.236.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
82.2

54.1
128.2

98.2
207.236.3

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1066 (9.349 min): BG039507.D (-978) (-)
82.2

54.1
128.2

98.2
207.136.2

9.25 9.30 9.35 9.40

0

20000

40000

60000

80000

100000

120000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BG039507.D

  9.35

Ion 128.00 (127.70 to 128.70): BG039507.D
Ion  54.00 (53.70 to 54.70): BG039507.D
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#25
Isophorone
Concen:    4.407 ng   
RT: 9.90 min  Scan# 1159
Delta R.T.   -0.03 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 82 Resp:   54397
Ion  Ratio  Lower  Upper
 82  100
 95   36.7    6.2    9.2#
138    0.5   13.0   19.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1163 (9.923 min): BG039313.D (-1155) (-)
82.2

54.1 138.2

110.237.1 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
81.2

43.1

111.2
139.360.1 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1159 (9.896 min): BG039507.D (-1073) (-)
81.2

43.1

111.2
139.360.1

9.80 9.90 10.00

0

10000

20000

30000

40000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BG039507.D

  9.90

Ion  95.00 (94.70 to 95.70): BG039507.D
Ion 138.00 (137.70 to 138.70): BG039507.D

#26
2-Nitrophenol
Concen:    4.342 ng   
RT: 10.10 min  Scan# 1194
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:139 Resp:     665
Ion  Ratio  Lower  Upper
139  100
109  226.5   23.4   35.0#
 65  109.6   44.3   66.5#

Ref

Raw

Sub

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1196 (10.117 min): BG039313.D (-1188) (-)
139.2

65.2

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance
43.1

85.2
137.2 221.2 482.4

50 100 150 200 250 300 350 400 450
0

50

m/z-->

Abundance Scan 1194 (10.101 min): BG039507.D (-1106) (-)
43.1

96.3

139.2
207.3 482.4

10.10 10.15

0

500

1000

1500

2000

Time-->

Abundance Ion 139.00 (138.70 to 139.70): BG039507.D

 10.10

Ion 109.00 (108.70 to 109.70): BG039507.D
Ion  65.00 (64.70 to 65.70): BG039507.D
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#32
Benzoic acid
Concen:   39.207 ng   
RT: 10.44 min  Scan# 1252
Delta R.T.   0.18 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:122 Resp:  121535
Ion  Ratio  Lower  Upper
122  100
105  119.9  101.8  141.8 
 77   97.4   76.3  116.3 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1221 (10.264 min): BG039313.D (-1209) (-)
105.2

122.277.2

51.1

207.3

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
60.1

43.3

105.2
122.277.2

139.3 203.7

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1252 (10.442 min): BG039507.D (-1131) (-)
60.1

43.2

105.2
77.2 122.2

139.3 203.7

10.30 10.40 10.50

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BG039507.D

 10.44

Ion 105.00 (104.70 to 105.70): BG039507.D
Ion  77.00 (76.70 to 77.70): BG039507.D

#36
4-Chloro-3-methylphenol
Concen:    3.423 ng   
RT: 12.26 min  Scan# 1561
Delta R.T.   -0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:107 Resp:   21605
Ion  Ratio  Lower  Upper
107  100
144    0.0   20.2   30.2#
142    2.2   61.4   92.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1561 (12.261 min): BG039313.D (-1551) (-)
107.2

142.2

77.2

51.1

125.135.0

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
107.3

43.1 153.2

79.2

135.2
60.1

207.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1561 (12.257 min): BG039507.D (-1471) (-)
107.2

153.2

41.3 79.2
135.1

59.3
207.2

12.20 12.25 12.30

0

5000

10000

15000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BG039507.D

 12.26

Ion 144.00 (143.70 to 144.70): BG039507.D
Ion 142.00 (141.70 to 142.70): BG039507.D
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#39
Acenaphthene-d10
Concen:   20.000 ng  
RT: 14.80 min  Scan# 1993
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:164 Resp:  224080
Ion  Ratio  Lower  Upper
164  100
162  101.9   81.6  122.4 
160   43.6   34.2   51.2 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1995 (14.810 min): BG039313.D (-1987) (-)
162.3

80.2
132.252.1

50 100 150 200 250 300
0

50

m/z-->

Abundance
162.3

80.3
43.1 132.2 205.3 334.9

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 1993 (14.795 min): BG039507.D (-1905) (-)
162.3

80.3
132.152.1 205.3 334.9

14.70 14.80

0

50000

100000

150000

200000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BG039507.D

 14.80

Ion 162.00 (161.70 to 162.70): BG039507.D
Ion 160.00 (159.70 to 160.70): BG039507.D

#42
2,4,6-Tribromophenol
Concen:   16.297 ng  
RT: 16.28 min  Scan# 2246
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:330 Resp:   39325
Ion  Ratio  Lower  Upper
330  100
332   92.8   75.7  113.5 
141   42.5   35.6   53.4 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2247 (16.291 min): BG039313.D (-2240) (-)
329.9

62.1

141.1

221.9
249.991.2 170.1

300.9

50 100 150 200 250 300
0

50

m/z-->

Abundance
329.9

62.1

141.1

221.991.2
249.9170.1

300.8

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2246 (16.281 min): BG039507.D (-2157) (-)
329.9

62.1

143.1
221.9

249.991.2 172.1
302.9

16.20 16.25 16.30 16.35

0

10000

20000

30000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BG039507.D

 16.28

Ion 331.80 (331.50 to 332.50): BG039507.D
Ion 141.00 (140.70 to 141.70): BG039507.D
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#45
2-Fluorobiphenyl
Concen:   22.884 ng   
RT: 13.42 min  Scan# 1759
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:172 Resp:  357449
Ion  Ratio  Lower  Upper
172  100
171   37.9   30.8   46.2 
170   25.7   20.2   30.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1761 (13.436 min): BG039313.D (-1753) (-)
172.2

85.2 151.251.1 133.2107.268.2 207.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
172.2

146.285.251.1 68.2 120.2102.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1759 (13.420 min): BG039507.D (-1671) (-)
172.2

85.2 146.251.1 120.268.2 102.2

13.40 13.50

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BG039507.D

 13.42

Ion 171.00 (170.70 to 171.70): BG039507.D
Ion 170.00 (169.70 to 170.70): BG039507.D

#48
2-Nitroaniline
Concen:    8.473 ng   
RT: 13.89 min  Scan# 1839
Delta R.T.   -0.01 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion: 65 Resp:     863
Ion  Ratio  Lower  Upper
 65  100
 92   77.1   51.4   77.2 
138   10.4   71.4  107.2#

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1840 (13.900 min): BG039313.D (-1830) (-)
65.2 138.2

108.2

207.136.0

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
43.1

149.2

77.2
111.2

294.8 354.6

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1839 (13.890 min): BG039507.D (-1750) (-)
149.2

69.2
98.2

294.8 354.638.3

13.86 13.88 13.90

0

500

1000

1500

2000

2500

Time-->

Abundance Ion  65.00 (64.70 to 65.70): BG039507.D

 13.89

Ion  92.00 (91.70 to 92.70): BG039507.D
Ion 138.00 (137.70 to 138.70): BG039507.D
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#50
Dimethylphthalate
Concen:    5.260 ng   
RT: 14.24 min  Scan# 1899
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:163 Resp:   95192
Ion  Ratio  Lower  Upper
163  100
194    4.3    3.6    5.4 
164   10.4    8.4   12.6 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1901 (14.258 min): BG039313.D (-1893) (-)
163.2

77.2
50.1 135.2104.2 194.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
163.2

43.1 77.2
95.2 133.2 194.2114.260.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1899 (14.243 min): BG039507.D (-1811) (-)
163.2

76.2 133.297.2 194.257.1 114.2

14.15 14.20 14.25 14.30

0

20000

40000

60000

80000

Time-->

Abundance Ion 163.00 (162.70 to 163.70): BG039507.D

 14.24

Ion 194.00 (193.70 to 194.70): BG039507.D
Ion 164.00 (163.70 to 164.70): BG039507.D

#51
2,6-Dinitrotoluene
Concen:    6.833 ng   
RT: 14.30 min  Scan# 1908
Delta R.T.   -0.09 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:165 Resp:    1074
Ion  Ratio  Lower  Upper
165  100
 63  140.5   47.0   70.6#
 89  139.6   45.8   68.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 1923 (14.387 min): BG039313.D (-1915) (-)
165.2

89.263.1

121.239.1

208.1

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

50

m/z-->

Abundance
59.1

97.2
135.2 164.336.1 193.3 223.2 281.1

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

50

m/z-->

Abundance Scan 1908 (14.296 min): BG039507.D (-1833) (-)
59.1

97.2
147.136.1 173.2 223.2120.2 281.1

14.25 14.30 14.35

0

1000

2000

3000

4000

5000

6000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BG039507.D

 14.30

Ion  63.00 (62.70 to 63.70): BG039507.D
Ion  89.00 (88.70 to 89.70): BG039507.D
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#53
3-Nitroaniline
Concen:    7.176 ng   
RT: 14.72 min  Scan# 1980
Delta R.T.   0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:138 Resp:    5743
Ion  Ratio  Lower  Upper
138  100
108  142.5   13.8   20.8#
 92   18.4  103.7  155.5#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1979 (14.716 min): BG039313.D (-1970) (-)
65.2

92.2

138.2

39.1

109.1 208.2

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
43.1

95.2

67.2 139.2
121.2

168.2
196.3

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 1980 (14.719 min): BG039507.D (-1889) (-)
95.2

139.2

121.2
77.2

53.1 168.1

196.3
36.0

14.65 14.70 14.75

0

2000

4000

6000

Time-->

Abundance Ion 138.00 (137.70 to 138.70): BG039507.D

 14.72

Ion 108.00 (107.70 to 108.70): BG039507.D
Ion  92.00 (91.70 to 92.70): BG039507.D

#55
Dibenzofuran
Concen:    5.073 ng   
RT: 15.32 min  Scan# 2082
Delta R.T.   0.11 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:168 Resp:  111741
Ion  Ratio  Lower  Upper
168  100
139    1.2   30.1   45.1#
169   11.0   10.6   16.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2063 (15.210 min): BG039313.D (-2054) (-)
168.2

139.2

84.2 113.257.1 207.1

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

50

m/z-->

Abundance
119.2

168.2
91.2

192.341.3 65.2
140.2 214.8 258.1

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

50

m/z-->

Abundance Scan 2082 (15.318 min): BG039507.D (-1973) (-)
119.2

168.2
91.2

192.3
51.1

141.2 214.8 258.1

15.25 15.30 15.35

0

20000

40000

60000

80000

Time-->

Abundance Ion 168.00 (167.70 to 168.70): BG039507.D

 15.32

Ion 139.00 (138.70 to 139.70): BG039507.D
Ion 169.00 (168.70 to 169.70): BG039507.D
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#56
4-Nitrophenol
Concen:    6.106 ng   
RT: 14.99 min  Scan# 2026
Delta R.T.   -0.00 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:139 Resp:    1101
Ion  Ratio  Lower  Upper
139  100
109  219.2   61.9  101.9#
 65   79.0   99.1  139.1#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2026 (14.993 min): BG039313.D (-2019) (-)
65.2 139.2

109.2
39.1

191.1 280.9

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

50

m/z-->

Abundance
43.1

69.2 99.2

183.2125.2 155.2

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

50

m/z-->

Abundance Scan 2026 (14.989 min): BG039507.D (-1936) (-)
183.2114.2

142.2

72.2

36.0

14.96 14.98 15.00

0

1000

2000

3000

4000

5000

Time-->

Abundance Ion 139.00 (138.70 to 139.70): BG039507.D

 14.99

Ion 109.00 (108.70 to 109.70): BG039507.D
Ion  65.00 (64.70 to 65.70): BG039507.D

#57
2,4-Dinitrotoluene
Concen:    8.208 ng   
RT: 15.14 min  Scan# 2051
Delta R.T.   -0.03 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:165 Resp:    1983
Ion  Ratio  Lower  Upper
165  100
 63   61.5   41.0   61.6 
 89   48.9   64.6   96.8#
182    0.0    2.0    3.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 2055 (15.163 min): BG039313.D (-2048) (-)
165.2

89.2

63.1

119.239.1

208.2

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

50

m/z-->

Abundance
43.1

208.3

79.2

107.2
149.2

177.3
281.1

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

50

m/z-->

Abundance Scan 2051 (15.136 min): BG039507.D (-1965) (-)
208.3

107.2
77.2 133.253.1 177.3

281.1

15.05 15.10 15.15
0

1000

2000

3000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BG039507.D

 15.14

Ion  63.00 (62.70 to 63.70): BG039507.D
Ion  89.00 (88.70 to 89.70): BG039507.D
Ion 182.00 (181.70 to 182.70): BG039507.D
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#62
4-Nitroaniline
Concen:    5.834 ng   
RT: 15.98 min  Scan# 2195
Delta R.T.   0.10 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:138 Resp:    6785
Ion  Ratio  Lower  Upper
138  100
 92   24.0   38.7   78.7#
108   23.6   74.6  114.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 2177 (15.880 min): BG039313.D (-2166) (-)
65.2

138.2108.2

39.1

166.2
90.2 193.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
55.1

83.2

138.3109.2 175.2
157.2 195.3 220.337.1

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 2195 (15.982 min): BG039507.D (-2087) (-)
55.1 83.2

137.2
166.2109.2

189.3 208.2

15.90 15.95 16.00

0

1000

2000

3000

4000

5000

6000

Time-->

Abundance Ion 138.00 (137.70 to 138.70): BG039507.D

 15.98

Ion  92.00 (91.70 to 92.70): BG039507.D
Ion 108.00 (107.70 to 108.70): BG039507.D

#64
Phenanthrene-d10
Concen:   20.000 ng   
RT: 17.54 min  Scan# 2460
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:188 Resp:  473234
Ion  Ratio  Lower  Upper
188  100
 94    8.4    6.9   10.3 
 80    9.1    8.1   12.1 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 2462 (17.554 min): BG039313.D (-2454) (-)
188.3

80.2
132.242.1 440.1281.1

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance
188.3

80.243.1 146.2 226.3 267.1

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 2460 (17.538 min): BG039507.D (-2372) (-)
188.3

80.2
132.242.2 226.3 281.1

17.50 17.60

0

100000

200000

300000

400000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BG039507.D

 17.54

Ion  94.00 (93.70 to 94.70): BG039507.D
Ion  80.00 (79.70 to 80.70): BG039507.D
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#65
4,6-Dinitro-2-methylphenol
Concen:   38.400 ng  
RT: 16.15 min  Scan# 2224
Delta R.T.   0.23 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:198 Resp:   65489
Ion  Ratio  Lower  Upper
198  100
 51   24.4   27.4   67.4#
105   14.6   19.7   59.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2184 (15.921 min): BG039313.D (-2177) (-)
198.1

105.2
51.1

77.2 168.2

134.2151.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
137.2

198.2
108.2

43.1 77.2
155.2 181.260.1

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 2224 (16.152 min): BG039507.D (-2094) (-)
137.2

198.2
108.2

77.253.1
155.2 181.2

16.10 16.20

0

10000

20000

30000

40000

50000

60000

Time-->

Abundance Ion 198.00 (197.70 to 198.70): BG039507.D

 16.15

Ion  51.00 (50.70 to 51.70): BG039507.D
Ion 105.00 (104.70 to 105.70): BG039507.D

#76
Chrysene-d12
Concen:   20.000 ng   
RT: 21.83 min  Scan# 3191
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:240 Resp:  467524
Ion  Ratio  Lower  Upper
240  100
120    8.4    7.0   10.6 
236   26.5   21.0   31.4 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 3193 (21.848 min): BG039313.D (-3184) (-)
240.3

120.2 208.276.1 156.242.1 283.1 340.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
240.3

120.243.1 208.377.2 156.2 285.3315.4 355.1

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 3191 (21.833 min): BG039507.D (-3103) (-)
240.3

120.2 208.290.2 158.252.1 285.2314.4 355.1

21.80 21.90

0

100000

200000

300000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BG039507.D

 21.83

Ion 120.00 (119.70 to 120.70): BG039507.D
Ion 236.00 (235.70 to 236.70): BG039507.D
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#79
Terphenyl-d14
Concen:   18.362 ng   
RT: 20.13 min  Scan# 2901
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:244 Resp:  405580
Ion  Ratio  Lower  Upper
244  100
212    7.9    7.3   10.9 
122    9.4    8.4   12.6 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2904 (20.150 min): BG039313.D (-2896) (-)
244.3

122.2 160.3 212.3
54.1 82.2 321.9281.1

50 100 150 200 250 300
0

50

m/z-->

Abundance
244.3

122.2 212.355.1 160.391.2 272.3 327.1

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 2901 (20.129 min): BG039507.D (-2814) (-)
244.3

122.2 212.3160.255.1 91.2 272.3 327.1

20.05 20.10 20.15 20.20

0

100000

200000

300000

400000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BG039507.D

 20.13

Ion 212.00 (211.70 to 212.70): BG039507.D
Ion 122.00 (121.70 to 122.70): BG039507.D

#87
Perylene-d12
Concen:   20.000 ng   
RT: 25.22 min  Scan# 3768
Delta R.T.   -0.02 min
Lab File:   BG039507.D
Acq: 14 Feb 2019  10:37    

Tgt Ion:264 Resp:  494407
Ion  Ratio  Lower  Upper
264  100
260   22.4   18.2   27.4 
265   21.5   18.5   27.7 

Ref

Raw

Sub

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 3771 (25.243 min): BG039313.D (-3757) (-)
264.3

132.2
64.2 230.1166.2 400.9327.198.2

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance
264.3

132.2
207.243.1 93.2 170.1 314.1 355.3

50 100 150 200 250 300 350 400
0

50

m/z-->

Abundance Scan 3768 (25.222 min): BG039507.D (-3681) (-)
264.3

132.2
90.2 228.2170.1 342.355.1

25.10 25.20 25.30

0

50000

100000

150000

200000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BG039507.D

 25.22

Ion 260.00 (259.70 to 260.70): BG039507.D
Ion 265.00 (264.70 to 265.70): BG039507.D
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