Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092932.D

Acq On : 13 Feb 2017 21:40

Operator : SJ/MA

Sample : 11799-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Time: Feb 14 00:41:15 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Feb 13 18:04:38 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 6.88 152 136978 20.00 ng -0.01
21) Naphthalene-d8 8.17 136 584532 20.00 ng 0.00
38) Acenaphthene-d10 9.92 164 320285 20.00 ng -0.01
63) Phenanthrene-d10 11.40 188 531781 20.00 ng 0.00
75) Chrysene-di12 14.03 240 454875 20.00 ng -0.02
86) Perylene-di12 15.47 264 397771 20.00 ng -0.01
System Monitoring Compounds
5) 2-Fluorophenol 5.48 112 474264 59.40 ng 0.00
7) Phenol-d6 6.51 99 350348 34.10 ng -0.02
23) Nitrobenzene-d5 7.45 82 878704 83.71 ng -0.01
41) 2,4,6-Tribromophenol 10.70 330 287908 124.29 ng -0.01
44) 2-Fluorobiphenyl 9.24 172 1581877 89.48 ng 0.00
78) Terphenyl-dl14 12.99 244 1439108 74 .34 ng 0.00
Target Compounds Qvalue
19) n-Nitroso-di-n-propylamine 7.45 70 117631 17.99 ng # 81
25) Isophorone 7.45 82 663943 33.94 ng # 65
32) Benzoic acid 7.92 122 251 7.21 ng # 69
50) 2,6-Dinitrotoluene 9.92 165 40003 8.59 ng # 30
56) 2,4-Dinitrotoluene 9.92 165 40005 6.45 ng # 19
64) 4,6-Dinitro-2-methylphenol 10.70 198 638 2.86 ng # 1
66) 4-Bromophenyl-phenylether 10.70 248 20526 3.69 ng # 1

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

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021317\
Data File : BF092932.D

Acq On : 13 Feb 2017 21:40

Operator : SJ/MA

Sample : 11799-06

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Time: Feb 14 00:41:15 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update Mon Feb 13 18:04:38 2017

Response via Initial Calibration

Abundance TIC: BF092932.D
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Abundance Scan 427 (6.967 min): BF092628.D (-423) (-) #1
150

1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.88 min Scan# 419
Refs0 Delta R.T. -0.01 min
115 Lab File: BF092932.D
52 78 Acq: 13 Feb 2017 21:40
SN O O A0 O N _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t 1on:152 Resp: 136978
Abundance lon Ratio Lower Upper
150 152 100
150 160.0 124.9 187.3
115 67.7 46.0 69.0
Raws 115
52 18 Abundance |on 152.00 (151.70 to 152.70): E
250000 |on 150.00 (149.70 to 150.70): H
\4\0 AN 62 8\7 99 ‘ I
LS AR AAAA NARRA AL NEALA NN NRAAN ALY NSRS LRSS SARAN RARA EARAN WA BRI CEEI0l
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150 150000
Sub 100000
50 115
52 78 50000
40
Omﬁmwirﬁgrmmm 0|||||‘|||||||||||=
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.80 6.85 6.90 6.95

Abundance Scan 305 (5.573 min): BF092628.D (-301) (-) #5
112 2-Fluorophenol
Concen: 59.40 ng
64 RT: 5.48 min Scan# 297
Refs0 Delta R.T. 0.00 min
9 Lab File:  BF092932.D
57 83 Acq: 13 Feb 2017 21:40
mz-> 30 4'0 5'0 60 70 8 9 100 110 10 19t lon:112 Resp: 474264
‘Abundance lon Ratio Lower Upper
112 112 100
64 63.5 46.1 69.1
64 63 31.1 23.8 35.6
Rawsg
Abundance |on 112.00 (111.70 to 112.70): E
57 g3 2 lon 64.00 (63.70 to 64.70): BFQ
UL S SIS SURILRL SURELRS SURBLRS UL WL B B 5.48
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
112 400000
64
Sub
50 200000
- g3 P
39 50 73
miz--> 30 40 50 60 70 80 90 100 110 120 Mime-> 540 550 560 570
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Abundance Scan 395 (6.602 min): BF092628.D (-391) (-) #7
9P Phenol-d6
Concen: 34.10 ng
RT: 6.51 min Scan# 387
Refs0 Delta R.T. -0.02 min
71 Lab File: BF092932.D
42 Acq: 13 Feb 2017 21:40
0 mﬁwﬁwﬁw - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 19T fon: 99 Resp: 350348
‘Abundance lon Ratio Lower Upper
99 99 100
42 21.0 15.6 23.4
71 32.6 27.5 41 .3
RaWSO
n Abundance Jon 99.00 (98.70 to 99.70): BFQ
42 lon 42.00 (41.70 to 42.70): BFQ
500000
o 281
WWWWWWW
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 400000 6.51
Abundance
99 300000
Sub 200000
50
71
4 100000
o 281 o /\ [\
L B i R B L B N L R AR RN R R I —T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 6.50 6.60
Abundance Scan 463 (7.379 min): BF092628.D (-458) (-) #19
w105 n-Nitroso-di-n-propylamine
Concen: 17.99 ng
43 RT: 7.45 min Scan# 469
Refs0 Delta R.T. 0.14 min
Lab File: BF092932.D
130 Acq: 13 Feb 2017 21:40
0 e e T
miz--> 50 100 150 200 250 300 Tgt lon: 70 Resp: 117631
‘Abundance lon Ratio Lower Upper
82 70 100
42 51.6 49 .4 74.0
5 101 0.0 7.4 11.2#
Raw, 128 130 2.2 14.2 21.4#
Abundance Jon 70.00 (69.70 to 70.70): BFQ
lon 42.00 (41.70 to 42.70): BFQ
oL ‘ | los | lon 130.00 (129.70 to 130.70): E
e | 150000
miz--> 50 100 150 200 250 300
Abundance 7.45
82
100000
Sub 54
50 128 50000
L
miz--> 50 100 150 200 250 300 Time--> 740 745 750
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Abundance Scan 540 (8.259 min): BF092628.D (-536) (-) #21
136 Naphthalene-d8
Concen: 20.00 ng
RT: 8.17 min Scan# 532
Refs0 Delta R.T. 0.00 min
Lab File: BF092932.D
5 108 128 Acq: 13 Feb 2017 21:40
ol iz 6 08 76 84 91100 | 118 ]
* o prrple - -
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10on:136 Resp: 584532
‘Abundance lon Ratio Lower Upper
136 136 100
137 11.0 8.4 12.6
54 8.3 4.5 6.7#
Rawg, 68 5.7 3.6  5.4#
Abundance lon 136.00 (135.70 to 136.70): E
1000000{ lon 137.00 (136.70 to 137.70)" E
42 5\4 68 80 88 100 1?8 124 | lon 68.00 (67.70 to 68.70): BFQ
O e e e | 800000 : : :
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 8.17
136 600000
sub 400000
50
200000
o a2 % 68 g0 gg 100 % 5 0 Al
L L B B L B N R RS R B B B e e e e e e e
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 [ime--> 810 820 830 840
Abundance Scan 477 (7.539 min): BF092628.D (-474) (-) #23
82 Nitrobenzene-d5
Concen: 83.71 ng
54 RT: 7.45 min Scan# 469
Re 50 128 Delta R.T. -0.01 min
Lab File: BF092932.D
70 o8 Acq: 13 Feb 2017 21:40
o2 e | oyl oe0 | 12 |
SN TN R SR RO 10N B <~ ) )
miz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 82 Resp: 878704
‘Abundance lon Ratio Lower Upper
82 82 100
128 43.0 34.6 52.0
o 54 57.6 39.5 59.3
Rawsg 128
Abundance Jon 82.00 (81.70 to 82.70): BFQ
1200000{ Ion 128.00 (127.70 o 128.70):
42 0 98
Ol e 0 A2 | 1000000
mz-> 30 40 50 60 70 80 90 100 110 120 130 7.45
Abundance 800000
82
600000
Sub 54
o 128 400000
o 200000
%8
o 42 62 %0 112 0
mz-> 30 40 50 60 70 80 90 100 110 120 130  ime->
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Abundance Scan 499 (7.790 min): BF092628.D (-495) (-) #25
8 Isophorone
Concen: 33.94 ng
RT: 7.45 min Scan# 469
Refs0 Delta R.T. -0.26 min
Lab File: BF092932.D
39 54 138 Acq: 13 Feb 2017 21:40
ob bt S 74l Taeguo 1z |
iz 3 40 50 60 70 8 % 100 110 130 130 140 | Tt lon: 82 Resp: 663943
‘Abundance lon Ratio Lower Upper
80 82 100
95 0.0 5.6 8.4#
o 138 0.0 14.6 22.0#
Rawsg 128
Abundance Jon 82.00 (81.70 to 82.70): BFQ
1200000{ Ion 95.00 (94.70 to 95.70): BFQ
42 0 %8
0 'P"'il“'l""ﬁ%"l'“'l"'99"l|"“}%?"v"'|"“|""| 1000000
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 7.45
Abundance 800000
82
600000
Sub 54
0 108 400000
o 200000 ]
%8
o 42 62 %0 112 k §
mmw’mm TT T T T T T T T T T T T T T T T T T TTT
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140  Mime--> 740 7.50 7.60 7.70
Abundance Scan 520 (8.030 min): BF092628.D (-512) (-) #32
105 122 Benzoic acid
77 Concen: 7.21 ng
RT: 7.92 min Scan# 510
Ref50 51 Delta R.T. -0.06 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
ol s o L
mz-> 30 40 50 60 70 80 90 100 110 120 130 19t lon:122 Resp: 251
‘Abundance lon Ratio Lower Upper
43 55 122 100
105 82.5 107.2 147 .2#
77 114.8 74.5 114 .5#
Rawsg 73
Abundance lon 122.00 (121.70 to 122.70): E
lon 105.00 (104.70 to 105.70): B
il R H\ \ W W i
Ok P'”I”"‘ : Baamman L 500
miz--> 30 40 50 60 70 90 100 110 120 130
Abundance 400 Doz
43 P '
300
Sub50 73 200
84
97 100
105 122
OllllllllllllllllllIIIIIIIIIIIIIIIIIIIIIIIII T LI L L IIT
mz-> 30 40 50 60 70 80 90 100 110 120 130 Time->  7.88 7.00 7.02 7.04
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Abundance Scan 693 (10.008 min): BF092628.D (-689) (-) #38
1 Acenaphthene-d10
Concen: 20.00 ng
RT: 9.92 min Scan# 685
Refs0 Delta R.T. -0.01 min
Lab File: BF092932.D
80 Acq: 13 Feb 2017 21:40
mz-> 30 40 50 60 70 80 90 100110 120130 140150160 170 | 19T 10n:=164 Resp: 320285
‘Abundance lon Ratio Lower Upper
164 164 100
162 99.5 80.2 120.2
160 42 .3 36.9 55.3
Rawsg
Abundance lon 164.00 (163.70 to 164.70): E
80 500000{ |0 162.00 (161.70 to 162.70): E
2 5 % | g0 108118 132 146158
LB S RAARALAAAA KRN KEAA RRAAN LALAS BARAS ARA KRS ARR) RARA) RARA) s IR0V 0.92
mz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
162 300000
Sub 200000
50
100000
80
42 54 66 90 108118 132 146 o _
Wmmmﬁrrrrﬁrrrﬁmm T T T T T T T T T T
miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 Time--> 9.90 10,00
Abundance Scan 763 (10.808 min): BF092628.D (-759) (-) #41
3 2,4,6-Tribromophenol
Concen: 124.29 ng
RT: 10.70 min Scan# 754
Refs0 Delta R.T. -0.01 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
0 . .
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 287908
‘Abundance lon Ratio Lower Upper
330 | 330 100
332 94 .6 77.4 116.2
141 38.3 34.1 51.1
Rawsg
Abundance lon 329.80 (329.50 to 330.50): E
lon 331.80 (331.50 to 332.50): E
o L | 300000
miz--> 50 100 150 200 250 300 10.70
Abundance
330 200000
62
Sub
S0 141 100000
222
37 91 414 170 250 /
o 197 303 o / )
miz--> 50 100 150 200 250 300 Time--> 10,60 1070 10.80 10.90
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Abundance Scan 634 (9.333 min): BF092628.D (-628) (-) #44
172 2-Fluorobiphenyl
Concen: 89.48 ng
RT: 9.24 min Scan# 626
Ref50 Delta R.T. 0.00 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
o, 30 5 6373 % 100100120 138 16157
miz--> 40 60 8 100 120 140 160 180 19t lon:172 Resp: 1581877
Abundance lon Ratio Lower Upper
172 172 100
171 36.9 29.4 44 .0
170 24.5 20.2 30.4
Rawsg
Abundance |on 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): H
2000000
39 50 63 75 8 99 100120 1334152 “\
miz--> o h s 1o o 1o 1o 10 9.24
Abundance 1500000
172
1000000
Sub
50
500000
39 51 63 75 85 1009109120 133;,,151 )
miz--> 4 60 80 100 120 140 160 180 Time-> 9.15 920 925 930
Abundance Scan 674 (9.790 min): BF092628.D (-671) (-) #50
165 2,6-Dinitrotoluene
63 Concen: 8.59 ng
89 RT: 9.92 min Scan# 685
Refs0 Delta R.T. 0.21 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
o} . .
miz-> 30 40 50 60 70 80 90 100 110120130140 150 160170 K 19t lon:165 Resp: 40003
‘Abundance lon Ratio Lower Upper
164 165 100
63 1.2 36.2 54 _4#
89 0.8 40.2 60.4#
Rawsg
Abundance |on 165.00 (164.70 to 165.70): E
80 60000 lon 63.00 (62.70 to 63.70): BFO
g 54 % % 108118 132 146155 50000
O P P P P e o e o TR 0.0
m/z--> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
Abundance 40000
164
30000
Sub_ 20000
80 10000
ol 42 >4 o6 90 108118 132 146155 ol
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160170 [Time-->
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Abundance Scan 710 (10.202 min): BF092628.D (-706) (-) #56
165 2,4-Dinitrotoluene
Concen: 6.45 ng
RT: 9.92 min Scan# 685
Refs0 Delta R.T. -0.21 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
182
o . .
miz--> 40 60 80 100 120 140 160 180 Tgt lon:165 Resp: 40005
‘Abundance lon Ratio Lower Upper
164 165 100
63 1.2 40.2 60.4#
89 0.8 62.5 93.7#
Rawg, 182 0.0 1.8  2.8#
Abundance lon 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BFQ
oL %2 ?f ?ﬁ .1 90 108118 132 ;4§IJL\HI o 600004 |on 182.00 (181.70 to 182.70): E
miz--> 40 ' 80 100 120 140 160 180
Abundance 9.92
164 40000
Sub
50 20000
80
oL 2> 6 90 108118 132 146 0 _
miz--> 40 A 80 100 120 140 160 180  Mime-> 9.85 9.0 905
Abundance Scan 823 (11.493 min): BF092628.D (-820) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.40 min Scan# 815
Refs0 Delta R.T. 0.00 min
Lab File: BF092932.D
80 o4 160 Acq: 13 Feb 2017 21:40
ol 425 % | || 108118 132 146 | 170 |
mz--> 40 60 80 100 120 140 160 180 Tot lon:-188 Resp: 531781
‘Abundance lon Ratio Lower Upper
188 188 100
94 8.6 10.0 15.0#
80 8.4 11.2 16.8#
Rawsg
Abundance lon 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
42 52 66 ﬁo ﬂ4 108 121 136146 ﬁ?0170 |
G L S W WL B LS S 600000 11.40
miz--> 40 60 80 100 120 140 160 180 :
Abundance
138 400000
Sub
0 200000
ol 42 54 66 80 94 08115 136146 %170 o - N
miz--> 40 60 80 100 120 140 160 180 = Mime-> 1130 11.40 1150

BF092932.D 8270-BF013017.M

Tue Feb 14 00:37:16 2017
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BF092932.D 8270-BF013017.M

Tue Feb 14 00:37:16 2017

/Abundance Scan 746 (10.613 min): BF092628.D (-742) (-) #64
198 4,6-Dinitro-2-methylphenol
Concen: 2.86 ng
RT: 10.70 min Scan# 754 QS
Ref50 Delta R.T. 0.17 min BNA_F _
Lab File: BF092932.D g\',:/e;‘tsamp'e'd-
51 105 168 Acq: 13 Feb 2017 21:40 =55
N B O T _ _
miz--> 50 100 150 200 250 300 Tgt lon:198 Resp: 638
‘Abundance lon Ratio Lower Upper
330 | 198 100
51 191.6 6.7 46 . 7H#
105 139.2 16.6 56.6#
Rawsg
Abundance [on 198.00 (197.70 to 198.70); E
lon 51.00 (50.70 to 51.70): BFQ
o ‘ L 2000
miz--> 50 100 150 200 250 300
Abundance
340 1500
62 1000 10.70
Sub
50 141
500
222
37 91 141 170 250
o 197 303 0 -
miz--> 50 100 150 200 250 300 Time--> - 1070
/Abundance Scan 783 (11.036 min): BF092628.D (-780) (-) #66
77 141 248 4-Bromophenyl-phenylether
51 Concen: 3.69 ng
RT: 10.70 min Scan# 754
Refs0 115 Delta R.T. -0.25 min
Lab File: BF092932.D
168 Acq: 13 Feb 2017 21:40
o 5 ."-|l"-1-9:‘f 24 ] ]
miz--> 50 100 150 200 250 300 Tgt lon:248 Resp: 20526
‘Abundance lon Ratio Lower Upper
330 | 248 100
250 196.3 76.9 115.3#
141 522.9 68.2 102.4#
Rawsg
Abundance [on 248.00 (247.70 to 248.70); E
150000] 10N 250.00 (249.70 t0 250.70): £
0! | i
miz-—-> 50 100 150 200 250 300
Abundance 100000
330
62
Sub50 141 50000
222 70
37 91 141 170 250
o 197 303 o S
miz--> 50 100 150 200 250 300 Time--> 1070 1075

Page 10



Abundance Scan 1055 (14.145 min): BF092628.D (-1051) (-) #75
240 Chrysene-d12
Concen: 20.00 ng
RT: 14.03 min Scan# 1045[QEULChiss
Refs0 Delta R.T. -0.02 min BNA_F _
Lab File:  BF092932.D g\',:/e;‘tsamp'e'd-
Acq: 13 Feb 2017 21:40 -
o 6 92 120 156 184 212
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 A 19T 10n-240 Resp: 454875
Abundance lon Ratio Lower Upper
240 240 100
120 17.1 12.9 19.3
236 26.3 20.9 31.3
Rawsg
Abundance |on 240.00 (239.70 to 240.70): E
500000] 101 120.00 (119.70 to 120.70): §
o 138 158 180195 212
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 400000 14.03
Abundance
240 300000
Sub 200000
50
100000
120 \
oL 54 78 104 ' 135156 180195 212 281 ) _
B L B B B L B L R RN RN EEREEEE R e I N B B e o B o o e e e e
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 1400 1410 1420
Abundance Scan 962 (13.082 min): BF092628.D (-958) (-) #78
2 Terphenyl-d14
Concen: 74_.34 ng
RT: 12.99 min Scan# 954
Refs0 Delta R.T. 0.00 min
Lab File: BF092932.D
Acq: 13 Feb 2017 21:40
o ) ]
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 A 19T lon:244 Resp: 1439108
‘Abundance lon Ratio Lower Upper
244 244 100
212 7.4 6.2 9.2
122 10.8 11.4 17 .2#
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): B
122
160 212
ol.39 54 78 92106 | 136 174 19844226 259 1500000
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 12.99
Abundance
244 1000000
Sub
S0 500000
122
oL 4054 80 106 13 160,-, 108212226 o A )
mmmwmﬁmm T T T T T T T T T T 1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 [Time--> 1300 13.20
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/Abundance Scan 1183 (15.608 min): BF092628.D (-1179) (-) #86
264 Perylene-d12
Concen: 20.00 ng
RT: 15.47 min Scan# 1171 [QEUCIERIE
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF092932.D g\',:/egtsamp'e'd-
132 Acq: 13 Feb 2017 21:40 .
ol 40 55 76 93 '1}|6 .]| 156 178194210 232 ) -
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 260 | 19T 10N:264 Resp: 397771
‘Abundance lon Ratio Lower Upper
264 264 100
260 23.3 19.2 28.8
265 21.5 17.4 26.0
Rawsg
Abundance [on 264.00 (263.70 to 264.70): E
132 lon 260.00 (259.70 to 260.70): E
43 66 87 10 156 180 207 232 H 281
O e T e e e | 300000 15.47
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
264
200000
Sub50
100000
132
oL 44 66 88 156 178194209 281 0 _
LN N N L R R N R RN R RN R LI B L e B B O B
mz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 1540 15.50 15.60 15.70
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