Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031317\
Data File : BF093619.D
Acq On : 13 Mar 2017 20:39 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22Ie - 12230-02 COMPOSITE-1-CHAR
ALS Vial : 21 Sample Multiplier: 1

Quant Time: Mar 14 01:05:25 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Mar 13 15:05:08 2017

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 6.71 152 158188 20.00 ng -0.01
21) Naphthalene-d8 8.00 136 631622 20.00 ng -0.01
38) Acenaphthene-d10 9.75 164 294203 20.00 ng -0.01
63) Phenanthrene-d10 11.25 188 555062 20.00 ng 0.00
75) Chrysene-di12 13.90 240 350795 20.00 ng 0.01
86) Perylene-di12 15.31 264 257209 20.00 ng 0.02
System Monitoring Compounds
5) 2-Fluorophenol 5.32 112 1339672 140.95 ng 0.00
7) Phenol-d6 6.37 99 1654269 138.02 ng -0.01
23) Nitrobenzene-d5 7.28 82 1164261 102.27 ng -0.02
41) 2,4,6-Tribromophenol 10.56 330 322500 168.25 ng 0.01
44) 2-Fluorobiphenyl 9.09 172 1787244 112.99 ng 0.00
78) Terphenyl-dl14 12.84 244 1431031 106.06 ng 0.01
Target Compounds Qvalue
9) Benzaldehyde 6.37 77 2109 Below Cal # 1
15) Benzyl Alcohol 6.86 79 17805 2.08 ng # 49
19) n-Nitroso-di-n-propylamine 7.28 70 153340 18.61 ng # 83
25) Isophorone 7.28 82 1140712 49.69 ng # 65
50) 2,6-Dinitrotoluene 9.75 165 37728 8.82 ng # 31
56) 2,4-Dinitrotoluene 9.75 165 37722 7.17 ng # 20
66) 4-Bromophenyl-phenylether 10.55 248 22147 3.77 ng # 1

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

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF031317\

Data File : BF093619.D

Acq On : 13 Mar 2017 20:39

Operator : SJ/MA

ﬁ?ggle i 12230-02 COMPOSITE-1-CHAR
ALS Vial : 21 Sample Multiplier: 1

Quant Time: Mar 14 01:05:25 2017

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Mar 13 15:05:08 2017

Response via : Initial Calibration

Abundance TIC: BF093619.D
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/Abundance Scan 427 (6.767 min): BF093414.D (-424) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.71 min Scan# 422
Ref50 Delta R.T. -0.01 min
115 Lab File: BF093619.D :
52 78 Acq: 13 Mar 2017 20:39 SelUESERIEEEEER
N O O A0SO [N - S 1 _ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 1on:=152 Resp: 158188
‘Abundance lon Ratio Lower Upper
150 152 100
150 159.6 124.9 187.3
115 59.8 46.0 69.0
Rawsg
115 Abundance [on 152.00 (151.70 to 152.70): E
52 78 lon 150.00 (149.70 to 150.70): H
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | goo000
Abundance
150
600000
Sub50 400000
115
52 78 200000 j%{iN
ol 40 63 87 101 132 0 |
N L R R R N RN RN R R R RERRE AR RS R 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--> 6.70 6.80
/Abundance Scan 303 (5.350 min): BF093414.D (-300) (-) #5
112 2-Fluorophenol
64 Concen: 140.95 ng
RT: 5.32 min Scan# 300
Ref50 Delta R.T. 0.00 min
02 Lab File: BF093619.D
57 83 Acq: 13 Mar 2017 20:39
3I£I; 44 5|0| b 3
-+t e e e T - -
mz-> 30 40 50 60 70 8 9 100 110 120 19t lon:1ll2 Resp: 1339672
‘Abundance lon Ratio Lower Upper
112 112 100
64 61.9 46.1 69.1
64 63 31.6 23.8 35.6
Rawsg
Abundance [on 112.00 (111.70 to 112.70): E
57 g3 92 12000001 16 64.00 (63.70 to 64.70): BFQ
e A RS UL I IR UL IR WA RS R 5.32
mz--> 30 80 90 100 110 120
Abundance 800000
112
600000
Sub 64
ub_ 400000
57 g3 92 200000
38 44 50 74 o
e A RS S I IR UL IS WA RS R
m'z--> 30 80 90 100 110 120 [Time->
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Abundance Scan 396 (6.413 min): BF093414.D (-393) (-) #7
9P Phenol-d6
Concen: 138.02 ng
RT: 6.37 min Scan# 392
Ref50 Delta R.T. -0.01 min !
71 Lab File: BF093619.D :
2 e o Acq: 13 Mar 2017 20:39 SelUESERIEEEEER
ob 35l se [ 50 LIl T eres | i _ _
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 99 Resp: 1654269
‘Abundance lon Ratio Lower Upper
99 99 100
42 23.1 15.6 23.4
71 35.6 27.5 41 .3
Rawsg
71 Abundance Jon 99.00 (98.70 to 99.70): BFQ
42 1500000 lon 42.00 (41.70 to 42.70): BFQ
0 35‘\\\‘48\\ 5o S0 Tesies
A I A LS I IR RS 6.37
miz--> 30 40 50 60 70 8 90 100
Abundance 1000000
99
Sub_, 500000
71
42
0 35 48 54 59 66 7681 0 _
miz--> 0 40 50 60 70 8 90 100  Mime->
Abundance Scan 440 (6.916 min): BF093414.D (-437) (-) #15
1%0 Benzyl Alcohol
Concen: 2.08 ng
RT: 6.86 min Scan# 435
Refs0 115 Delta R.T. -0.02 min
Lab File: BF093619.D
‘ 117 Acq: 13 Mar 2017 20:39
0 .---!'i--- g, ...,71.|||. .|..”?9, ,|, lizaze Nl ) )
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19t lonz 79 Resp: 17805
‘Abundance lon Ratio Lower Upper
150 79 100
108 30.8 61.4 92 .0#
77 101.8 50.9 76 .3#
Raws 115
6 28 Abundance fon 79.00 (78.70 to 79.70): BFO
lon 108.00 (107.70 to 108.70): E
oL ® el ¥ 99 imzp 20000
JUNLARS SRR KARES RRARE IALRY RAARA KRN LARAN RALR) UOLANEARAN RS LARAN SN 6.86
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150 15000 |
10000 ;
Sub50 115 “e
52 8 5000 ;‘
ol 8 6270 % oo 124 134 0 PR\ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time->  6.80 6.85 690
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/Abundance Scan 464 (7.190 min): BF093414.D (-459) (-) #19

77 105 n-Nitroso-di-n-propylamine
43 Concen: 18.61 ng
RT: 7.28 min Scan# 472 [UEiCluChis
Ref50 Delta R.T. 0.14 min E?A{g el
Lab File:  BF093619.D lent>amplela -
s 120 Acq: 13 Mar 2017 20:39 SelUEeSR=SECRA:
0 89 | 1BL 147 193 207
miz--> 40 60 8 100 120 140 160 180 200 | 19T fonz 70 Resp: 153340
‘Abundance lon Ratio Lower Upper
8p 70 100
42 54 .4 49_4 74.0
54 101 0.0 7.4 11.2#
Raw, 130 1.9 14.2 21.4#
128 Abundance on 70.00 (69.70 to 70.70): BFQ
lon 42.00 (41.70 to 42.70): BFQ
42 70 08 200000
om“m“meMW.m.m.m.m.m lon 130.00 (129.70 to 130.70):
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 150000 7.28
82
o 100000
Sub50
128 50000
70 98
o 42 112 o AN
m/z--> 40 60 80 100 120 140 160 180 200  [Time-> 7.20 7.30 7.40
Abundance Scan 540 (8.059 min): BF093414.D (-536) (-) #21
136 Naphthalene-d8

Concen: 20.00 ng

RT: 8.00 min Scan# 535
Refs0 Delta R.T. -0.01 min

Lab File: BF093619.D

Acqg: 13 Mar 2017 20:39

54 108 128
42 761 %8 76 84 941017 118 |

Ol prrrr S B et e el e ] )

mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:136 Resp: 631622
Abundance lon Ratio Lower Upper
136 136 100

137 10.9 8.4 12.6
54 8.7 4.5 6.7#

Raw, 68 6.2 3.6  5.4#

Abundance |on 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): E
54 108
0 42 7 08 78 g 00 | us 800000} lon 68.00 (67.70 to 68.70): BFO
SRS ENSBSPR . AN L SN 1] NS
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 6,00
Abundance :
600000
136
400000
Sub
50
200000
54 108
o 42 68 78 88 100 118 0 A
wwwmwwwmm’w T T T T | T T T T | T T T T
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time--> 8.00 8.20
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Abundance Scan 477 (7.339 min): BF093414.D (-474) (-) #23
82 Nitrobenzene-d5
Concen: 102.27 ng
54 RT: 7.28 min Scan# 472
Refs0 128 Delta R.T. -0.02 min
Lab File: BF093619.D :
70 o Acq: 13 Mar 2017 20:39 SellFeElI=EREE
I L e2 | . | e |1osuz |
UNBAR NEARUNEAIE IR IS IS BRRAE BARSS BERSS BARAE - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 82 Resp: 1164261
‘Abundance lon Ratio Lower Upper
82 82 100
128 36.8 34.6 52.0
54 54 60.8 39.5 59_3#
Rawsg
128 Abundance lon 82.00 (81.70 to 82.70): BFQ
lon 128.00 (127.70 to 128.70): f
42 70 98
a 62 | | 90 ‘ 112
e e A 728
miz--> 30 40 50 60 70 80 90 100 110 120 130 1000000
Abundance
82
Sub 54 500000
%0 128
70 98
0 42 62 90 112 0
L L L L L L L L L LB N LI IR T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130  [Time--> 7.20
/Abundance Scan 500 (7.602 min): BF093414.D (-495) (-) #25
8 Isophorone
Concen: 49.69 ng
RT: 7.28 min Scan# 472
Refs0 Delta R.T. -0.27 min
Lab File: BF093619.D
39 54 138 Acqg: 13 Mar 2017 20:39
oL lias i %74 ) %010 123
R S 1L L e e e S S . .
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 Tgt lon: 82 Resp: 1140712
‘Abundance lon Ratio Lower Upper
82 82 100
95 0.0 5.6 8.4#
54 138 0.0 14.6 22 .0#
Rawsg
128 Abundance lon 82.00 (81.70 to 82.70): BFQ
lon 95.00 (94.70 to 95.70): BF(
42 0 98
o 62 Ll 90 \ 112 ‘
R L = R e e  RARE RRRRR maee 728
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 1000000
Abundance
82
Sub 54 500000
%0 128
70 98
o 42 62 9 112 0 ]
mmwwmmm TT TT T T[T T T T[T T T T[T T T T [TT
miz--> 30 40 50 60 70 80 90 100 110 120 130 140  Time->  7.20 7.30 7.40 7.50 7.60
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Abundance Scan 693 (9.808 min): BF093414.D (-689) (-) #38
2 Acenaphthene-d10
Concen: 20.00 ng
RT: 9.75 min Scan# 688
Refs0 Delta R.T. -0.01 min
Lab File: BF093619.D
80 Acq: 13 Mar 2017 20:39
o 94 106 118 132 146
miz-> 30 40 50 60 70 80 90 100110 120 130140150160 170 = 19E 1on:164 Resp: 294203
Abundance lon Ratio Lower Upper
162 164 100
162 101.2 80.2 120.2
160 44.5 36.9 55.3
Rawgg
80 Abundance |on 164.00 (163.70 to 164.70): E
lon 162.00 (161.70 to 162.70): H
0 4\2 \5‘4 L Ml 94 106 122 132 146 H‘M 250000
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 200000 9.75
Abundance
162
150000
Sub 100000
50
8 50000
54
042 90 100109 122132 146 0 N
LR R L L L LNl LN R RN R AR RN RER R RERRE REREE R T T T T T T T
m/iz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 [Time--> 9.70 9.80 9.90
/Abundance Scan 762 (10.596 min): BF093414.D (-758) (-) #41
330 | 2,4,6-Tribromophenol
Concen: 168.25 ng
62 RT: 10.56 min Scan# 759
Refs0 141 Delta R.T. 0.01 min
- Lab File: BF093619.D
250 Acqg: 13 Mar 2017 20:39
91
. 37 111 170 197 301
mz--> 50 100 150 200 250 300 Tgt 1on:-330 Resp: 322500
Abundance lon Ratio Lower Upper
33 | 330 100
332 96.3 77.4 116.2
141 39.8 34.1 51.1
Rawgg
Abundance |on 329.80 (329.50 to 330.50): E
141 - 300000| 10N 331.80 (331.50 to 332.50): F
250
37 91 170
oL+ I‘ k“‘. o, Il}ll ; .H - :I|.9I7 LMJ \‘\ —— |3?1| : ‘. 250000 10.56
m/z--> 50 100 200 250 300
Abundance 200000
330
150000
Sub_, 100000
62 50000
141 222 250
o ol111 170 197 301 0 ) _
nm/z--> 50 100 150 200 250 300 Time--> 1040  10.60  10.80
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Abundance Scan 634 (9.133 min): BF093414.D (-629) (-) #HA44
112 2-Fluoraobiphenyl
Concen: 112.99 ng
RT: 9.09 min Scan# 630
Refs0 Delta R.T. 0.00 min
Lab File: BF093619.D
Acq: 13 Mar 2017 20:39
39 51 63 74 85 g9 120 133 146457
m/z--> o Tgt lon:172 Resp: 1787244
‘Abundance lon Ratio Lower Upper
172 172 100
171 35.9 29.4 44 .0
170 24.5 20.2 30.4
Rawgg
Abundance |on 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): H
b 39 51 63 74 85 g9 120133 15 I 1500000
o> do 6 g 10 1o o 1k 18 o 909
Abundance
172 1000000
Sub
50 500000
39 50 63 74 85 101 120133 151 o L_
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 900 920  9.40
Abundance Scan 675 (9.602 min): BF093414.D (-672) (-) #50
6 165 2,6-Dinitrotoluene
Concen: 8.82 ng
RT: 9.75 min Scan# 688
Refs0 Delta R.T. 0.18 min
Lab File: BF093619.D
Acqg: 13 Mar 2017 20:39
0 181 198 ) )
miz--> 40 60 8 100 120 140 160 180 200 19T lon:165 Resp: 37728
Abundance lon Ratio Lower Upper
162 165 100
63 1.4 36.2 54 _4#
89 2.0 40.2 60.4#
Rawgg
80 Abundance |on 165.00 (164.70 to 165.70): E
lon 63.00 (62.70 to 63.70): BFQ
54 66
42 7 | 94106118 132 146 \\M
0'"i"'"Il"l‘l""'l""l"l""'l‘ TTTTTTTTTT 30000 9.75
m/z--> 40 60 80 100 120 140 160 180 200 ;
Abundance
162 20000
Sub50
80 10000
66
0 a2 % 90 108118 132 146 ‘ _ o
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.0 945 980
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Abundance Scan 711 (10.013 min): BF093414.D (-708) (- #56
168 2,4-Dinitrotoluene
Concen: 7.17 ng
RT: 9.75 min Scan# 688
Refs0 Delta R.T. -0.23 min
89 139 Lab File: BF093619.D
63 Acq: 13 Mar 2017 20:39
) 39 51 78 108119159 | 149 182
miz--> 40 60 80 100 120 140 160 180 Tgt lon:165 Resp: 37722
Abundance lon Ratio Lower Upper
162 165 100
63 1.4 40.2 60.4#
89 2.0 62.5 93.7#
Raw, 182 0.0 1.8 2.8#
80 Abundance |on 165.00 (164.70 to 165.70): E
lon 63.00 (62.70 to 63.70): BFQ
54 66 40000
ol .??.l‘ Iﬂlllwﬁll?§|{0§||12?}?ﬁ {4§IJM‘MI _— lon 182.00 (181.70 to 182.70): E
miz--> 40 60 80 100 120 140 160 180
Abundance 30000 9.75
162
20000
Sub
50
80 10000
54 66
o 42 90100119 122132 146 0 .
miz--> 40 ' ' 100 120 140 160 180 Time-> 970 945 980
Abundance Scan 822 (11.282 min): BF093414.D (-819) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.25 min Scan# 819
Refs0 Delta R.T. 0.00 min
Lab File: BF093619.D
80 o4 Acq: 13 Mar 2017 20:39
o 4254 85 | || 108118 132 146 ,” %170 |
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 555062
‘Abundance lon Ratio Lower Upper
188 188 100
94 11.3 10.0 15.0
80 12.1 11.2 16.8
RaWSO
Abundance lon 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
80 94 160
4252 66 | | 108118 132 146 | 170 ||
miz--> 40 60 8 100 120 140 160 180 | 600000 11.25
Abundance
188
400000
Sub50
200000
4 160
oL 42 52 66 108118 132 146 || 170 )
miz--> 4 60 80 100 120 140 160 180 ' Hime--> 1120 1130 1140 11.50
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Abundance Scan 783 (10.836 min): BF093414.D (-779) () #66
250 4-Bromophenyl-phenylether
Concen: 3.77 ng
RT: 10.55 min Scan# 758 [USitinlEhiss
Ref50 141 Delta R.T. -0.24 min (B:TA_';S ol
Lab File: BF093619.D [Enl= e
g s Acq: 13 Mar 2017 20:39 SelilESERI=EEER
miz--> 50 100 150 200 250 300 Tgt lon:248 Resp: 22147
‘Abundance lon Ratio Lower Upper
62 330 | 248 100
250 200.0 76.9 115.3#
141 141 663.5 68.2 102.4#
RaWSO
- Abundance lon 248.00 (247.70 to 248.70): E
lon 250.00 (249.70 to 250.70): E
87 o 111 170 250 150000
h u“ M\\H T \ Hd 197 \M 301 I
(oL N TS NS TGV PR | S Sl
miz--> 50 100 150 200 250 300
Abundance
o 330 100000
141
Sub50 50000
222 i
37 .. 170 250 10.55
. 197 303
miz--> 50 100 150 200 250 300 Time--> 1050 10.55 10.60 10.65
Abundance Scan 1053 (13.922 min): BF093414.D (-1050) (-) #75
228 Chrysene-d12
Concen: 20.00 ng
RT: 13.90 min Scan# 1051
Refs0 Delta R.T. 0.01 min
Lab File: BF093619.D
120 Acq: 13 Mar 2017 20:39
o 64 92 136 156 180 202 3
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 @19t 1on:240 Resp: 350795
‘Abundance lon Ratio Lower Upper
240 240 100
120 11.6 12.9 19.3#
236 26.0 20.9 31.3
Rawsg
Abundance lon 240.00 (239.70 to 240.70): E
lon 120.00 (119.70 to 120.70): E
120
0.4 64 88104 | 135 156 180 208 281 | 300000
miz—-> 40 60 80 100 120 140 160 180 200 220 240 260 280 13.90
Abundance
240 200000
Sub
S0 100000
120
oL42 64 80 104 | 135 160 182 208 281 0 )
mmmmm LI LN L L LN U N N BN BN B B N
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 TMime-> 13.80 1390 14.00 1410
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/Abundance Scan 961 (12.871 min): BF093414.D (-957) (-) #78
2 Terphenyl-d14
Concen: 106.06 ng
RT: 12.84 min Scan# 958 [USInE)ls
Ref50 Delta R.T. 0.01 min BNA_F _
Lab File: BF093619.D ESE’E%(?E'?’SHAR
Acq: 13 Mar 2017 20:39 —
o ; ;
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 | 19t lon:244 Resp: 1431031
Abundance lon Ratio Lower Upper
244 244 100
212 7.9 6.2 9.2
122 11.8 11.4 17.2
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): E
122
miz--> W0 60 B0 100 130 140 160 150 200 230 240 oko | 1scooo 12.84
Abundance
244
1000000
Sub50
500000
122
oL40 54 70 92106 ""136 160, 198212226 Ak i
L B B B L B R R R R R R RS R R R —TT —T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 (Time--> 1280  13.00 '
Abundance Scan 1176 (15.328 min): BF093414.D (-1172) (-) #86
264 Perylene-d12
Concen: 20.00 ng
RT: 15.31 min Scan# 1174
Ref50 Delta R.T. 0.02 min
15 Lab File: BF093619.D
Acq: 13 Mar 2017 20:39
o4 7188 P | 155 180 204 232 281
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 & 19t lon:264 Resp: 257209
‘Abundance lon Ratio Lower Upper
264 264 100
260 23.2 19.2 28.8
265 22.3 17.4 26.0
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 lon 260.00 (259.70 to 260.70):
4055 71 88 B | 148 180 207 232 M 281 | 200000
> 45 85 80 100 100 14D 160 140 200 230 29D 20 20 1531
Abundance 150000
264
100000
Sub
50
50000
132
ol41 57 8510018 | 154170 104909 232 282 0 .
Wmmwwwwmmm T T T T T T T T
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time->  15.20 15.40 '
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