Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092550.D

Acq On : 27 Jan 2017 2:53

Operator : SJ/MA

Sample - 11452-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Time: Jan 27 04:52:56 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Jan 24 13:48:07 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 6.97 152 161728 20.00 ng 0.00
21) Naphthalene-d8 8.26 136 632930 20.00 ng -0.01
38) Acenaphthene-d10 10.03 164 353186 20.00 ng 0.00
63) Phenanthrene-d10 11.52 188 584840 20.00 ng -0.01
75) Chrysene-di12 14.16 240 409121 20.00 ng -0.01
86) Perylene-di12 15.64 264 318836 20.00 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.56 112 582826 56.07 ng 0.01
7) Phenol-d6 6.59 99 512355 38.70 ng 0.00
23) Nitrobenzene-d5 7.54 82 1154631 99.65 ng 0.00
41) 2,4,6-Tribromophenol 10.82 330 320961 133.35 ng 0.00
44) 2-Fluorobiphenyl 9.34 172 1646738 86.22 ng -0.01
78) Terphenyl-dl14 13.12 244 1489256 96.93 ng 0.00
Target Compounds Qvalue
19) n-Nitroso-di-n-propylamine 7.54 70 163273 18.11 ng # 82
25) Isophorone 7.54 82 1086405 47 .58 ng # 65
32) Benzoic acid 7.92 122 1364 4.85 ng # 54
53) 2,4-Dinitrophenol 10.18 184 818 3.40 ng # 1
64) 4,6-Dinitro-2-methylphenol 10.62 198 1822 5.47 ng # 1
66) 4-Bromophenyl-phenylether 10.82 248 23823 4.03 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012617\
Data File : BF092550.D

Acq On : 27 Jan 2017 2:53

Operator : SJ/MA

Sample : 11452-03

Misc :

ALS Vial : 39 Sample Multiplier: 1

Quant Time: Jan 27 04:52:56 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update Tue Jan 24 13:48:07 2017

Response via Initial Calibration

Abundance TIC: BF092550.D
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/Abundance Scan 427 (6.967 min): BF092421.D (-424) (-) #1
5 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.97 min Scan# 427
Ref50 115 Delta R.T. 0.00 min
52 78 Lab File: BF092550.D
Acq: 27 Jan 2017 2:53
I RN | -+ S _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 19t 1on:152 Resp: 161728
‘Abundance lon Ratio Lower Upper
150 152 100
150 159.1 124.9 187.3
115 60.1 46.0 69.0
Rawsg
6 o 115 Abundance lon 152.00 (151.70 to 152.70); E
400000| 197 150:00 (149.70 to 150.70): E
I N LA O -~ S
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 350000
Abundance
150
200000 7
Sub50
115 100000
52 78
I 63 87 99 124132 _
L B L B L L R R R R RN RN AR AN EER RS R T T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time-> 6.90  6.95  7.00 '
Abundance Scan 303 (5.550 min): BF092421.D (-300) (-) #5
112 2-Fluorophenol
64 Concen: 56.07 ng
RT: 5.56 min Scan# 304
Refs0 Delta R.T. 0.01 min
57 92 Lab File: BF092550.D
83 Acq: 27 Jan 2017 2:53
0.,...'!',.4.4..|'.'.!| '!.'..,7-:?..,.|...,....,.49‘?, S ) i
mz-> 30 40 50 60 70 8 90 100 110 120 19t lon:112 Resp: 582826
‘Abundance lon Ratio Lower Upper
112 112 100
64 65.7 46.1 69.1
64 63 33.2 23.8 35.6
Rawsg
Abundance lon 112.00 (111.70 to 112.70); E
57 g3 P lon 64.00 (63.70 to 64.70): BFQ
39 ‘ 73 ‘ 800000
0 'I""l‘l""l‘"'l'I‘l""I""I"a"l""l'"'I""'I" 556
miz-—-> 30 40 50 60 70 80 90 100 110 120 ;
Abundance 600000
112
64 400000
Sub
50
200000
57 83 92
39 50 73 o
b g™ 5
mz--> 0 40 50 60 70 80 90 100 110 120 Mime-> 5.50 5.60 5.70
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Abundance Scan 394 (6.590 min): BF092421.D (-389) (-) #HT
90 Phenol-d6
Concen: 38.70 ng
RT: 6.59 min Scan# 394
Ref50 Delta R.T. 0.00 min
71 Lab File: BF092550.D
42 Acq: 27 Jan 2017 2:53
0 WWWWWW - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 @ 19T fon: 99 Resp: 512355
‘Abundance lon Ratio Lower Upper
99 99 100
42 19.1 15.6 23.4
71 30.4 27.5 41.3
RaWSO
- Abundance lon 99.00 (98.70 to 99.70): BFO
4 lon 42.00 (41.70 to 42.70): BFQ
0 -v—rrv-rrrn-rrrn—rrrn—rrrn—rrrn—rrrn—rrrn—rrrrzv%lr 600000 6.59
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
i 400000
Sub
50 200000
71
42 /\
0 281 0 /
L L L L L L L L L R R R R R T T T T T T T
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time-->  6.50 6.60 6.70
Abundance Scan 464 (7.390 min): BF092421.D (-459) (-) #19
20 105 n-Nitroso-di-n-propylamine
Concen: 18.11 ng
RT: 7.54 min Scan# 477
Refs0 Delta R.T. 0.15 min
120 Lab File: BF092550.D
58 Acq: 27 Jan 2017 2:53
0 91 181 207
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 70 Resp: 163273
‘Abundance lon Ratio Lower Upper
82 70 100
42 52.4 49 .4 74.0
5 101 0.0 7.4 11.2#
Rawis, 128 130 2.2 14.2  21.4#
Abundance lon 70.00 (69.70 to 70.70): BFO
lon 42.00 (41.70 to 42.70): BFQ
4 70 08 200000
Ot ,..‘.:,t ...M S | lon 130.00 (129.70 to 130.70): E
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 150000 7.54
82
100000
Sub 54
50 128
50000
70 98
oL 7 112 158 !
mz--> 40 60 8 100 120 140 160 180 200  Time-> 7.40 7.45 7.50 7.55 7.60
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Abundance Scan 541 (8.270 min): BF092421.D (-537) (-) #21
136 Naphthalene-d8
Concen: 20.00 ng
RT: 8.26 min Scan# 540
Refs0 Delta R.T. -0.01 min
Lab File: BF092550.D
108 128 Acq: 27 Jan 2017 2:53
0 42'”||5|4 |?|8'7|(? ,8'4 94 |”| 118' I ||I|' .
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19t 1on:136 Resp: 632930
Abundance lon Ratio Lower Upper
136 136 100
137 11.1 8.4 12.6
54 11.7 4.5 6.7#
Rawg, 68 8.4 3.6  5.4#
Abundance lon 136.00 (135.70 to 136.70): E
1000000/ lon 137.00 (136.70 to 137.70): H
4 63 108
o..”.ﬁ%” o 82 94 416104 || 145 160 lon 68.00 (67.70 to 68.70): BFQ
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 800000
Abundance 8.26
136 600000
Sub 400000
50
200000
54 108
o 42 % 8 g 116124 | 145 160
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  [Time--> 820 830 840 850
Abundance Scan 477 (7.539 min): BF092421.D (-469) (-) #23
82 Nitrobenzene-d5
Concen: 99.65 ng
54 RT: 7.54 min Scan# 477
Refs0 128 Delta R.T.  0.00 min
Lab File: BF092550.D
o 70 o Acq: 27 Jan 2017  2:53
0||'|||||9|0||1|12|||||
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19t lon: 82 Resp: 1154631
Abundance lon Ratio Lower Upper
82 82 100
128 43.5 34.6 52.0
o 54 56.6 39.5 59.3
Rawgo 128
Abundance Jon 82.00 (81.70 to 82.70): BFQ
lon 128.00 (127.70 to 128.70):
42 70 98
S OB S O -3
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 1000000 754
Abundance
82
Sub 54 500000
50 128 /\
70 98 |
oL ? e o0 112 158 0 i B
ﬁmmmwmwwmm T T T T T T T T T
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time-> 7.40  7.50  7.60
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/Abundance Scan 500 (7.802 min): BF092421.D (-496) (-) #25
8 Isophorone
Concen: 47 .58 ng
RT: 7.54 min Scan# 477
Refs0 Delta R.T. -0.26 min
Lab File: BF092550.D
39 54 138 Acq: 27 Jan 2017 2:53
o o % 110 123
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19t lon: 82 Resp: 1086405
‘Abundance lon Ratio Lower Upper
82 82 100
95 0.1 5.6 8.4#
54 138 0.0 14.6 22 .0#
Rawsg 128
Abundance lon 82.00 (81.70 to 82.70): BF(Q
lon 95.00 (94.70 to 95.70): BFQ
42 70 98
o 62 | o0 | 112 158
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 1000000 7.54
Abundance
82
Sub 54 500000
50 128
70 98
oL ? e o0 112 158 0 N
AL L B L R s L R R RS R RER RN RERRE AR LR T T T T T T T T T
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time--> 7.50 7.55 7.60
/Abundance Scan 520 (8.030 min): BF092421.D (-512) (-) #32
77 105 199 Benzoic acid
Concen: 4.85 ng
RT: 7.92 min Scan# 510
Ref50 51 Delta R.T. -0.11 min
Lab File: BF092550.D
Acq: 27 Jan 2017 2:53
3 || 65 1 869 | |
Ottt et e e e e Tat lon-122 Resp:- 1364
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 'Y - p-
‘Abundance lon Ratio Lower Upper
M 55 81 122 100
69 105 46.1 107.2 147 .2#
77 107.6 74.5 114.5
Ra 94
W50
111 Abundance |on 122.00 (121.70 to 122.70): E
122 a9 lon 105.00 (104.70 to 105.70): B
il ol I
111 11 1 R
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 1000 7,92
Abundance
43 67 81 o
Sub %5 500 /\
%0 109 / \/
122 a0
154
Ommmmmm Ol T T T T | T T T T | T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time--> 7.85 7.90 7.95
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/Abundance Scan 695 (10.031 min): BF092421.D (-691) (-) #38
1 Acenaphthene-d10
Concen: 20.00 ng
RT: 10.03 min Scan# 695 [WEInE)ls
Re 50 Delta R.T. 0.00 min BNA_F
Lab File: BF092550.D  wSBEEBIECE
Acq: 27 Jan 2017 2:53 .
ol 94 106118 132 146
mz--> 40 60 80 100 120 140 160 180 200 | 19t lon:164 Resp: 353186
‘Abundance lon Ratio Lower Upper
162 164 100
162 101.4 80.2 120.2
160 43.1 36.9 55.3
Rawsg
Abundance |on 164.00 (163.70 to 164.70): E
lon 162.00 (161.70 to 162.70): B
41 54 66 | 95 100120132 146 ||| 175188 205
L U UL S B B L S S SR 300000 10.03
miz--> 40 60 80 100 120 140 160 180 200
Abundance
162
200000
Sub50
100000
80
ol 423 % | e1102 191% 146 | 173 190 205 ol
miz--> 40 60 80 100 120 140 160 180 200  ime-> 1000 1010
/Abundance Scan 764 (10.819 min): BF092421.D (-761) (-) #41
62 330 | 2,4,6-Tribromophenol
Concen: 133.35 ng
RT: 10.82 min Scan# 764
Refs0 Delta R.T. 0.00 min
Lab File: BF092550.D
Acq: 27 Jan 2017 2:53
s 5 100 150 200 250 300 Tgt Ton:-330 Resp: 320961
‘Abundance lon Ratio Lower Upper
330 | 330 100
332 96.4 77.4 116.2
141 39.9 34.1 51.1
Rawsg
Abundance [on 329.80 (329.50 to 330.50); E
400000} on 331.80 (331.50 t0 332.50): E
o : -
miz--> 50 100 150 200 250 300 300000 10.82
Abundance
330
200000
62
Sub50
141 100000
37 .., 172 222 o5
ol Ll T e s I S E—
miz--> 50 100 150 200 250 300 Time--> 1070 1080 1090 11.00
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Abundance Scan 636 (9.356 min): BF092421.D (-628) (-) #HA44
2-Fluorobiphenyl
Concen: 86.22 ng
RT: 9.34 min Scan# 635
Refs0 Delta R.T. -0.01 min
Lab File: BF092550.D
Acq: 27 Jan 2017 2:53
o, 39 50 63 74 85 94193 120 133145151
miz--> 40 60 8 100 120 140 160 180 19t lon:172 Resp: 1646738
‘Abundance lon Ratio Lower Upper
172 172 100
171 36.1 29.4 44 .0
170 24 .8 20.2 30.4
Rawsg
Abundance |on 172.00 (171.70 to 172.70): E
2000000} lon 171.00 (170.70 to 171.70): E
ol 39 51 63 76 o1 107 120 133,191, ‘ |
mz-> 40 60 80 100 120 140 160 180 | 1500000 9.34
Abundance
172
1000000
Sub
50
500000 /A\
o 39 51 63 76 8 94 107 120 133 146 157 J B
miz-> 40 60 80 100 120 140 160 180 Mime-> 925 9.30 935 9.40
Abundance Scan 700 (10.088 min): BF092421.D (-696) (-) #53
184 2,4-Dinitrophenol
Concen: 3.40 ng
RT: 10.18 min Scan# 708
Refs0 154 Delta R.T. 0.09 min
53 63 91 107 Lab File: BF092550.D
79 Acq: 27 Jan 2017 2:53
o 38 120 138 168
miz-—> 40 60 80 100 120 140 160 180 200 19t lon:l184 Resp: 818
‘Abundance lon Ratio Lower Upper
41 55 81 o5 184 100
109 63 183.9 28.4 42.6#
67 126 154 125.8 44.3  66.5#
Ravsg 175
Abundance |on 184.00 (183.70 to 184.70): E
145 lon 63.00 (62.70 to 63.70): BFQ
ALl e
[o) "JH ‘.”.“ l\ ‘l I‘M‘I MMI IHi\Hl‘\I lh M H“.H.‘H.Hﬁ“.“lHHH.“ \N\HHI\\ l“l”‘l‘“‘l ;\‘I\ul - 1500
m/z--> 40 60 80 100 120 140 160 180 200
Abundance /v
129 175
1000
Sub50 10.18
59
500
145
92 109 190
45 71 165
0"'I""I""I""I"" rrrrTrrTTTT T T T T T T T 0' LU L L A L
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.15 10.20
BF092550.D 8270-BF012417 .M Fri Jan 27 04:49:38 2017
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Abundance Scan 826 (11.528 min): BF092421.D (-822) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.52 min Scan# 825 [USInE)ls
Refs0 Delta R.T. -0.01 min BNA_F _
Lab File: BF092550.D  [iElSWIEEEE
80 94 160 Acq: 27 Jan 2017 2:53
0L.39 52 66 108 132146 | 174
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 19T 10n:-188 Resp: 584840
‘Abundance lon Ratio Lower Upper
188 188 100
94 10.2 10.0 15.0
80 10.8 11.2 16.8#
Rawsg
Abundance lon 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
80 94 160
985200 | 108 132146 474 | 200217234 256 | O
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 11.52
Abundance 600000
188
400000
Sub
50
200000
80 94 160
ol 22 66 108 130 146 203218 234 256 I N
L L B L B L L B L B L L e e e e e e LA B e e e e e
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 [Time--> 1145 1150 1155
Abundance Scan 747 (10.625 min): BF092421.D (-743) (-) #64
198 4,6-Dinitro-2-methylphenol
Concen: 5.47 ng
105 RT: 10.62 min Scan# 747
Refs0 53 121 Delta R.T. 0.00 min
Lab File: BF092550.D
67 o3 Acq: 27 Jan 2017 2:53
0 4 0 134 152 182 232
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt lon:198 Resp: 1822
‘Abundance lon Ratio Lower Upper
64 198 100
51 151.8 6.7 46 .7H#
41 105 312.5 16.6 56.6#
Rawsg
Abundance lon 198.00 (197.70 to 198.70): E
lon 51.00 (50.70 to 51.70): BFQ
6000
04
m/z--> 40 60 80 100 120 140 160 180 200 220 5000
Abundance A
160 4000 \
3000 \/J/ x
Sub,, 59 196 20000
% 224 10.62
1000
84 146 177 210
o 4
miz--> 40 60 80 100 120 140 160 180 200 220  Mime-> 1060 1065 |
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/Abundance Scan 786 (11.071 min): BF092421.D (-782) (-) #66
248 4-Bromophenyl-phenylether
141 Concen: 4.03 ng
77 RT: 10.82 min Scan# 764 Syl
Ref50 Delta R.T. -0.25 min BNA_F
51 115 Lab File: BF092550.D  wEiSLlIECE
168 Acq: 27 Jan 2017 2:53 -
0 dos Lo o loiss 22 | _ _
miz--> 50 100 150 200 250 300 Tgt lon:248 Resp: 23823
‘Abundance lon Ratio Lower Upper
330 | 248 100
250 204.7 76.9 115.3#
141 520.6 68.2 102.4#
RaWSO
Abundance |on 248.00 (247.70 to 248.70): E
lon 250.00 (249.70 to 250.70): E
150000
0 : o
miz--> 50 100 150 200 250 300
Abundance
330 100000
62
Sub
50 141 50000
222 .82
37 90 44 172 250 7\
. 197 301 o
miz--> 50 100 150 200 250 300 Time-> 1080 1085
Abundance Scan 1057 (14.168 min): BF092421.D (-1053) (-) #75
240 Chrysene-d12
Concen: 20.00 ng
RT: 14.16 min Scan# 1056
Refs0 Delta R.T. -0.01 min
Lab File: BF092550.D
120 Acq: 27 Jan 2017 2:53
o 4257 78 1 149 167184 2087 279
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19t 1on:240 Resp: 409121
‘Abundance lon Ratio Lower Upper
240 240 100
120 16.0 12.9 19.3
236 25.5 20.9 31.3
RaWSO
Abundance |on 240.00 (239.70 to 240.70): E
lon 120.00 (119.70 to 120.70): E
o4 120
o % 1 80 ! 146161 182 208304 282 | 00000
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 400000 14.16
Abundance
240
300000
Sub 200000
50
100000
120
o 42 62 80 194 141156 180 20855 282 _
wmmﬁmmﬁmﬁm T T T T T T T T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 1410 1420 1430
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Abundance Scan 965 (13.117 min): BF092421.D (-961) (-) #78
2 Terphenyl-d14
Concen: 96.93 ng
RT: 13.12 min Scan# 965 [EUiEqs
Ref50 Delta R.T. 0.00 min BNA_F _
Lab File: BF092550.D  |GilEcllCiE
Acq: 27 Jan 2017 2:53 .
0 ) .
miz-—> 40 60 80 100 120 140 160 180 200 220 240 260 A 19t lon:244 Resp: 1489256
Abundance lon Ratio Lower Upper
244 244 100
212 7.5 6.2 9.2
122 10.3 11.4 17 .2#
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): f
64 122 160 212
ob 45 80 106 | 136 18419877226 || 558 | 1500000
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 1312
Abundance
244 1000000
Sub
50 500000
o3 54 80 106 %2136 158174 108212226 o )
L L L L L L L B R T T T T T T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 [ime-> 1300 1310 13.20 13.30
Abundance Scan 1186 (15.643 min): BF092421.D (-1182) (-) #86
264 Perylene-d12
Concen: 20.00 ng
RT: 15.64 min Scan# 1186
Refs0 Delta R.T. 0.00 min
152 Lab File: BF092550.D
Acq: 27 Jan 2017 2:53
ola 66 83 P ,|| 156 180 204 232 ..“ 282
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 & 19T 1on:264 Resp: 318836
‘Abundance lon Ratio Lower Upper
264 264 100
260 24 .7 19.2 28.8
265 21.8 17.4 26.0
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 lon 260.00 (259.70 to 260.70): F
44 59 83 93 116 | 147162 180 207 232 H‘ 281 300000
miz-> 40 60 80 100 120 140 160 180 200 230 240 280 %0 15.64
Abundance
264 200000
Sub
50 100000
132
oL 54 749 M6/ 415 180 203 232 282 0
mﬁmﬁmmﬁmm T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 15.60 15.80
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