
                              Quantitation Report    (Not Reviewed)
 
  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101116\
  Data File : BF090517.D                                          
  Acq On    : 11 Oct 2016  22:13
  Operator  : UM/SJ
  Sample    : H5146-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1
 
  Quant Time: Oct 12 01:00:13 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Oct 11 16:14:43 2016
  Response via : Initial Calibration
 
   Internal Standards                R.T. QIon  Response  Conc Units Dev(Min)
   --------------------------------------------------------------------------
     1) 1,4-Dichlorobenzene-d4       6.95  152   215726    20.00 ng      0.00
    21) Naphthalene-d8               8.25  136   864471    20.00 ng      0.00
    38) Acenaphthene-d10            10.01  164   475867    20.00 ng      0.00
    63) Phenanthrene-d10            11.50  188   733719    20.00 ng      0.02
    75) Chrysene-d12                14.13  240   486646    20.00 ng      0.00
    86) Perylene-d12                15.62  264   407125    20.00 ng      0.01
 
   System Monitoring Compounds                                        
     5) 2-Fluorophenol               5.56  112   685539    49.44 ng      0.00  
     7) Phenol-d6                    6.59   99   745685    42.61 ng      0.00  
    23) Nitrobenzene-d5              7.51   82  1181910    74.15 ng      0.00  
    41) 2,4,6-Tribromophenol        10.81  330   588110   124.67 ng      0.01  
    44) 2-Fluorobiphenyl             9.32  172  2297162    81.12 ng      0.00  
    78) Terphenyl-d14               13.08  244  1594966    80.10 ng      0.00  
 
   Target Compounds                                                   Qvalue
     9) Benzaldehyde                 6.47   77    60727     5.51 ng   #     1
    14) 1,2-Dichlorobenzene          7.13  146    49653     3.36 ng        97
    15) Benzyl Alcohol               7.11   79    31730     2.36 ng   #    46
    18) Hexachloroethane             7.49  117    24069     4.02 ng   #     1
    19) n-Nitroso-di-n-propylamine   7.35   70    33309     2.98 ng   #    55
    22) Acetophenone                 7.35  105    70211     3.69 ng   #    67
    27) 2,4-Dimethylphenol           7.93  122   101758     7.67 ng   #    92
    31) Naphthalene                  8.27  128  2345661    54.46 ng        99
    32) Benzoic acid                 8.05  122   102197     9.77 ng   #    24
    33) 4-Chloroaniline              8.27  127   339965    18.65 ng   #    30
    35) Caprolactam                  8.62  113   136232    37.89 ng   #    18
    36) 4-Chloro-3-methylphenol      8.83  107    47216     3.65 ng   #    33
    37) 2-Methylnaphthalene          8.95  142   191565     6.63 ng   #    95
    49) Dimethylphthalate            9.71  163    77130     2.41 ng   #     1
    50) 2,6-Dinitrotoluene           9.78  165    43282     6.12 ng   #    76
    55) 4-Nitrophenol               10.10  139    17744     2.60 ng   #     1
    56) 2,4-Dinitrotoluene          10.21  165    41941     4.49 ng   #    58
    59) Diethylphthalate            10.42  149   212618     6.53 ng   #    42
   --------------------------------------------------------------------------
 
   (#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BF101116.M Wed Oct 12 01:00:56 2016                                              Page: 1

Instrument :
BNA_F
ClientSampleId :
S8-0620

Instrument :
BNA_F
ClientSampleId :
S8-0620



                              Quantitation Report    (Not Reviewed)

  Data Path : Z:\HPCHEM1\BNA_F\DATA\BF101116\
  Data File : BF090517.D                                          
  Acq On    : 11 Oct 2016  22:13
  Operator  : UM/SJ
  Sample    : H5146-05
  Misc      :  
  ALS Vial  : 15   Sample Multiplier: 1

  Quant Time: Oct 12 01:00:13 2016
  Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF101116.M
  Quant Title  : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
  QLast Update : Tue Oct 11 16:14:43 2016
  Response via : Initial Calibration

3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00 19.00
0

500000

1000000

1500000

2000000

2500000

3000000

3500000

4000000

4500000

5000000

5500000

6000000

6500000

7000000

7500000

8000000

Time-->

Abundance TIC: BF090517.D

P
er

yl
en

e-
d1

2,
I

C
hr

ys
en

e-
d1

2,
I

T
er

ph
en

yl
-d

14
,S

P
he

na
nt

hr
en

e-
d1

0,
I

2,
4,

6-
T

rib
ro

m
op

he
no

l,S

D
ie

th
yl

ph
th

al
at

e
2,

4-
D

in
itr

ot
ol

ue
ne

4-
N

itr
op

he
no

l,P
A

ce
na

ph
th

en
e-

d1
0,

I
2,

6-
D

in
itr

ot
ol

ue
ne

D
im

et
hy

lp
ht

ha
la

te

2-
F

lu
or

ob
ip

he
ny

l,S

2-
M

et
hy

ln
ap

ht
ha

le
ne

4-
C

hl
or

o-
3-

m
et

hy
lp

he
no

l,C
C

ap
ro

la
ct

am

4-
C

hl
or

oa
ni

lin
e

N
ap

ht
ha

le
ne

N
ap

ht
ha

le
ne

-d
8,

I
B

en
zo

ic
 a

ci
d

2,
4-

D
im

et
hy

lp
he

no
l

N
itr

ob
en

ze
ne

-d
5,

S
H

ex
ac

hl
or

oe
th

an
e

n-
N

itr
os

o-
di

-n
-p

ro
py

la
m

in
e,

P
A

ce
to

ph
en

on
e

1,
2-

D
ic

hl
or

ob
en

ze
ne

B
en

zy
l A

lc
oh

ol
1,

4-
D

ic
hl

or
ob

en
ze

ne
-d

4,
I

P
he

no
l-d

6,
S

B
en

za
ld

eh
yd

e

2-
F

lu
or

op
he

no
l,S

8270-BF101116.M Wed Oct 12 01:00:57 2016                                              Page: 2

Instrument :
BNA_F
ClientSampleId :
S8-0620



#1
1,4-Dichlorobenzene-d4
Concen:   20.00 ng  
RT: 6.95 min  Scan# 404
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:152 Resp:  215726
Ion  Ratio  Lower  Upper
152  100
150  154.6  124.6  186.8 
115   60.8   46.2   69.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 404 (6.954 min): BF090497.D (-401) (-)
150

115
78

52
8740 64 99 124

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

50

m/z-->

Abundance
150

115

78695641
97 12687 107 140

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

50

m/z-->

Abundance Scan 404 (6.955 min): BF090517.D (-386) (-)
150

115

78695641 97 12687 140107

6.90 6.95 7.00

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 152.00 (151.70 to 152.70): BF090517.D

  6.95

Ion 150.00 (149.70 to 150.70): BF090517.D
Ion 115.00 (114.70 to 115.70): BF090517.D

#5
2-Fluorophenol
Concen:   49.44 ng   
RT: 5.56 min  Scan# 282
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:112 Resp:  685539
Ion  Ratio  Lower  Upper
112  100
 64   65.8   57.9   86.9 
 63   36.1   29.6   44.4 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 282 (5.560 min): BF090497.D (-278) (-)
112

64

92

39 8153 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
91

112

64

775139

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 282 (5.560 min): BF090517.D (-264) (-)
91

112

64

775139

5.50 5.60 5.70

0

200000

400000

600000

800000

1000000

Time-->

Abundance Ion 112.00 (111.70 to 112.70): BF090517.D

  5.56

Ion  64.00 (63.70 to 64.70): BF090517.D
Ion  63.00 (62.70 to 63.70): BF090517.D
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#7
Phenol-d6
Concen:   42.61 ng   
RT: 6.59 min  Scan# 372
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion: 99 Resp:  745685
Ion  Ratio  Lower  Upper
 99  100
 42   15.9   20.0   30.0#
 71   59.4   27.9   41.9#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 372 (6.589 min): BF090497.D (-367) (-)
99

71

42
281

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

50

m/z-->

Abundance
99

71

42

125 281

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

50

m/z-->

Abundance Scan 372 (6.589 min): BF090517.D (-354) (-)
99

71

42

114 281

6.50 6.55 6.60 6.65

0

100000

200000

300000

400000

500000

600000

Time-->

Abundance Ion  99.00 (98.70 to 99.70): BF090517.D

  6.59

Ion  42.00 (41.70 to 42.70): BF090517.D
Ion  71.00 (70.70 to 71.70): BF090517.D

#9
Benzaldehyde
Concen:    5.51 ng   
RT: 6.47 min  Scan# 362
Delta R.T.   -0.02 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion: 77 Resp:   60727
Ion  Ratio  Lower  Upper
 77  100
105  755.5   73.1  113.1#
106   67.8   70.2  110.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 364 (6.497 min): BF090497.D (-360) (-)
77 105

51

39 63 89

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
105

120

77 91
39 6551 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 362 (6.474 min): BF090517.D (-346) (-)
105

120

77 91
655139 207

6.40 6.45 6.50 6.55

0

100000

200000

300000

400000
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600000

Time-->

Abundance Ion  77.00 (76.70 to 77.70): BF090517.D

  6.47

Ion 105.00 (104.70 to 105.70): BF090517.D
Ion 106.00 (105.70 to 106.70): BF090517.D
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#14
1,2-Dichlorobenzene
Concen:    3.36 ng   
RT: 7.13 min  Scan# 419
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:146 Resp:   49653
Ion  Ratio  Lower  Upper
146  100
148   63.3   52.3   78.5 
111   45.2   38.2   57.4 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 419 (7.126 min): BF090497.D (-416) (-)
146

111

75

50 8537 60 97 119 131 154

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

m/z-->
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91755739 65 83 10349 126 154

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

m/z-->

Abundance Scan 419 (7.126 min): BF090517.D (-401) (-)
117
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91756350 10339 83 154126
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0

20000

40000

60000

80000

Time-->

Abundance Ion 146.00 (145.70 to 146.70): BF090517.D

  7.13

Ion 148.00 (147.70 to 148.70): BF090517.D
Ion 111.00 (110.70 to 111.70): BF090517.D

#15
Benzyl Alcohol
Concen:    2.36 ng   
RT: 7.11 min  Scan# 418
Delta R.T.   0.02 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion: 79 Resp:   31730
Ion  Ratio  Lower  Upper
 79  100
108   29.4   60.9   91.3#
 77  106.0   51.5   77.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 416 (7.091 min): BF090497.D (-412) (-)
79

108

51
9139 65

152 188120
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Abundance Scan 418 (7.115 min): BF090517.D (-398) (-)
150

115

78
52

38 8964 99 125 138

7.05 7.10 7.15

0

10000

20000

30000

Time-->

Abundance Ion  79.00 (78.70 to 79.70): BF090517.D

  7.11

Ion 108.00 (107.70 to 108.70): BF090517.D
Ion  77.00 (76.70 to 77.70): BF090517.D
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#18
Hexachloroethane
Concen:    4.02 ng   
RT: 7.49 min  Scan# 451
Delta R.T.   0.02 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:117 Resp:   24069
Ion  Ratio  Lower  Upper
117  100
119  443.1   75.9  113.9#
201    0.0   66.5   99.7#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 449 (7.469 min): BF090497.D (-446) (-)
117

201
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Abundance Scan 451 (7.492 min): BF090517.D (-431) (-)
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148
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0

50000

100000

150000

Time-->

Abundance Ion 117.00 (116.70 to 117.70): BF090517.D

  7.49

Ion 119.00 (118.70 to 119.70): BF090517.D
Ion 201.00 (200.70 to 201.70): BF090517.D

#19
n-Nitroso-di-n-propylamine
Concen:    2.98 ng   
RT: 7.35 min  Scan# 439
Delta R.T.   -0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion: 70 Resp:   33309
Ion  Ratio  Lower  Upper
 70  100
 42  104.2   55.4   83.2#
101   33.7    7.6   11.4#
130    0.0   16.5   24.7#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 440 (7.366 min): BF090497.D (-435) (-)
10577

43

120
58

135 193208 267
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Abundance Scan 439 (7.355 min): BF090517.D (-422) (-)
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20000

40000
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Time-->

Abundance Ion  70.00 (69.70 to 70.70): BF090517.D

  7.35

Ion  42.00 (41.70 to 42.70): BF090517.D
Ion 101.00 (100.70 to 101.70): BF090517.D
Ion 130.00 (129.70 to 130.70): BF090517.D
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#21
Naphthalene-d8
Concen:   20.00 ng   
RT: 8.25 min  Scan# 517
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:136 Resp:  864471
Ion  Ratio  Lower  Upper
136  100
137   11.4    9.0   13.6 
 54   10.5    6.6   10.0#
 68   10.6    5.0    7.6#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 517 (8.246 min): BF090497.D (-513) (-)
136

1086854 80 90 12742 11899

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

50

m/z-->

Abundance
136

68 9454 1088141
125117 145154 165

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

50

m/z-->

Abundance Scan 517 (8.246 min): BF090517.D (-499) (-)
136

54 68 108948142 126 146155 165117

8.20 8.25 8.30
0

500000

1000000

Time-->

Abundance Ion 136.00 (135.70 to 136.70): BF090517.D

  8.25

Ion 137.00 (136.70 to 137.70): BF090517.D
Ion  54.00 (53.70 to 54.70): BF090517.D
Ion  68.00 (67.70 to 68.70): BF090517.D

#22
Acetophenone
Concen:    3.69 ng  
RT: 7.35 min  Scan# 439
Delta R.T.   -0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:105 Resp:   70211
Ion  Ratio  Lower  Upper
105  100
 71   22.1    3.8    5.6#
 51   16.3   28.2   42.4#
120    7.7   17.4   26.2#

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 440 (7.366 min): BF090497.D (-436) (-)
10577

43

120
58

135 193208 267

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

50

m/z-->

Abundance
57

88
41

105
73

134

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

50

m/z-->

Abundance Scan 439 (7.355 min): BF090517.D (-422) (-)
57 88

105

73

134
38

7.30 7.35 7.40
0

20000

40000

60000

80000

Time-->

Abundance Ion 105.00 (104.70 to 105.70): BF090517.D

  7.35

Ion  71.00 (70.70 to 71.70): BF090517.D
Ion  51.00 (50.70 to 51.70): BF090517.D
Ion 120.00 (119.70 to 120.70): BF090517.D
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#23
Nitrobenzene-d5
Concen:   74.15 ng  
RT: 7.51 min  Scan# 453
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion: 82 Resp: 1181910
Ion  Ratio  Lower  Upper
 82  100
128   43.4   40.0   60.0 
 54   45.4   42.6   64.0 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 453 (7.514 min): BF090497.D (-446) (-)
82

54
128

70 98
42 62 11290

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

50

m/z-->

Abundance
82

54 128

70 9843
11262 13790

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

50

m/z-->

Abundance Scan 453 (7.515 min): BF090517.D (-435) (-)
82

54 128

70 9843
11262 13790

7.40 7.45 7.50 7.55

0

200000

400000

600000

800000

1000000

1200000

Time-->

Abundance Ion  82.00 (81.70 to 82.70): BF090517.D

  7.51

Ion 128.00 (127.70 to 128.70): BF090517.D
Ion  54.00 (53.70 to 54.70): BF090517.D

#27
2,4-Dimethylphenol
Concen:    7.67 ng   
RT: 7.93 min  Scan# 489
Delta R.T.   0.03 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:122 Resp:  101758
Ion  Ratio  Lower  Upper
122  100
107  108.9   88.6  132.8 
121   44.4   47.5   71.3#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 486 (7.892 min): BF090497.D (-480) (-)
107 122

77
91

51 65
38

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
55

83
6941

107 122

14095
154 181 231

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 489 (7.926 min): BF090517.D (-468) (-)
107 122

77
91

140
6551 152 169 231

7.80 7.85 7.90 7.95 8.00

0

50000

100000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF090517.D

  7.93

Ion 107.00 (106.70 to 107.70): BF090517.D
Ion 121.00 (120.70 to 121.70): BF090517.D
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#31
Naphthalene
Concen:   54.46 ng   
RT: 8.27 min  Scan# 519
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:128 Resp: 2345661
Ion  Ratio  Lower  Upper
128  100
129   12.3    9.7   14.5 
127   14.3   11.7   17.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 519 (8.269 min): BF090497.D (-515) (-)
128

1026451 75 8639 113

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
128

10251 64 7539 87 138113 148 160 181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 519 (8.269 min): BF090517.D (-501) (-)
128

10251 63 75 8939 137147 160113

8.20 8.30

0

500000

1000000

1500000

2000000

2500000

3000000

Time-->

Abundance Ion 128.00 (127.70 to 128.70): BF090517.D

  8.27

Ion 129.00 (128.70 to 129.70): BF090517.D
Ion 127.00 (126.70 to 127.70): BF090517.D

#32
Benzoic acid
Concen:    9.77 ng   
RT: 8.05 min  Scan# 500
Delta R.T.   0.03 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:122 Resp:  102197
Ion  Ratio  Lower  Upper
122  100
105   22.2  103.9  143.9#
 77   39.4   74.6  114.6#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 497 (8.017 min): BF090497.D (-489) (-)
105 12277

51

39 65 94

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
43 55 69

107
122

84
97

140

152 166 181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 500 (8.052 min): BF090517.D (-479) (-)
107 12269

84
140

97

15251 166

7.95 8.00 8.05 8.10

0

50000

100000

Time-->

Abundance Ion 122.00 (121.70 to 122.70): BF090517.D

  8.05

Ion 105.00 (104.70 to 105.70): BF090517.D
Ion  77.00 (76.70 to 77.70): BF090517.D
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#33
4-Chloroaniline
Concen:   18.65 ng   
RT: 8.27 min  Scan# 519
Delta R.T.   -0.05 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:127 Resp:  339965
Ion  Ratio  Lower  Upper
127  100
129   85.9   26.2   39.4#
 65    0.0   32.5   48.7#
 92    0.9   17.2   25.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 523 (8.314 min): BF090497.D (-520) (-)
127

65 92
45 10275 16236 112

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
128

10251 64 7539 87 138113 148 160 181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 519 (8.269 min): BF090517.D (-505) (-)
128

10251 64 75 86 16211537 137147

8.20 8.30
0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 127.00 (126.70 to 127.70): BF090517.D

  8.27

Ion 129.00 (128.70 to 129.70): BF090517.D
Ion  65.00 (64.70 to 65.70): BF090517.D
Ion  92.00 (91.70 to 92.70): BF090517.D

#35
Caprolactam
Concen:   37.89 ng   
RT: 8.62 min  Scan# 550
Delta R.T.   -0.06 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:113 Resp:  136232
Ion  Ratio  Lower  Upper
113  100
 55  444.5  203.3  243.3#
 56  167.7  140.5  180.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 555 (8.680 min): BF090497.D (-549) (-)
55

85 113
42

67
96

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
6957

41

95 111
81

129

152139 166176

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 550 (8.623 min): BF090517.D (-537) (-)
6955

41

11195
81 129

152
166139 176

8.55 8.60 8.65 8.70

0

100000

200000

300000

400000

Time-->

Abundance Ion 113.00 (112.70 to 113.70): BF090517.D

  8.62

Ion  55.00 (54.70 to 55.70): BF090517.D
Ion  56.00 (55.70 to 56.70): BF090517.D
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#36
4-Chloro-3-methylphenol
Concen:    3.65 ng   
RT: 8.83 min  Scan# 568
Delta R.T.   0.03 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:107 Resp:   47216
Ion  Ratio  Lower  Upper
107  100
144   38.3   19.8   29.8#
142    7.5   60.7   91.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 565 (8.795 min): BF090497.D (-561) (-)
107 142

77

51
39 63 89 125

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
55

43 71 83

101

113 143
125

153 166 181

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 568 (8.829 min): BF090517.D (-547) (-)
55 83

71
43

101

113 143

125
155165

8.75 8.80 8.85 8.90

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 107.00 (106.70 to 107.70): BF090517.D

  8.83

Ion 144.00 (143.70 to 144.70): BF090517.D
Ion 142.00 (141.70 to 142.70): BF090517.D

#37
2-Methylnaphthalene
Concen:    6.63 ng   
RT: 8.95 min  Scan# 579
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:142 Resp:  191565
Ion  Ratio  Lower  Upper
142  100
141   91.1   71.8  107.8 
115   44.9   28.8   43.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 579 (8.955 min): BF090497.D (-575) (-)
142

115

63 89745139 12699

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
14243

55 69
83

115
97

129 152 166 180 194

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 579 (8.955 min): BF090517.D (-561) (-)
142

12181 9467 109
15251 166 180 19438

8.85 8.90 8.95 9.00

0

50000

100000

150000

200000

250000

Time-->

Abundance Ion 142.00 (141.70 to 142.70): BF090517.D

  8.95

Ion 141.00 (140.70 to 141.70): BF090517.D
Ion 115.00 (114.70 to 115.70): BF090517.D
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#38
Acenaphthene-d10
Concen:   20.00 ng  
RT: 10.01 min  Scan# 671
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:164 Resp:  475867
Ion  Ratio  Lower  Upper
164  100
162   99.8   80.1  120.1 
160   51.7   36.3   54.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 671 (10.006 min): BF090497.D (-667) (-)
162

80
66 13254 94 10611842 146

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
162

95
80 1175541 67 178132

145 194206 224

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 671 (10.006 min): BF090517.D (-653) (-)
162

11780
17813266 10454 1469240 210 224190

9.95 10.00 10.05

0

200000

400000

600000

Time-->

Abundance Ion 164.00 (163.70 to 164.70): BF090517.D

 10.01

Ion 162.00 (161.70 to 162.70): BF090517.D
Ion 160.00 (159.70 to 160.70): BF090517.D

#41
2,4,6-Tribromophenol
Concen:  124.67 ng  
RT: 10.81 min  Scan# 741
Delta R.T.   0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:330 Resp:  588110
Ion  Ratio  Lower  Upper
330  100
332   96.1   75.4  113.0 
141   28.1   26.9   40.3 

Ref

Raw

Sub

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 740 (10.795 min): BF090497.D (-736) (-)
330

141 222 25062 17291 111 30319537

50 100 150 200 250 300
0

50

m/z-->

Abundance
330

62
141

91 22210941 250170
197 301

50 100 150 200 250 300
0

50

m/z-->

Abundance Scan 741 (10.806 min): BF090517.D (-722) (-)
330

62
141

222 25090 17211137 303197

10.70 10.80 10.90

0

100000

200000

300000

400000

500000

Time-->

Abundance Ion 329.80 (329.50 to 330.50): BF090517.D

 10.81

Ion 331.80 (331.50 to 332.50): BF090517.D
Ion 141.00 (140.70 to 141.70): BF090517.D
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#44
2-Fluorobiphenyl
Concen:   81.12 ng   
RT: 9.32 min  Scan# 611
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:172 Resp: 2297162
Ion  Ratio  Lower  Upper
172  100
171   36.6   31.8   47.8 
170   24.5   21.7   32.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 611 (9.320 min): BF090497.D (-605) (-)
172

85 14613375 1206351 99 15710939

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance
172

81 133 1521059555 69 12043 182162

40 60 80 100 120 140 160 180
0

50

m/z-->

Abundance Scan 611 (9.320 min): BF090517.D (-593) (-)
172

13385 1461057551 12063 15739 183

9.20 9.25 9.30 9.35 9.40

0

500000

1000000

1500000

2000000

Time-->

Abundance Ion 172.00 (171.70 to 172.70): BF090517.D

  9.32

Ion 171.00 (170.70 to 171.70): BF090517.D
Ion 170.00 (169.70 to 170.70): BF090517.D

#49
Dimethylphthalate
Concen:    2.41 ng   
RT: 9.71 min  Scan# 645
Delta R.T.   -0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:163 Resp:   77130
Ion  Ratio  Lower  Upper
163  100
194    3.1    2.8    4.2 
164  133.7    9.0   13.4#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 646 (9.720 min): BF090497.D (-642) (-)
163

77

133104 12092 1946651 14939

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
119

95 145
5541 8169 164

107 178

133
192 208

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 645 (9.709 min): BF090517.D (-628) (-)
119

145

91 164
105

178
77

6351 133 19438 208

9.65 9.70 9.75

0

20000

40000

60000

80000

Time-->

Abundance Ion 163.00 (162.70 to 163.70): BF090517.D

  9.71

Ion 194.00 (193.70 to 194.70): BF090517.D
Ion 164.00 (163.70 to 164.70): BF090517.D
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#50
2,6-Dinitrotoluene
Concen:    6.12 ng   
RT: 9.78 min  Scan# 651
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:165 Resp:   43282
Ion  Ratio  Lower  Upper
165  100
 63   61.1   58.0   87.0 
 89   36.0   51.2   76.8#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 651 (9.777 min): BF090497.D (-649) (-)
165

89
63

7751 148121 13539
108

181

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
958155 1096941

137

123

149
164

179
194 221207

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 651 (9.778 min): BF090517.D (-633) (-)
137

149
109

57 83 125 166 179
41 19470 97 221

9.60 9.70 9.80

0

5000

10000

15000

20000

25000

30000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF090517.D

  9.78

Ion  63.00 (62.70 to 63.70): BF090517.D
Ion  89.00 (88.70 to 89.70): BF090517.D

#55
4-Nitrophenol
Concen:    2.60 ng   
RT: 10.10 min  Scan# 679
Delta R.T.   -0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:139 Resp:   17744
Ion  Ratio  Lower  Upper
139  100
109  268.5   43.6   83.6#
 65   89.4   87.5  127.5 

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 680 (10.109 min): BF090497.D (-677) (-)
139

65

109

39
81 93

53
123

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance
95

55
816943

123109 145
163

192174134 207

40 60 80 100 120 140 160 180 200
0

50

m/z-->

Abundance Scan 679 (10.098 min): BF090517.D (-662) (-)
163132

14570

115
8355 104 19243 174

207

10.05 10.10

0

50000

100000

Time-->

Abundance Ion 139.00 (138.70 to 139.70): BF090517.D

 10.10

Ion 109.00 (108.70 to 109.70): BF090517.D
Ion  65.00 (64.70 to 65.70): BF090517.D
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#56
2,4-Dinitrotoluene
Concen:    4.49 ng   
RT: 10.21 min  Scan# 689
Delta R.T.   0.03 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:165 Resp:   41941
Ion  Ratio  Lower  Upper
165  100
 63   68.6   17.8   26.6#
 89   46.1   33.2   49.8 
182   45.2    2.1    3.1#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 686 (10.178 min): BF090497.D (-683) (-)
16589

63

119
5139 77

106 148 182136

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
95

815543 109
69

123 149137
162 178

192204 222

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 689 (10.212 min): BF090517.D (-668) (-)
162115

145

8343 133
57

178
19297

69
204 222

10.10 10.20 10.30
0

10000

20000

30000

Time-->

Abundance Ion 165.00 (164.70 to 165.70): BF090517.D

 10.21

Ion  63.00 (62.70 to 63.70): BF090517.D
Ion  89.00 (88.70 to 89.70): BF090517.D
Ion 182.00 (181.70 to 182.70): BF090517.D

#59
Diethylphthalate
Concen:    6.53 ng   
RT: 10.42 min  Scan# 707
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:149 Resp:  212618
Ion  Ratio  Lower  Upper
149  100
177   24.6   21.1   31.7 
150   80.9   10.2   15.2#

Ref

Raw

Sub

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 707 (10.418 min): BF090497.D (-703) (-)
149

177
65 10593 1217750 133 164 193 22137

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance
91 149

16341 10555 17977
192

130
117

206 225

40 60 80 100 120 140 160 180 200 220
0

50

m/z-->

Abundance Scan 707 (10.418 min): BF090517.D (-689) (-)
163 17915091 192105

130
77

41
65 11753

206 225

10.35 10.40 10.45

0

50000

100000

150000

200000

250000

300000

Time-->

Abundance Ion 149.00 (148.70 to 149.70): BF090517.D

 10.42

Ion 177.00 (176.70 to 177.70): BF090517.D
Ion 150.00 (149.70 to 150.70): BF090517.D
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#63
Phenanthrene-d10
Concen:   20.00 ng   
RT: 11.50 min  Scan# 802
Delta R.T.   0.02 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:188 Resp:  733719
Ion  Ratio  Lower  Upper
188  100
 94   11.3    8.2   12.2 
 80   10.2    8.8   13.2 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 800 (11.480 min): BF090497.D (-797) (-)
188

80 94 16066 13252 14611838

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

50

m/z-->

Abundance
188

955541 10981 160123137 173 203217231244

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

50

m/z-->

Abundance Scan 802 (11.504 min): BF090517.D (-782) (-)
188

1609480 12666 203146 24917452 217231113

11.40 11.50

0

200000

400000

600000

800000

Time-->

Abundance Ion 188.00 (187.70 to 188.70): BF090517.D

 11.50

Ion  94.00 (93.70 to 94.70): BF090517.D
Ion  80.00 (79.70 to 80.70): BF090517.D

#75
Chrysene-d12
Concen:   20.00 ng   
RT: 14.13 min  Scan# 1032
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:240 Resp:  486646
Ion  Ratio  Lower  Upper
240  100
120   14.9    8.6   13.0#
236   26.9   21.6   32.4 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1032 (14.132 min): BF090497.D (-1028) (-)
240

120
20892 14966 17044 279

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
240

120
2089241 67 156176 298 327 355259278

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1032 (14.132 min): BF090517.D (-1014) (-)
240

120
92 20815666 180 265 287306 327 35540

14.00 14.10 14.20 14.30

0

200000

400000

600000

Time-->

Abundance Ion 240.00 (239.70 to 240.70): BF090517.D

 14.13

Ion 120.00 (119.70 to 120.70): BF090517.D
Ion 236.00 (235.70 to 236.70): BF090517.D
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#78
Terphenyl-d14
Concen:   80.10 ng   
RT: 13.08 min  Scan# 940
Delta R.T.   0.00 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:244 Resp: 1594966
Ion  Ratio  Lower  Upper
244  100
212    7.3    6.8   10.2 
122   14.2   13.3   19.9 

Ref

Raw

Sub

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

50

m/z-->

Abundance Scan 940 (13.081 min): BF090497.D (-936) (-)
244

122 21216010666 22782 184138 26341

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

50

m/z-->

Abundance
244

122
160 2121068043 18513964 227 260276292

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

50

m/z-->

Abundance Scan 940 (13.081 min): BF090517.D (-922) (-)
244

122
21216010654 80 227184 260277292142

13.00 13.20

0

500000

1000000

1500000

2000000

Time-->

Abundance Ion 244.00 (243.70 to 244.70): BF090517.D

 13.08

Ion 212.00 (211.70 to 212.70): BF090517.D
Ion 122.00 (121.70 to 122.70): BF090517.D

#86
Perylene-d12
Concen:   20.00 ng   
RT: 15.62 min  Scan# 1162
Delta R.T.   0.01 min
Lab File:   BF090517.D
Acq: 11 Oct 2016  22:13    

Tgt Ion:264 Resp:  407125
Ion  Ratio  Lower  Upper
264  100
260   24.0   19.3   28.9 
265   21.4   17.4   26.0 

Ref

Raw

Sub

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1161 (15.607 min): BF090497.D (-1157) (-)
264

132

232102 18078 20457 154

50 100 150 200 250 300 350
0

50

m/z-->

Abundance
264

132
20743 23210979 175151 341283303

50 100 150 200 250 300 350
0

50

m/z-->

Abundance Scan 1162 (15.618 min): BF090517.D (-1143) (-)
264

132
232102 20876 15617652 287 327307 355

15.50 15.60 15.70 15.80

0

100000

200000

300000

Time-->

Abundance Ion 264.00 (263.70 to 264.70): BF090517.D

 15.62

Ion 260.00 (259.70 to 260.70): BF090517.D
Ion 265.00 (264.70 to 265.70): BF090517.D
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