
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\SVOASRV\HPCHEM1\BNA_E\DATA\BE110719\
  Data File : BE100704.D                                          
  Acq On    :  7 Nov 2019  16:44
  Operator  : JU
  Sample    : K5725-03MS
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1
 
  Quant Time: Nov 08 06:21:42 2019
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_E\METHODS\8270-SIM-BE101019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Wed Oct 23 16:49:33 2019
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       7.85  152     6037     0.40 ng      0.00
     7) Naphthalene-d8              10.64  136    35121     0.40 ng      0.01
    13) Acenaphthene-d10            14.44  164    30783     0.40 ng     -0.03
    19) Phenanthrene-d10            17.17  188    50378     0.40 ng     -0.03
    27) Chrysene-d12                21.29  240     2163     0.40 ng     -0.06
    34) Perylene-d12                23.77  264    11943     0.40 ng     -0.06
 
   System Monitoring Compounds                                        
     4) 2-Fluorophenol               5.44  112     5143     0.28 ng      0.00  
     5) Phenol-d6                    7.01   99     9873     0.38 ng      0.00  
     8) Nitrobenzene-d5              9.00   82   184120     8.46 ng      0.01  
    11) 2-Methylnaphthalene-d10     12.27  152    30459     0.55 ng      0.04  
    14) 2,4,6-Tribromophenol        16.01  330      860     0.11 ng      0.07  
    15) 2-Fluorobiphenyl            13.06  172    97951     0.87 ng     -0.04  
    25) Fluoranthene-d10            19.17  212    83961     0.13 ng     -0.05  
    29) Terphenyl-d14               19.79  244     3717     0.79 ng     -0.03  
 
   Target Compounds                                                   Qvalue
     2) 1,4-Dioxane                  3.38   88     1772     0.165 ng   #    11
     3) n-Nitrosodimethylamine       3.68   42     2304     0.202 ng   #    82
     6) bis(2-Chloroethyl)ether      7.26   93    11301     0.524 ng   #     1
     9) Naphthalene                 10.69  128  1942912     5.261 ng   #    96
    10) Hexachlorobutadiene         10.99  225     3811     0.238 ng        98
    12) 2-Methylnaphthalene         12.32  142   231960     3.685 ng   #     9
    16) Acenaphthylene              14.10  152   236735     1.787 ng   #     1
    17) Acenaphthene                14.49  154    24301     0.284 ng   #     5
    18) Fluorene                    15.46  166   104723     0.921 ng   #     1
    20) 4-Bromophenyl-phenylether   16.39  248    21849     0.852 ng   #     1
    22) Pentachlorophenol           16.79  266     2911     0.370 ng   #     7
    23) Phenanthrene                17.13  178   167161     1.206 ng   #    62
    24) Anthracene                  17.31  178  2515526    19.565 ng   #    92
    26) Fluoranthene                19.34  202  4662909    25.783 ng        98
    28) Pyrene                      19.59  202   172309    28.513 ng   #     9
    30) Benzo(a)anthracene          21.37  228  3737926   529.766 ng   #    89
    31) Chrysene                    21.37  228  3690135   523.323 ng   #    94
    33) Indeno(1,2,3-cd)pyrene      26.27  276   127826    14.750 ng   #    80
    35) Benzo(b)fluoranthene        23.11  252  5348240   153.578 ng        97
    36) Benzo(k)fluoranthene        23.11  252  5348240   149.326 ng   #    93
    37) Benzo(a)pyrene              23.64  252  2974544    91.761 ng        96
    38) Dibenzo(a,h)anthracene      26.51  278  1038593    30.998 ng        95
    39) Benzo(g,h,i)perylene        27.31  276  3330769    98.843 ng        98
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed
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                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\SVOASRV\HPCHEM1\BNA_E\DATA\BE110719\
  Data File : BE100704.D                                          
  Acq On    :  7 Nov 2019  16:44
  Operator  : JU
  Sample    : K5725-03MS
  Misc      :  
  ALS Vial  : 6   Sample Multiplier: 1

  Quant Time: Nov 08 06:21:42 2019
  Quant Method : Z:\SVOASRV\HPCHEM1\BNA_E\METHODS\8270-SIM-BE101019.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Wed Oct 23 16:49:33 2019
  Response via : Initial Calibration
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#1
1,4-Dichlorobenzene-d4
Concen:    0.400 ng  
RT: 7.85 min  Scan# 433
Delta R.T.   -0.00 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:152 Resp:    6037
Ion  Ratio  Lower  Upper
152  100
150  121.3  123.3  184.9#
115   73.2   51.9   77.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 434 (7.861 min): BE100626.D (-429) (-)
150

115

6354 7443 99 128
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50
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50
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Abundance Scan 433 (7.850 min): BE100704.D (-424) (-)
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15263
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Time-->

Abundance Ion 152.00 (151.70 to 152.70): BE100704.D

  7.85

Ion 150.00 (149.70 to 150.70): BE100704.D
Ion 115.00 (114.70 to 115.70): BE100704.D

#2
1,4-Dioxane
Concen:    0.165 ng  
RT: 3.38 min  Scan# 45
Delta R.T.   -0.00 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion: 88 Resp:    1772
Ion  Ratio  Lower  Upper
 88  100
 58  102.3   59.8   89.6#
 43  154.5   24.6   36.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 46 (3.393 min): BE100626.D (-44) (-)
88

58

43

99 115 128 152
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50
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Abundance
43

58

88

115 12871 15099

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

m/z-->

Abundance Scan 45 (3.381 min): BE100704.D (-39) (-)
88

58

43

12899 115
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2000
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Time-->

Abundance Ion  88.00 (87.70 to 88.70): BE100704.D

  3.38

Ion  58.00 (57.70 to 58.70): BE100704.D
Ion  43.00 (42.70 to 43.70): BE100704.D
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#3
n-Nitrosodimethylamine
Concen:    0.202 ng  
RT: 3.68 min  Scan# 71
Delta R.T.   -0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion: 42 Resp:    2304
Ion  Ratio  Lower  Upper
 42  100
 74  136.0   97.2  145.8 
 44    0.0   16.6   24.8#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 73 (3.704 min): BE100626.D (-69) (-)
74

42

63
88 15254 112 128

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

50

m/z-->

Abundance
43

58 74

88 115 128 15299

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

50

m/z-->

Abundance Scan 71 (3.681 min): BE100704.D (-63) (-)
74

42

63

150128

3.65 3.70 3.75

0

1000

2000

3000

4000

5000

6000

Time-->

Abundance Ion  42.00 (41.70 to 42.70): BE100704.D

  3.68

Ion  74.00 (73.70 to 74.70): BE100704.D
Ion  44.00 (43.70 to 44.70): BE100704.D

#4
2-Fluorophenol
Concen:    0.276 ng  
RT: 5.44 min  Scan# 224
Delta R.T.   -0.00 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:112 Resp:    5143
Ion  Ratio  Lower  Upper
112  100
 64   87.3   55.4   83.2#
 63  121.3  114.2  171.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 224 (5.443 min): BE100626.D (-216) (-)
112

63

44 74 82 9354 128

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

50

m/z-->

Abundance
43

64
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998254 12874 150

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

50

m/z-->

Abundance Scan 224 (5.443 min): BE100704.D (-215) (-)
6443
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2000
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Time-->

Abundance Ion 112.00 (111.70 to 112.70): BE100704.D

  5.44

Ion  64.00 (63.70 to 64.70): BE100704.D
Ion  63.00 (62.70 to 63.70): BE100704.D

BE100704.D  8270-SIM-BE101019.M      Fri Nov 08 06:19:31 2019      RPT1 Page 4

Instrument :
BNA_E
ClientSampleId :
SO-3MS



#5
Phenol-d6
Concen:    0.376 ng  
RT: 7.01 min  Scan# 360
Delta R.T.   -0.00 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion: 99 Resp:    9873
Ion  Ratio  Lower  Upper
 99  100
 42  745.1   17.7   26.5#
 71  402.3   27.4   41.0#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 360 (7.009 min): BE100626.D (-355) (-)
99

71

42
54 63 82 128112
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Time-->

Abundance Ion  99.00 (98.70 to 99.70): BE100704.D

  7.01

Ion  42.00 (41.70 to 42.70): BE100704.D
Ion  71.00 (70.70 to 71.70): BE100704.D

#6
bis(2-Chloroethyl)ether
Concen:    0.524 ng  
RT: 7.26 min  Scan# 382
Delta R.T.   -0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion: 93 Resp:   11301
Ion  Ratio  Lower  Upper
 93  100
 63  527.0  268.8  403.2#
 95  1418.9   25.6   38.4#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 383 (7.274 min): BE100626.D (-380) (-)
63

93

43 82 112 128 150

40 50 60 70 80 90 100 110 120 130 140 150
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50
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Abundance
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716354 112
128 150

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

m/z-->

Abundance Scan 382 (7.262 min): BE100704.D (-366) (-)
95
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54

11242 152
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Time-->

Abundance Ion  93.00 (92.70 to 93.70): BE100704.D

  7.26

Ion  63.00 (62.70 to 63.70): BE100704.D
Ion  95.00 (94.70 to 95.70): BE100704.D
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#7
Naphthalene-d8
Concen:    0.400 ng   
RT: 10.64 min  Scan# 652
Delta R.T.   0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:136 Resp:   35121
Ion  Ratio  Lower  Upper
136  100
137  156.1    9.2   13.8#
 54  1584.6   39.4   59.2#
 68  587.1    8.0   12.0#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 652 (10.639 min): BE100626.D (-647) (-)
136

54
68 8242 12395 225

40 60 80 100 120 140 160 180 200 220
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50
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Abundance
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50
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Abundance Scan 652 (10.640 min): BE100704.D (-636) (-)
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0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BE100704.D

 10.64

Ion 137.00 (136.70 to 137.70): BE100704.D
Ion  54.00 (53.70 to 54.70): BE100704.D
Ion  68.00 (67.70 to 68.70): BE100704.D

#8
Nitrobenzene-d5
Concen:    8.458 ng  
RT: 9.00 min  Scan# 526
Delta R.T.   0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion: 82 Resp:  184120
Ion  Ratio  Lower  Upper
 82  100
128    7.9  107.8  161.8#
 54  136.5  166.1  249.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 525 (8.990 min): BE100626.D (-523) (-)
54

82

128

7042
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Abundance Scan 526 (9.003 min): BE100704.D (-517) (-)
9554 82

70
123

137
42

223

8.95 9.00 9.05 9.10

0

50000

100000
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Time-->

Abundance Ion  82.00 (81.70 to 82.70): BE100704.D

  9.00

Ion 128.00 (127.70 to 128.70): BE100704.D
Ion  54.00 (53.70 to 54.70): BE100704.D
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#9
Naphthalene
Concen:    5.261 ng   
RT: 10.69 min  Scan# 656
Delta R.T.   0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:128 Resp: 1942912
Ion  Ratio  Lower  Upper
128  100
129    4.6    2.3    3.5#
127    4.5    2.7    4.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 656 (10.691 min): BE100626.D (-650) (-)
128

7754 101 223

40 60 80 100 120 140 160 180 200 220
0

50
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Abundance
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95
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5442

223

40 60 80 100 120 140 160 180 200 220
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50

m/z-->

Abundance Scan 656 (10.692 min): BE100704.D (-647) (-)
128

54
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223

10.60 10.70

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): BE100704.D

 10.69

Ion 129.00 (128.70 to 129.70): BE100704.D
Ion 127.00 (126.70 to 127.70): BE100704.D

#10
Hexachlorobutadiene
Concen:    0.238 ng  
RT: 10.99 min  Scan# 679
Delta R.T.   0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:225 Resp:    3811
Ion  Ratio  Lower  Upper
225  100
223   62.0   48.6   72.8 
227   62.6   51.6   77.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 679 (10.990 min): BE100626.D (-674) (-)
225

54
12882 9568

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
95

123

82
70

54
42 137

223

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 679 (10.991 min): BE100704.D (-670) (-)
123

54

95
223

10.90 10.95 11.00 11.05

0

500

1000

1500

2000

2500

3000

Time-->

Abundance Ion 225.00 (224.70 to 225.70): BE100704.D

 10.99

Ion 223.00 (222.70 to 223.70): BE100704.D
Ion 227.00 (226.70 to 227.70): BE100704.D
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#11
2-Methylnaphthalene-d10
Concen:    0.550 ng   
RT: 12.27 min  Scan# 767
Delta R.T.   0.04 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:152 Resp:   30459
Ion  Ratio  Lower  Upper
152  100
151  597.8   14.7   22.1#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 764 (12.224 min): BE100626.D (-761) (-)
152

1678963 141

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
151

115 165

63 182
89

204 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 767 (12.267 min): BE100704.D (-757) (-)
151

167

204 227

12.20 12.25 12.30

0

50000

100000

150000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BE100704.D

 12.27

Ion 151.00 (150.70 to 151.70): BE100704.D

#12
2-Methylnaphthalene
Concen:    3.685 ng   
RT: 12.32 min  Scan# 771
Delta R.T.   0.03 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:142 Resp:  231960
Ion  Ratio  Lower  Upper
142  100
141  105.7   70.1  105.1#
115  191.3   28.3   42.5#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 770 (12.311 min): BE100626.D (-766) (-)
142

115

63 89 167 204 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
115

141 160

63
89

182
171 204 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 771 (12.324 min): BE100704.D (-762) (-)
142

115

167
15489

204 223

12.20 12.30 12.40

0

100000

200000

300000

Time-->

Abundance Ion 142.00 (141.70 to 142.70): BE100704.D

 12.32

Ion 141.00 (140.70 to 141.70): BE100704.D
Ion 115.00 (114.70 to 115.70): BE100704.D
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#13
Acenaphthene-d10
Concen:    0.400 ng  
RT: 14.44 min  Scan# 918
Delta R.T.   -0.03 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:164 Resp:   30783
Ion  Ratio  Lower  Upper
164  100
162   60.0   82.0  123.0#
160  183.6   37.5   56.3#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 921 (14.486 min): BE100626.D (-917) (-)
164

115 206 22389 15163 182

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
115

141
165

152 204
63

89
182 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 918 (14.442 min): BE100704.D (-906) (-)
167

204
182 225

14.30 14.40 14.50

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BE100704.D

 14.44

Ion 162.00 (161.70 to 162.70): BE100704.D
Ion 160.00 (159.70 to 160.70): BE100704.D

#14
2,4,6-Tribromophenol
Concen:    0.106 ng  
RT: 16.01 min  Scan# 1029
Delta R.T.   0.07 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:330 Resp:     860
Ion  Ratio  Lower  Upper
330  100
332   98.5   77.9  116.9 
141    0.0   33.0   49.6#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1025 (15.956 min): BE100626.D (-1017) (-)
330

141 250
51 16610580 268

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
105

167
141

8051
198

250268 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1029 (16.010 min): BE100704.D (-1009) (-)
105

198

250
330268

15.95 16.00 16.05

0

50000

100000

150000

200000

Time-->

Abundance Ion 330.00 (329.70 to 330.70): BE100704.D

 16.01

Ion 331.80 (331.50 to 332.50): BE100704.D
Ion 141.00 (140.70 to 141.70): BE100704.D
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#15
2-Fluorobiphenyl
Concen:    0.873 ng   
RT: 13.06 min  Scan# 822
Delta R.T.   -0.04 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:172 Resp:   97951
Ion  Ratio  Lower  Upper
172  100
171   12.0   26.5   39.7#
170    3.5   19.0   28.4#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 826 (13.117 min): BE100626.D (-821) (-)
172

15263 225141 20489 115

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
115

160

141
17263

89
206 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 822 (13.059 min): BE100704.D (-818) (-)
115

160

172141

63 89
206 223

13.00 13.05 13.10

0

10000

20000

30000

40000

50000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BE100704.D

 13.06

Ion 171.00 (170.70 to 171.70): BE100704.D
Ion 170.00 (169.70 to 170.70): BE100704.D

#16
Acenaphthylene
Concen:    1.787 ng  
RT: 14.10 min  Scan# 894
Delta R.T.   -0.10 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:152 Resp:  236735
Ion  Ratio  Lower  Upper
152  100
151    0.0   15.2   22.8#
153  103.6   10.3   15.5#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 901 (14.198 min): BE100626.D (-895) (-)
152

63 167 206141 22389 115

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
141

115

160 172
63 89 204 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 894 (14.096 min): BE100704.D (-887) (-)
141

153 16763 115 18289 227

14.00 14.10 14.20

0

50000

100000

150000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BE100704.D

 14.10

Ion 151.00 (150.70 to 151.70): BE100704.D
Ion 153.00 (152.70 to 153.70): BE100704.D
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#17
Acenaphthene
Concen:    0.284 ng  
RT: 14.49 min  Scan# 921
Delta R.T.   -0.04 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:154 Resp:   24301
Ion  Ratio  Lower  Upper
154  100
153    0.0   89.4  134.2#
152    0.0   44.1   66.1#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 925 (14.544 min): BE100626.D (-920) (-)
153

63
16789 115 182 206 223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
115

151

165

204
63

89 182
223

60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 921 (14.485 min): BE100704.D (-917) (-)
167

151

182
204

223

14.45 14.50

0

20000

40000

60000

80000

100000

Time-->

Abundance Ion 154.00 (153.70 to 154.70): BE100704.D

 14.49

Ion 153.00 (152.70 to 153.70): BE100704.D
Ion 152.00 (151.70 to 152.70): BE100704.D

#18
Fluorene
Concen:    0.921 ng  
RT: 15.46 min  Scan# 988
Delta R.T.   -0.04 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:166 Resp:  104723
Ion  Ratio  Lower  Upper
166  100
165  171.6   78.6  117.8#
167  141.1   10.9   16.3#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 992 (15.514 min): BE100626.D (-986) (-)
166

141
51

80 198105 268

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
105

141 165

8051
188

250268 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 988 (15.461 min): BE100704.D (-976) (-)
179

198 248266284

15.40 15.45 15.50

0

100000

200000

300000

400000

Time-->

Abundance Ion 166.00 (165.70 to 166.70): BE100704.D

 15.46

Ion 165.00 (164.70 to 165.70): BE100704.D
Ion 167.00 (166.70 to 167.70): BE100704.D

BE100704.D  8270-SIM-BE101019.M      Fri Nov 08 06:19:34 2019      RPT1 Page 11

Instrument :
BNA_E
ClientSampleId :
SO-3MS



#19
Phenanthrene-d10
Concen:    0.400 ng   
RT: 17.17 min  Scan# 1116
Delta R.T.   -0.03 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:188 Resp:   50378
Ion  Ratio  Lower  Upper
188  100
 94    0.0    0.0    0.0 
 80  331.4    5.4    8.0#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1118 (17.201 min): BE100626.D (-1112) (-)
188

80
142 28426416751 105

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
105 165

141

198
80

51
249266284 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1116 (17.175 min): BE100704.D (-1103) (-)
179

80

248
268 330

17.10 17.15 17.20

0

20000

40000

60000

80000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BE100704.D

 17.17

Ion  94.00 (93.70 to 94.70): BE100704.D
Ion  80.00 (79.70 to 80.70): BE100704.D

#20
4-Bromophenyl-phenylether
Concen:    0.852 ng  
RT: 16.39 min  Scan# 1057
Delta R.T.   -0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:248 Resp:   21849
Ion  Ratio  Lower  Upper
248  100
250  115.5   76.3  114.5#
141  2724.9   37.3   55.9#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1059 (16.411 min): BE100626.D (-1053) (-)
250

141

51

17880 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
165105

141

198

8051

250268 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1057 (16.385 min): BE100704.D (-1050) (-)
165105

198
141

8051
250 284 330

16.30 16.35 16.40

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 248.00 (247.70 to 248.70): BE100704.D

 16.39

Ion 250.00 (249.70 to 250.70): BE100704.D
Ion 141.00 (140.70 to 141.70): BE100704.D
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#22
Pentachlorophenol
Concen:    0.370 ng   
RT: 16.79 min  Scan# 1087
Delta R.T.   -0.07 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:266 Resp:    2911
Ion  Ratio  Lower  Upper
266  100
264  157.6   52.2   78.4#
268   10.5   53.1   79.7#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1092 (16.853 min): BE100626.D (-1089) (-)
266

167

14180 198 248 332

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
165

105 198
141

80
51

250268 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1087 (16.787 min): BE100704.D (-1084) (-)
179

142
80 250198 268 332

16.75 16.80 16.85

0

2000

4000

6000

Time-->

Abundance Ion 266.00 (265.70 to 266.70): BE100704.D

 16.79

Ion 264.00 (263.70 to 264.70): BE100704.D
Ion 268.00 (267.70 to 268.70): BE100704.D

#23
Phenanthrene
Concen:    1.206 ng  
RT: 17.13 min  Scan# 1113
Delta R.T.   -0.11 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:178 Resp:  167161
Ion  Ratio  Lower  Upper
178  100
176   36.7   15.2   22.8#
179    0.0   12.1   18.1#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1121 (17.241 min): BE100626.D (-1114) (-)
178

151
51 284 33024826680 105

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
165

105

141

80 19851
249266284 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1113 (17.135 min): BE100704.D (-1099) (-)
105

166

14280 264
284

17.10 17.15 17.20

0

50000

100000

150000

200000

Time-->

Abundance Ion 178.00 (177.70 to 178.70): BE100704.D

 17.13

Ion 176.00 (175.70 to 176.70): BE100704.D
Ion 179.00 (178.70 to 179.70): BE100704.D
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#24
Anthracene
Concen:   19.565 ng  
RT: 17.31 min  Scan# 1126
Delta R.T.   -0.01 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:178 Resp: 2515526
Ion  Ratio  Lower  Upper
178  100
176   16.2   15.0   22.4 
179   20.5   12.5   18.7#

Ref

Raw

Sub

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1128 (17.334 min): BE100626.D (-1125) (-)
178

151
51 80 248266 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance
178

105 151
1988051 249266284 330

60 80 100 120 140 160 180 200 220 240 260 280 300 320
0

50

m/z-->

Abundance Scan 1126 (17.309 min): BE100704.D (-1119) (-)
178

151
24926651 284

17.20 17.30 17.40

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion 178.00 (177.70 to 178.70): BE100704.D

 17.31

Ion 176.00 (175.70 to 176.70): BE100704.D
Ion 179.00 (178.70 to 179.70): BE100704.D

#25
Fluoranthene-d10
Concen:    0.129 ng  
RT: 19.17 min  Scan# 1375
Delta R.T.   -0.05 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:212 Resp:   83961
Ion  Ratio  Lower  Upper
212  100
106   27.3    2.3    3.5#
104    2.8    1.3    1.9#

Ref

Raw

Sub

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1386 (19.230 min): BE100626.D (-1377) (-)
212

106 202122

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance
202

212101

122

244

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1375 (19.166 min): BE100704.D (-1367) (-)
212

106

19.15 19.20

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 212.00 (211.70 to 212.70): BE100704.D

 19.17

Ion 106.00 (105.70 to 106.70): BE100704.D
Ion 104.00 (103.70 to 104.70): BE100704.D
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#26
Fluoranthene
Concen:   25.783 ng  
RT: 19.34 min  Scan# 1405
Delta R.T.   0.09 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:202 Resp: 4662909
Ion  Ratio  Lower  Upper
202  100
101   10.3    8.5   12.7 
203   18.8   13.8   20.8 

Ref

Raw

Sub

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1391 (19.259 min): BE100626.D (-1377) (-)
202

101
212122

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance
202

101
212122 244

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1405 (19.339 min): BE100704.D (-1354) (-)
202

101
212122

19.30 19.35

0

1000000

2000000

3000000

Time-->

Abundance Ion 202.00 (201.70 to 202.70): BE100704.D

 19.34

Ion 101.00 (100.70 to 101.70): BE100704.D
Ion 203.00 (202.70 to 203.70): BE100704.D

#27
Chrysene-d12
Concen:    0.400 ng   
RT: 21.29 min  Scan# 1624
Delta R.T.   -0.06 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:240 Resp:    2163
Ion  Ratio  Lower  Upper
240  100
120  128.7    7.6   11.4#
236  128.2   22.1   33.1#

Ref

Raw

Sub

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1630 (21.367 min): BE100626.D (-1625) (-)
240

228

149
120 21220091

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
149

229
244

20291
167

120
279

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1624 (21.293 min): BE100704.D (-1613) (-)
149

244
228

167
279

21.26 21.28 21.30

0

5000

10000

15000

20000

25000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BE100704.D

 21.29

Ion 120.00 (119.70 to 120.70): BE100704.D
Ion 236.00 (235.70 to 236.70): BE100704.D
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#28
Pyrene
Concen:   28.513 ng  
RT: 19.59 min  Scan# 1449
Delta R.T.   -0.02 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:202 Resp:  172309
Ion  Ratio  Lower  Upper
202  100
200    0.0   16.7   25.1#
203   81.6   14.0   21.0#

Ref

Raw

Sub

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1453 (19.615 min): BE100626.D (-1444) (-)
202

101
122 212

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance
202

212
101

122
244

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1449 (19.591 min): BE100704.D (-1417) (-)
212

203

101

244

19.55 19.60

0

200000

400000

600000

800000

Time-->

Abundance Ion 202.00 (201.70 to 202.70): BE100704.D

 19.59

Ion 200.00 (199.70 to 200.70): BE100704.D
Ion 203.00 (202.70 to 203.70): BE100704.D

#29
Terphenyl-d14
Concen:    0.786 ng   
RT: 19.79 min  Scan# 1483
Delta R.T.   -0.03 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:244 Resp:    3717
Ion  Ratio  Lower  Upper
244  100
212  1144.7   23.7   35.5#
122  249.0    7.9   11.9#

Ref

Raw

Sub

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1490 (19.828 min): BE100626.D (-1482) (-)
244

212
122

106 200

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance
202

101 212

122
244

100 120 140 160 180 200 220 240
0

50

m/z-->

Abundance Scan 1483 (19.787 min): BE100704.D (-1462) (-)
212

106 244

19.75 19.80

0

50000

100000

150000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BE100704.D

 19.79

Ion 212.00 (211.70 to 212.70): BE100704.D
Ion 122.00 (121.70 to 122.70): BE100704.D
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#30
Benzo(a)anthracene
Concen:  529.766 ng   
RT: 21.37 min  Scan# 1630
Delta R.T.   0.02 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:228 Resp: 3737926
Ion  Ratio  Lower  Upper
228  100
226   32.6   21.4   32.0#
229   24.5   16.0   24.0#

Ref

Raw

Sub

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1629 (21.355 min): BE100626.D (-1625) (-)
228

240149
120 20021291

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
228

202 24414912691 279167

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1630 (21.366 min): BE100704.D (-1612) (-)
228

200149 244126 212

21.20 21.30 21.40

0

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance Ion 228.00 (227.70 to 228.70): BE100704.D

 21.37

Ion 226.00 (225.70 to 226.70): BE100704.D
Ion 229.00 (228.70 to 229.70): BE100704.D

#31
Chrysene
Concen:  523.323 ng   
RT: 21.37 min  Scan# 1630
Delta R.T.   -0.02 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:228 Resp: 3690135
Ion  Ratio  Lower  Upper
228  100
226   32.6   24.6   37.0 
229   24.5   15.8   23.8#

Ref

Raw

Sub

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1633 (21.403 min): BE100626.D (-1631) (-)
228

149
202122 25491

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
228

202 24414912691 279167

100 120 140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 1630 (21.366 min): BE100704.D (-1624) (-)
228

200149122 212 240

21.20 21.30 21.40

0

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance Ion 228.00 (227.70 to 228.70): BE100704.D

 21.37

Ion 226.00 (225.70 to 226.70): BE100704.D
Ion 229.00 (228.70 to 229.70): BE100704.D
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#33
Indeno(1,2,3-cd)pyrene
Concen:   14.750 ng  
RT: 26.27 min  Scan# 2870
Delta R.T.   -0.16 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:276 Resp:  127826
Ion  Ratio  Lower  Upper
276  100
138    0.0   15.3   22.9#
277   23.4   19.4   29.2 

Ref

Raw

Sub

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 2924 (26.466 min): BE100626.D (-2893) (-)
276

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
276

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 2870 (26.274 min): BE100704.D (-2859) (-)
276

138

26.20 26.25 26.30 26.35

0

50000

100000

150000

200000

Time-->

Abundance Ion 276.00 (275.70 to 276.70): BE100704.D

 26.27

Ion 138.00 (137.70 to 138.70): BE100704.D
Ion 277.00 (276.70 to 277.70): BE100704.D

#34
Perylene-d12
Concen:    0.400 ng   
RT: 23.77 min  Scan# 2172
Delta R.T.   -0.06 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:264 Resp:   11943
Ion  Ratio  Lower  Upper
264  100
260   38.1   19.4   29.2#
265  220.5   21.7   32.5#

Ref

Raw

Sub

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 2194 (23.849 min): BE100626.D (-2177) (-)
264

125
253

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance
252

125
264

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 2172 (23.770 min): BE100704.D (-2147) (-)
252

125
265

23.70 23.75 23.80

0

5000

10000

15000

20000

25000

30000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BE100704.D

 23.77

Ion 260.00 (259.70 to 260.70): BE100704.D
Ion 265.00 (264.70 to 265.70): BE100704.D
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#35
Benzo(b)fluoranthene
Concen:  153.578 ng   
RT: 23.11 min  Scan# 1987
Delta R.T.   0.04 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:252 Resp: 5348240
Ion  Ratio  Lower  Upper
252  100
253   24.6   18.4   27.6 
125    9.7    7.6   11.4 

Ref

Raw

Sub

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1981 (23.090 min): BE100626.D (-1966) (-)
252

125

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance
252

125
264

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1987 (23.110 min): BE100704.D (-1920) (-)
252

125
264

23.00 23.05 23.10 23.15

0

500000

1000000

1500000

2000000

2500000

Time-->

Abundance Ion 252.00 (251.70 to 252.70): BE100704.D

 23.11

Ion 253.00 (252.70 to 253.70): BE100704.D
Ion 125.00 (124.70 to 125.70): BE100704.D

#36
Benzo(k)fluoranthene
Concen:  149.326 ng   
RT: 23.11 min  Scan# 1987
Delta R.T.   -0.02 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:252 Resp: 5348240
Ion  Ratio  Lower  Upper
252  100
253   24.6   18.4   27.6 
125    9.7   11.6   17.4#

Ref

Raw

Sub

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1995 (23.140 min): BE100626.D (-1988) (-)
252

125

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance
252

125
264

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 1987 (23.110 min): BE100704.D (-1907) (-)
252

125
265

23.00 23.05 23.10 23.15

0

500000

1000000

1500000

2000000

2500000

Time-->

Abundance Ion 252.00 (251.70 to 252.70): BE100704.D

 23.11

Ion 253.00 (252.70 to 253.70): BE100704.D
Ion 125.00 (124.70 to 125.70): BE100704.D
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#37
Benzo(a)pyrene
Concen:   91.761 ng   
RT: 23.64 min  Scan# 2136
Delta R.T.   -0.08 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:252 Resp: 2974544
Ion  Ratio  Lower  Upper
252  100
253   24.4   18.4   27.6 
125   12.2    8.2   12.4 

Ref

Raw

Sub

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 2163 (23.739 min): BE100626.D (-2147) (-)
252

125

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance
252

125
264

120 140 160 180 200 220 240 260
0

50

m/z-->

Abundance Scan 2136 (23.642 min): BE100704.D (-2102) (-)
252

125
264

23.60 23.70

0

500000

1000000

1500000

2000000

Time-->

Abundance Ion 252.00 (251.70 to 252.70): BE100704.D

 23.64

Ion 253.00 (252.70 to 253.70): BE100704.D
Ion 125.00 (124.70 to 125.70): BE100704.D

#38
Dibenzo(a,h)anthracene
Concen:   30.998 ng   
RT: 26.51 min  Scan# 2936
Delta R.T.   0.05 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:278 Resp: 1038593
Ion  Ratio  Lower  Upper
278  100
139   11.9   10.9   16.3 
279   26.8   19.4   29.2 

Ref

Raw

Sub

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 2932 (26.495 min): BE100626.D (-2903) (-)
278

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
276

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 2936 (26.509 min): BE100704.D (-2867) (-)
276

138

26.40 26.50 26.60

0

100000

200000

300000

400000

Time-->

Abundance Ion 278.00 (277.70 to 278.70): BE100704.D

 26.51

Ion 139.00 (138.70 to 139.70): BE100704.D
Ion 279.00 (278.70 to 279.70): BE100704.D
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#39
Benzo(g,h,i)perylene
Concen:   98.843 ng   
RT: 27.31 min  Scan# 3160
Delta R.T.   0.08 min
Lab File:   BE100704.D
Acq:  7 Nov 2019  16:44    

Tgt Ion:276 Resp: 3330769
Ion  Ratio  Lower  Upper
276  100
277   25.2   19.4   29.0 
138   15.6   13.6   20.4 

Ref

Raw

Sub

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 3148 (27.265 min): BE100626.D (-3121) (-)
276

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance
276

138

140 160 180 200 220 240 260 280
0

50

m/z-->

Abundance Scan 3160 (27.308 min): BE100704.D (-3083) (-)
276

138

27.10 27.20 27.30 27.40

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion 276.00 (275.70 to 276.70): BE100704.D

 27.31

Ion 277.00 (276.70 to 277.70): BE100704.D
Ion 138.00 (137.70 to 138.70): BE100704.D
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