Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031317\
Data File : BF093621.D
Acq On : 13 Mar 2017 21:34 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?22Ie - 12230-06 COMPOSITE-3-CHAR
ALS Vial : 23 Sample Multiplier: 1

Quant Time: Mar 14 01:05:51 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 170573 20.00 ng -0.01
21) Naphthalene-d8 8.00 136 678392 20.00 ng -0.01
38) Acenaphthene-d10 9.76 164 318201 20.00 ng 0.00
63) Phenanthrene-d10 11.25 188 634170 20.00 ng 0.00
75) Chrysene-di12 13.90 240 480493 20.00 ng 0.01
86) Perylene-di12 15.31 264 323798 20.00 ng 0.02
System Monitoring Compounds
5) 2-Fluorophenol 5.32 112 1569240 153.12 ng 0.00
7) Phenol-d6 6.37 99 1854636 143.50 ng -0.01
23) Nitrobenzene-d5 7.28 82 1239286 101.36 ng -0.02
41) 2,4,6-Tribromophenol 10.56 330 382130 184.32 ng 0.01
44) 2-Fluorobiphenyl 9.09 172 1968706 115.08 ng 0.00
78) Terphenyl-dl14 12.84 244 1599291 86.54 ng 0.01
Target Compounds Qvalue
9) Benzaldehyde 6.37 77 2558 Below Cal # 1
15) Benzyl Alcohol 6.86 79 18929 2.05 ng # 49
19) n-Nitroso-di-n-propylamine 7.28 70 167827 18.89 ng # 83
25) Isophorone 7.28 82 1197439 48 .57 ng # 65
50) 2,6-Dinitrotoluene 9.76 165 39488 8.53 ng # 32
56) 2,4-Dinitrotoluene 9.76 165 39488 6.94 ng # 21
66) 4-Bromophenyl-phenylether 10.55 248 27275 4_.07 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 : BF093621.D

Acq On : 13 Mar 2017 21:34

Operator : SJ/MA

ﬁ?ggle i 12230-06 COMPOSITE-3-CHAR
ALS Vial : 23 Sample Multiplier: 1

Quant Time: Mar 14 01:05:51 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: BF093621.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
Refs0 Delta R.T. -0.01 min
115 Lab File: BF093621.D
52 78 Acq: 13 Mar 2017 21:34
N S-S == 1 _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 19t 1on:152 Resp: 170573
‘Abundance lon Ratio Lower Upper
150 152 100
150 156.1 124.9 187.3
115 57.6 46.0 69.0
Rawsg
o 115 Abundance |on 152.00 (151.70 to 152.70): E
52 1200000| 107 150-00 (149.70 0 150.70): §
40 63 | 8 99 imzm
OFrprrrHfrrrr e e e e e e T e | 1000000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
150 800000
600000
Sub
400000
%0 115
52 8 200000 ?xiiN
ol 38 63 87 101 124132 o / )
R L B R R L R L R R E RN AR RER RS T T T T —TT1
mz—-> 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: 153.12 ng
RT: 5.32 min Scan# 300
Refs0 Delta R.T. 0.00 min
0 Lab File: BF093621.D
57 83 Acq: 13 Mar 2017 21:34
3I£I; 44 5|0| b 3
e o A e I L B B o R I T - -
mz-> 30 40 50 60 70 8 90 100 110 120 @19t lon:112 Resp: 1569240
‘Abundance lon Ratio Lower Upper
112 112 100
o4 64 67.7 46.1 69.1
63 35.0 23.8 35.6
Rawsg
Abundance lon 112.00 (111.70 to 112.70): E
57 gz 2 15000001 jon 64.00 (63.70 to 64.70): BFQ
® s ) @ \
0 '|""'|""|‘""'=I‘l""I""'I"a"l""l'"'|""|" 5.32
miz--> 30 80 90 100 110 120
Abundance 1000000
112
64
Sub_, 500000
57 83 92
39 50
0 |||||73||| T 0
miz--> 30 80 90 100 110 120 (Time-->
BF093621.D 8270-BF030717.M Tue Mar 14 01:06:18 2017

COMPOSITE-3-CHAR

Page 3



/Abundance Scan 396 (6.413 min); BF093414.D (-393) (-) #7
9P Phenol-d6
Concen: 143.50 ng
RT: 6.37 min Scan# 392
Refs0 Delta R.T. -0.01 min
71 Lab File: BF093621.D :
2L e o Acq: 13 Mar 2017 21:34 (SellESERI=ERER
T SO A _ _
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 99 Resp: 1854636
‘Abundance lon Ratio Lower Upper
99 99 100
42 22.2 15.6 23.4
71 34.4 27.5 41 .3
RaW50
n Abundance Jon 99.00 (98.70 to 99.70): BFO
42 lon 42.00 (41.70 to 42.70): BFQ
54
ol 380 a7 7 50 G| 7681 g4 | 1500000
R SR SR S UL AL LI UL S B 6.37
mz--> 30 40 50 60 90 100
Abundance
99 1000000
Sub
50 500000
71
42
54
Obrr 38 47 50 O 76 82 ea | >
m/z--> 30 90 100 Time--> 6.|20 6.110 6.|60
/Abundance Scan 440 (6.916 min): BF093414.D (-437) (-) #15
1%0 Benzyl Alcohol
Concen: 2.05 ng
RT: 6.86 min Scan# 435
Refs0 115 Delta R.T. -0.02 min
52 & Lab File: BF093621.D
‘ 107 Acq: 13 Mar 2017 21:34
0 ,..?”ﬁ?....;I.-!.u.,‘.?.?r..7,4=ll|.u.fﬂ,u...9?...ﬂ,..:l.,l.?ft.l,%?..,....-I.u!..,.. _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 19t lon:z 79 Resp: 18929
‘Abundance lon Ratio Lower Upper
150 79 100
108 31.1 61.4 92 .0#
77 101.9 50.9 76.3#
Raws, 115
o0 28 Abundance Jon 79.00 (78.70 to 79.70): BFO
lon 108.00 (107.70 to 108.70): B
a7 25000
o S RN N A " S
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 20000 6.86
Abundance |
130 15000 g
10000 f
Subso 115
52 8 5000 !
obort 63 8 99 124 134 |\ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time->  6.80 6.85 6.90 6.95

BF093621.D 8270-BF030717.M

Tue Mar

14 01:06:19 2017
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/Abundance Scan 464 (7.190 min): BF093414.D (-459) (-) #19

77 105 n-Nitroso-di-n-propylamine
43 Concen: 18.89 ng
RT: 7.28 min Scan# 472 [QElylEhles
Refs0 Delta R.T. 0.14 min ?ZII\!A_"ES ol
Lab File: BF093621.D IEntoamplelos:
- 120 Acq: 13 Mar 2017 21:34 (SellESERI=ERER
0 89 L] 1pt 147 193 207_
miz--> 4 60 80 100 120 140 160 180 200 | 19t lon: 70 Resp: 167827
Abundance lon Ratio Lower Upper
82 70 100
42 54_.3 49.4 74.0
54 101 0.0 7.4 11.2#
Rawg, 130 1.7 14.2  21.4#
128 Abundance fon 70.00 (69.70 to 70.70): BFO
lon 42.00 (41.70 to 42.70): BFQ
42 0 %
ol ”\” w2 | 20000000 130.00 (129.70 to 130.70): E
miz--> 40 6'0 80 100 120 140 160 180 200
Abundance 150000 7.28
82
100000
Sub 54
50 128
50000
70 98
o 42 112 \,
miz--> 4 60 8 100 120 140 160 180 200  Mime-> 7.20 7.05 7.30 7.35 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: BF093621.D

Acq: 13 Mar 2017 21:34

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

miz—-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10n:136 Resp: 678392
Abundance lon Ratio Lower Upper
136 136 100

137 10.8 8.4 12.6
54 8.7 4.5 6.7#

Raw, 68 6.4 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 68 78 g8 100 | 118 || 800000 lon 68.00 (67.70 to 68.70): BFQ
miz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 600000 8.00
136
400000
Sub
50
200000
54 108
o 42 68 78 88 100 118 o
wwmwmmmw IIIIIIIIIIIIIIIIIIIII
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 7.90 8.00 810 8.20
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/Abundance Scan 477 (7.339 min); BF093414.D (-474) (-) #23
82 Nitrobenzene-d5
Concen: 101.36 ng
54 RT: 7.28 min Scan# 472
Refs0 128 Delta R.T. -0.02 min
Lab File: BF093621.D :
70 o8 Acq: 13 Mar 2017 21:34 SellHCERISEREEE
I O OO 155 S A
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 82 Resp: 1239286
‘Abundance lon Ratio Lower Upper
82 82 100
128 38.7 34.6 52.0
54 54 61.0 39.5 59.3#
Rawsg
128 Abundance lon 82.00 (81.70 to 82.70): BFQ
lon 128.00 (127.70 to 128.70): B
42 0 %
0 o 62 | | 90 ‘ 112 .
mz> % 40 50 80 70 80 9 100 110 130 130 7.28
Abundance 1000000
82
54
Sub 500000
0 128
70 98
0 42 62 % 112 o .
mz-> 30 40 50 60 70 80 90 100 110 120 130  ime-> 7.20
/Abundance Scan 500 (7.602 min); BF093414.D (-495) (-) #25
8 Isophorone
Concen: 48_.57 ng
RT: 7.28 min Scan# 472
Refs0 Delta R.T. -0.27 min
Lab File: BF093621.D
39 54 138 Acq: 13 Mar 2017 21:34
S 0 70 1 E < S N
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t lon: 82 Resp: 1197439
‘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): BFQ
42 70 98
| 62 9% | 112 ‘
> 30 A B 80 Mo 90 100 110 1o 1% 140 7.28
Abundance 1000000
82
54
Sub 500000
S0 128
70 98
0 42 62 90 112 o i
mmwwmmm T T™T"TT T™T"TT T™T"TT
mz—-> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 720 740  7.60
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Abundance Scan 693 (9.808 min): BF093414.D (-689) (-) #38
2 Acenaphthene-d10
Concen: 20.00 ng
RT: 9.76 min Scan# 689
Refs0 Delta R.T. 0.00 min
Lab File: BF093621.D
80 Acq: 13 Mar 2017 21:34
o 94 106 118 132 146
miz—> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170 19t 1on:164 Resp: 318201
‘Abundance lon Ratio Lower Upper
162 164 100
162 106.2 80.2 120.2
160 47 .4 36.9 55.3
RaWSO
Abundance |on 164.00 (163.70 to 164.70): E
80 lon 162.00 (161.70 to 162.70): H
o 42 54 % | 90 106 118 132 146 h\‘ | 300000
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 9,76
Abundance
162 200000
Sub
50 100000
80
42 54 66 90 108118 132 146 ) B
LB RN RN RN LN LN RN R LR AR RN RN R REE R R LI s s s B B s e B B e
m/iz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 (Time--> 9.70 980 9.90
/Abundance Scan 762 (10.596 min): BF093414.D (-758) (-) #41
2,4,6-Tribromophenol
Concen: 184.32 ng
62 RT: 10.56 min Scan# 759
Refs0 141 Delta R.T. 0.01 min
99 Lab File: BF093621.D
250 Acq: 13 Mar 2017 21:34
91
) 37 111 170 197 201
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 382130
‘Abundance lon Ratio Lower Upper
330 | 330 100
332 97.1 77.4 116.2
141 36.9 34.1 51.1
RaWSO
Abundance |on 329.80 (329.50 to 330.50): E
62 141 22 e 400000] 101 331-80 (331,50 to 332.50): K
37 m 0111 | 170 197 ] 303
0.‘.|‘£..l‘ .‘...l.“l‘..l. ..‘l“....l..‘. 10.56
m/z--> 50 100 150 200 250 300 300000 '
Abundance
330
200000
Sub
50
100000
62 141
222 950 |
o 37 91 111 170 197 301 J )
miz--> 50 100 150 200 250 300 Time--> 10,50 10.60 10.70 10.80
BF093621.D 8270-BF030717.M Tue Mar 14 01:06:21 2017
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/Abundance Scan 634 (9.133 min): BF093414.D (-629) (-) #44
112 2-Fluorobiphenyl
Concen: 115.08 ng
RT: 9.09 min Scan# 630
Refs0 Delta R.T. 0.00 min
Lab File: BF093621.D :
Acq: 13 Mar 2017 21:34 (SellESERI=ERER
39 51 63 74 8% g9 120 133146457
Mz-> o Tgt lon:172 Resp: 1968706
Abundance lon Ratio Lower Upper
172 172 100
171 36.2 29.4 44 .0
170 24 .4 20.2 30.4
RaWSO
Abundance lon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): E
o, 39 51 62 73 85 98109120 133 196457 || 1500000
miz--> 0 60 8|0 %o 1o 14'10 160 180 200 .09
Abundance
172 1000000
Sub
S0 500000
39 51 63 74 85 101 120 133 146157 0 ) L )
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.00 920 940
Abundance Scan 675 (9.602 min): BF093414.D (-672) (-) #50
6 165 2,6-Dinitrotoluene
Concen: 8.53 ng
RT: 9.76 min Scan# 689
Refs0 Delta R.T. 0.19 min
Lab File: BF093621.D
Acq: 13 Mar 2017 21:34
0 181 198 ) )
miz--> 40 60 8 100 120 140 160 180 200 19t lon:165 Resp: 39488
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.3 36.2 54 _4#
89 2.4 40.2 60.4#
RaWSO
Abundance on 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BFQ
o 425 % | 04106118132 146 |
miz--> 5% 8o 100 130 14'10 160 180 200 30000 9.76
Abundance
162
20000
Sub50
10000
80
oL 22 54 66 94 108118 132 146 . -
miz--> 40 60 80 100 120 140 160 180 200 Time-> 940  oY5 980
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Abundance Scan 711 (10.013 min): BF093414.D (-708) (- #56
168 2,4-Dinitrotoluene
Concen: 6.94 ng
RT: 9.76 min Scan# 689
Refs0 Delta R.T. -0.22 min
89 139 Lab File: BF093621.D
63 Acq: 13 Mar 2017 21:34
i 39 51 78 108119150 | 149 180
miz--> 40 60 80 100 120 140 160 180 Tgt lon:165 Resp: 39488
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.3 40.2 60.4#
89 2.4 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 42 ?f ??. L 90 106118 182 146 | 40000 | 1 182.00 (181.70 1o 182.70): E
miz--> 40 ! 80 100 120 140 160 180
Abundance 30000 9.76
162
20000
Sub
50
10000
80
o 42 % 66 90 108118 132 146 0 .
miz--> 4 6 8 100 120 140 160 180 Tme-> 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: BF093621.D
80 o4 160 Acq: 13 Mar 2017 21:34
42 54 66 | | 108118 132 146 || 170 |
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 634170
‘Abundance lon Ratio Lower Upper
188 188 100
94 11.4 10.0 15.0
80 12.3 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 | 1 108118 132 146 || 170 || 800000
miz--> 0 60 8 100 120 140 160 180 11.25
Abundance 600000
188
400000
Sub
50
200000
4 160
oL 4252 66 108118 132 146 170 0 !
miz--> 40 60 8 100 120 140 160 180 Mime-> 1120 1140 '
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/Abundance Scan 783 (10.836 min): BF093414.D (-779) (-) #66
250 4-Bromophenyl-phenylether
Concen: 4.07 ng
RT: 10.55 min Scan# 758
Refs0 141 Delta R.T. -0.24 min
-7 Lab File: BF093621.D
51 115 Acq: 13 Mar 2017 21:34
miz--> 50 100 150 200 250 300 Tgt lon:248 Resp: 27275
‘Abundance lon Ratio Lower Upper
62 330 248 100
250 198.3 76.9 115.3#
141 141 632.8 68.2 102.4#
Rawsg
- Abundance |on 248.00 (247.70 to 248.70): E
37 o 7 250 150000] 197 250-00 (249.70 to 250.70):
oL “"“i‘l I M‘ | !‘”“.'. l“ .‘”“M : }97| . “l“" . .3|03. Ml
m/z--> 50 100 150 200 250 300
Abundance 100000
62 330
Sub_ 141 50000
37 oL, e 2 a0 i?:kié;
197 303
Ol T | T T T T | T T T T T T T T T T T T | T T T T | T T T T 0 T | T T T T | T T T T
miz--> 50 100 150 200 250 300 Time-->  10.50 10.60
/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: BF093621.D
120 Acq: 13 Mar 2017 21:34
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: 480493
‘Abundance lon Ratio Lower Upper
240 240 100
120 10.0 12.9 19.3#
236 26.6 20.9 31.3
Rawsg
Abundance |on 240.00 (239.70 to 240.70): E
5000001 |on 120.00 (119.70 to 120.70): F
120
40 66 g1 1047 133156 180196212 281
o) 400000 13.90
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
240 300000
Sub 200000
50
100000
120 A
ol 52 80 1047 7136 156 180 208993 281 0
mmmmmm 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-->  13.80 1400 14.20
BF093621.D 8270-BF030717.M Tue Mar 14 01:06:23 2017
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BNA_F
ClientSampleld :
COMPOSITE-3-CHAR
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Abundance Scan 961 (12.871 min): BF093414.D (-957) (-) #78
2 Terphenyl-d14
Concen: 86.54 ng
RT: 12.84 min Scan# 958
Ref50 Delta R.T. 0.01 min
Lab File: BF093621.D
Acq: 13 Mar 2017 21:34
of . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 | 19T lon:244 Resp: 1599291
Abundance lon Ratio Lower Upper
244 244 100
212 8.2 6.2 9.2
122 13.0 11.4 17.2
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
120 2000000 |0n 212.00 (211.70 to 212.70): H
miz--> 45 60 80 100 120 140 160 180 200 220 240 260 | 1500000 12.84
Abundance
244
1000000
Sub50
500000
122
oL 405 80 106 "1 160, 198212226 o A )
L L B L L B L B R L IR R R —T T —T T —T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 [Time--> 12.80 13.00
Abundance Scan 1176 (15.328 min): BF093414.D (-1172) (-) #86
204 Perylene-d12
Concen: 20.00 ng
RT: 15.31 min Scan# 1174
Ref50 Delta R.T. 0.02 min
132 Lab File:  BF093621.D
Acq: 13 Mar 2017 21:34
o4 7188 1ﬁ6,” 155 180 204 232 |l 281
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 @ 19t lon:264 Resp: 323798
‘Abundance lon Ratio Lower Upper
264 264 100
260 23.9 19.2 28.8
265 21.4 17.4 26.0
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 3000001 lon 260.00 (259.70 to 260.70): H
40 66 86 M8 156 180 207 2?2 ‘LH 281 | 250000
mz-> 40 60 80 100 150 140 160 180 200 220 240 260 280 15.31
Abundance 200000
264
150000
Sub_, 100000
132 50000
ol 52 7186 116 156 180 204 232 0 \_ .
mwmmmww T T T T T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time->  15.20 15.40 15.60
BF093621.D 8270-BF030717.M Tue Mar 14 01:06:24 2017
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BNA_F

ClientSampleld :
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