Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122016\
Data File : BF091811.D
Acq On : 20 Dec 2016 11:09 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : H6147-03 KINGSBRIDGE-FB-2-121516
ALS Vial : 28 Sample Multiplier: 1

Quant Time: Dec 20 23:37:39 2016

Quant Method : Z:\HPCHEMI\BNA_F\METHODS\8270-BF121716.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Sat Dec 17 22:53:54 2016

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 6.76 152 218302 20.00 ng -0.01
21) Naphthalene-d8 8.04 136 952446 20.00 ng -0.02
38) Acenaphthene-d10 9.79 164 444411 20.00 ng -0.02
63) Phenanthrene-d10 11.28 188 807230 20.00 ng -0.01
75) Chrysene-di12 13.91 240 699464 20.00 ng -0.02
86) Perylene-di12 15.31 264 574274 20.00 ng -0.02
System Monitoring Compounds
5) 2-Fluorophenol 5.37 112 919076 70.54 ng 0.00
7) Phenol-d6 6.41 99 761246 47.90 ng -0.01
23) Nitrobenzene-d5 7.32 82 1623221 98.28 ng -0.02
41) 2,4,6-Tribromophenol 10.59 330 561401 148.98 ng -0.01
44) 2-Fluorobiphenyl 9.13 172 2544367 115.02 ng -0.01
78) Terphenyl-dl14 12.87 244 2418956 87.32 ng -0.01
Target Compounds Qvalue
9) Benzaldehyde 6.30 77 1470 Below Cal # 81
15) Benzyl Alcohol 6.91 79 24648 2.00 ng # 43
19) n-Nitroso-di-n-propylamine 7.32 70 215734 20.41 ng # 78
25) Isophorone 7.32 82 1406269 44 .63 ng # 65
50) 2,6-Dinitrotoluene 9.79 165 57196 8.99 ng # 31
56) 2,4-Dinitrotoluene 9.79 165 57198 7.19 ng # 20
66) 4-Bromophenyl-phenylether 10.59 248 38498 4_.55 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\BF122016\

Data File : BF091811.D

Acq On : 20 Dec 2016 11:09

Operator : UM/SJ

ﬁ?ggle : H6147-03 KINGSBRIDGE-FB-2-121516
ALS Vial : 28 Sample Multiplier: 1

Quant Time: Dec 20 23:37:39 2016

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121716.M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update Sat Dec 17 22:53:54 2016

Response via Initial Calibration

Abundance TIC: BF091811.D
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Abundance Scan 410 (6.773 min): BF091714.D (-406) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.76 min Scan# 409
Refs0 15 Delta R.T. -0.01 min
Lab File: BF091811.D :
78 FB-2-
5 Acq: 20 Dec 2016 1109 CNSSSRlNEZ PR
ol ..?’ﬁ....ll:.-.?f..,.!'!l,..3.7,...‘??..1.0.7,I.-.=|.,1.2.f‘.,1.?f‘.,..!!'|.'!..,.. _ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 1on=152 Resp: 218302
‘Abundance lon Ratio Lower Upper
150 152 100
150 152.2 124.9 187.3
115 53.6 46.0 69.0
Rawsg
115 Abundance |on 152.00 (151.70 to 152.70): E
78 lon 150.00 (149.70 to 150.70): E
52 400000
oL 40 63 87 99 | 124132 |,
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 510000
Abundance
150
76
200000
Sub
50
115 100000
5 78
oL 40 66 87 96 124132 0 .
mmﬁwmwmm L S N S U O A N B o e |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.70 6.75 6.80 6.85
Abundance Scan 287 (5.367 min): BF091714.D (-283) (-) #5
112 2-Fluorophenol
Concen: 70.54 ng
64 RT: 5.37 min Scan# 287
Refs0 Delta R.T. 0.00 min
0 Lab File: BF091811.D
57 83 Acq: 20 Dec 2016 11:09
0 :?Ig 5|0| | in 73 | |
SRS SRR ¥ A FRVTE TN FRRESS MBS IS . .
mz-> 30 40 50 60 70 8 90 100 110 120 A 19t lon:1l2 Resp: 919076
‘Abundance lon Ratio Lower Upper
112 112 100
64 58.8 46.1 69.1
64 63 30.0 23.8 35.6
Rawsg
Abundance lon 112.00 (111.70 to 112.70): E
57 g3 22 lon 64.00 (63.70 to 64.70): BFQ
1200000
Obr et Al il o el e e
mz-> 30 40 50 60 70 8 90 100 110 120 | 1000000 5.37
Abundance
Lo 800000
600000
64
Sub50 400000
57 g3 2 200000
O 3% 2 iO T T I T T T - =
miz--> 30 40 50 60 70 80 90 100 110 120 [Time--> 530 540 550
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Abundance Scan 379 (6.418 min): BF091714.D (-374) (-) #7
9b Phenol-d6
Concen: 47.90 ng
RT: 6.41 min Scan# 378
Refs0 Delta R.T. -0.01 min
71 Lab File: BF091811.D
42 Acq: 20 Dec 2016 11:09
o 281
mﬁmﬁwﬁw - -
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 K 19T lon: 99 Resp: 761246
‘Abundance lon Ratio Lower Upper
99 99 100
42 16.4 15.6 23.4
71 31.2 27.5 41 .3
RaWSO
- Abundance lon 99.00 (98.70 to 99.70): BFQ
42 lon 42.00 (41.70 to 42.70): BFQ
1000000
0 281
WWWWWWW
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 800000 6.41
Abundance
%P 600000
Sub 400000
50
o n 200000
o 281 //\ A
L B R R B L B N L AR RN R R T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time—> 6.30 6.40 6.50
Abundance Scan 423 (6.921 min): BF091714.D (-419) (-) #15
79 1%0 Benzyl Alcohol
Concen: 2.00 ng
108 RT: 6.91 min Scan# 422
Refs0 Delta R.T. -0.01 min
52 Lab File: BF091811.D
39 | 63 91 17 Acq: 20 Dec 2016 11:09
ool il tl 00 LM a2 My _ _
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 19t lon: 79 Resp: 24648
‘Abundance lon Ratio Lower Upper
150 79 100
108 23.3 61.4 92 .0#
77 103.9 50.9 76.3#
Raw, 115
-8 Abundance lon 79.00 (78.70 to 79.70): BFQ
52 30000] 10N 108.00 (107.70 to 108.70): E
87
Ot O ey 29007 120132 L o500
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 20000 6.91
150
15000
Sub_, 115 10000
52 78 5000 f
ol 40 63 87 99107 | 10m132 / _
m‘mmmm‘m T T T T T T T T T T T T T T TTT
mz—-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.85 690 695
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/Abundance Scan 447 (7.196 min): BF091714.D (-442) (-) #19

w197 n-Nitroso-di-n-propylamine
Concen: 20.41 ng
43 RT: 7.32 min Scan# 458 |[USCINENE
Refs0 Delta R.T.  0.13 min ?ZII\!A_"ES el
Lab File: BF091811.D =] o
i : KINGSBRIDGE-FB-2-121516
sg 130 Acq: 20 Dec 2016 11:09
o 193208 _ _
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 19t lon: 70 Resp: 215734
Abundance lon Ratio Lower Upper

) 70 100

42 48.3 49.4 74 .0#
101 0.0 7.4 11.2#
Raws 54 130 2.0 14.2 21 .4#

128 Abundance lon 70.00 (69.70 to 70.70): BFO
lon 42.00 (41.70 to 42.70): BFQ
98 200000
o 3¢ \ 113 | lon 130.00 (129.70 to 130.70): B
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 150000 7.32
82
100000
Sub 54
50 128
50000
98
38
O‘TnTrrn-p-rnTrrnTrrnTrrnTrrrrrrrrrrrrnTrmTrrnTrmTrmTrr 0""""""I
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 7.20 7.30  7.40

Abundance Scan 523 (8.064 min): BF091714.D (-518) (-) #21

136 Naphthalene-d8

Concen: 20.00 ng

RT: 8.04 min Scan# 521
Refs0 Delta R.T. -0.02 min

Lab File: BF091811.D

Acq: 20 Dec 2016 11:09
> 68 108

5

e ] ]

miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 19T 10N:136 Resp: 952446
Abundance lon Ratio Lower Upper
136 136 100

137 11.5 8.4 12.6
54 8.5 4.5 6.7#
Rawgg 68 7.0 3.6 5.4#%

Abundance lon 136.00 (135.70 to 136.70): E
1500000] lon 137.00 (136.70 to 137.70): E

54 78 108
39 | ‘S 93 | H 281 lon 68.00 (67.70 to 68.70): BFQ

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance 1000000 8.04

136

o

Sub_, 500000

108

54
76
O#WW%TWWWW# 0|||||||IIII|IIII|IIII|IIII

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 [Time--> 7.90 8.00 8.10 8.20 8.30
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/Abundance Scan 460 (7.344 min): BF091714.D (-451) (-) #23

82 Nitrobenzene-d5
Concen: 98.28 ng
RT: 7.32 min Scan# 458
Ref50 54 128 Delta R.T. -0.02 min
Lab File: BF091811.D :
0 . Acq: 20 Dec 2016 1109 CNSSSRlNEZ PR
42
0 ""||"|I|"|6'2'"||"!|=||"%0””||””]|':!"2”||"nllllll _ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 82 Resp: 1623221
‘Abundance lon Ratio Lower Upper
82 82 100
128 40.3 34.6 52.0
54 50.3 39.5 59.3
RaWSO 54
128 |Abundance on 82.00 (81.70 to 82.70): BFO
lon 128.00 (127.70 to 128.70): E
42 0 %8
o | 62 9 | 112119
- N 73
miz--> 30 40 50 60 70 80 90 100 110 120 130 1000000
Abundance
82
Sub 54 500000
50 128 [
70 98
o 42 62 90 112119 L
L B O B B L L B B L B R RN R R R R R R T T T T T T[T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130  Time->  7.20 7.30 7.40 7.50 7%0

/Abundance Scan 483 (7.607 min): BF091714.D (-478) (-) #25

8p Isophorone

Concen: 44 _63 ng

RT: 7.32 min Scan# 458

Refs0 Delta R.T. -0.29 min
Lab File: BF091811.D
39 54 o 138 Acq: 20 Dec 2016 11:09
0 'v"'h'ﬂql“J“'v'§Z|7ﬂ“ﬁI'“l'J"}QQ%}Q"'%?ﬁ'l"“l"'w
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 Tgt lon: 82 Resp: 1406269
Abundance lon Ratio Lower Upper
82 82 100

95 0.0 5.6 8.4#
138 0.0 14.6 22.0#

RaWSO 54
128 Abundance lon 82.00 (81.70 to 82.70): BFO
lon 95.00 (94.70 to 95.70): BFQ
42 [ %8
0 N 62 L 90 \ 112120 ‘
L et R 730
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 1000000
Abundance
82
Sub 54 500000
50 128
70
42 %8
o 62 90 112120 0 _
ﬁwmmwwmm |||||llll|llll|llll|ll
mz-> 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 676 (9.813 min): BF091714.D (-672) (-) #38

16 Acenaphthene-d10
Concen: 20.00 ng

RT: 9.79 min Scan# 674
Refs0 Delta R.T. -0.02 min
Lab File: BF091811.D
Acq: 20 Dec 2016 11:09

KINGSBRIDGE-FB-2-121516

2
94 106 118 132 146

o! . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:164 Resp: 444411
‘Abundance lon Ratio Lower Upper
162 164 100
162 103.4 80.2 120.2
160 45.6 36.9 55.3
RaWSO
Abundance lon 164.00 (163.70 to 164.70): E
80 lon 162.00 (161.70 to 162.70): H
66
L2 . 92 106118 182 146 ||| 191 206 | 400000
T L
miz--> 40 60 80 100 120 140 160 180 200 9,79
Abundance 300000
162
200000
Sub
50
80 100000
66
. 42 54 100 118 132 146 191 206 -
T o e MM LS LU B e
miz--> 40 60 80 100 120 140 160 180 200  Mme-> 970 980  9.90
Abundance Scan 745 (10.602 min): BF091714.D (-741) (-) #41
3

2,4,6-Tribromophenol
Concen: 148.98 ng

RT: 10.59 min Scan# 744
Delta R.T. -0.01 min
Lab File: BF091811.D
Acq: 20 Dec 2016 11:09

Refs0

0 . .
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 561401
‘Abundance lon Ratio Lower Upper
330 | 330 100
332 94.9 77.4 116.2
141 39.4 34.1 51.1
R aWSO
141 Abundance lon 329.80 (329.50 to 330.50): E
lon 331.80 (331.50 to 332.50): E
250
91 111 170
ol / ‘ by 197 M J 301 i 600000
Ay IO il 10.50
miz--> 150 200 250 300
Abundance
330 400000
Su b50
200000
62 141
222
250
37 91111 170 1g7 301 ‘ L, )
O T e S e
miz--> 50 100 150 200 250 300 Time--> 10.60 10.80
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/Abundance Scan 617 (9.139 min): BF091714.D (-611) (-) #44
2-Fluorobiphenyl
Concen: 115.02 ng
RT: 9.13 min Scan# 616
Ref50 Delta R.T. -0.01 min
Lab File: BF091811.D
g5 Acq: 20 Dec 2016 11:09
miz--> 40 60 8 100 120 140 160 180 19t Bon:172 Resp: 2544367
‘Abundance lon Ratio Lower Upper
172 172 100
171 36.8 29.4 44 .0
170 25.1 20.2 30.4
Rawsg
Abgndance fon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70):
39 50 63 75 85 g9 19 120 133;,,152 W\ 2500000
miz--> 0 s 8b 100 120 140 160 180 9.13
Abundance 2000000
172
1500000
Su b50 1000000
500000
39 50 63 75 85 g9 109 120 133142152 o / L )
mz--> 40 i 80 100 120 140 160 180 Mime-> 9.0 9.0  9.40
Abundance Scan 658 (9.607 min): BF091714.D (-654) (-) #50
165 2,6-Dinitrotoluene
Concen: 8.99 ng
RT: 9.79 min Scan# 674
Ref50 Delta R.T. 0.18 min
Lab File: BF091811.D
Acq: 20 Dec 2016 11:09
o 181
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:165 Resp: 57196
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.3 36.2 54 _4#
89 1.3 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): BFQ
54 66
Oy i 82 206118 7 146 ||| 191 205 | 50000
miz--> 40 60 80 100 120 140 160 180 200 9.79
Abundance 40000
162
30000
Sub_, 20000
80 10000
66
o % o4 100 118 132 146 191 206 ol -
m/z--> 40 60 80 100 120 140 160 180 200  ITime--> 9.75 9.80 '

BF091811.D 8270-BF121716.M
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/Abundance Scan 693 (10.007 min): BF091714.D (-688) (-) #56
168 2,4-Dinitrotoluene
89 Concen: 7.19 ng
RT: 9.79 min Scan# 674
Refs0 63 139 Delta R.T. -0.22 min
Lab File: BF091811.D
39 51 78 119 Acq: 20 Dec 2016 11:09
107 || 150 182
0! el I| 'I ; e R R R R
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:165 Resp: 57198
Abundance lon Ratio Lower Upper
162 165 100
63 1.3 40.2 60.4#
89 1.3 62.5 93.7#
Ravg, 182 0.0 1.8  2.8#
Abundance [on 165.00 (164.70 to 165.70); E
80 lon 63.00 (62.70 to 63.70): BFQ
ol .4?.?“.1 ﬁ‘ | 92 106118 1° 132 146 ||| 191 205 | 60000} 0n 182,00 (181.70 to 182.70): E
miz--> 4 60 8 100 120 140 1éo 180 200
Abundance 9.79
162 40000
Sub
50 20000
80
42 54 00 100 118 132 146 101
O e “"w"wam” T T T T[T T
miz--> 40 60 8 100 120 140 160 180 200  Mime--> 975 980  9.85
/Abundance Scan 805 (11.287 min): BF091714.D (-801) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.28 min Scan# 804
Refs0 Delta R.T. -0.01 min
Lab File: BF091811.D
80 g4 Acq: 20 Dec 2016 11:09
ol 42 5 %0 | | 108us 132 146 il sl
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 807230
‘Abundance lon Ratio Lower Upper
188 188 100
94 10.1 10.0 15.0
80 10.9 11.2 16.8#
Rawsg
Abundance [on 188.00 (187.70 to 188.70); E
1200000 lon 94.00 (93.70 to 94.70): BFQ
25 66 0 % 1os118 132 146 170 \
o252 0 . 108118 132 146 170Ul | 1000000 1128
miz-—-> 40 60 80 100 120 140 160 180
Abundance 800000
188
600000
Sub_, 400000
200000 L
4 160
ol 4252 © | 108118 132 146 | 170 | -
miz--> 4 60 80 100 120 140 160 180 ime-> 1120 11.40
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Abundance Scan 766 (10.842 min): BF091714.D (-762) (-) #66
141 248 4-Bromophenyl-phenylether
77 Concen: 4.55 ng
RT: 10.59 min Scan# 744 [USCInE)Is
Refso, o, Delta R.T. -0.25 min BNA_F
115 Lab File: BF091811.D  SEUICEE
168 Acq: 20 Dec 2016 11-09 KINGSBRIDGE-FB-2-121516
0 5 adiss 200 _ _
miz--> 50 100 150 200 250 300 Tgt lon:248 Resp: 38498
Abundance lon Ratio Lower Upper
330 | 248 100
250 194.8 76.9 115.3#
141 474.5 68.2 102.4#
Rawg
62 141 Abundance |on 248.00 (247.70 to 248.70): E
299 lon 250.00 (249.70 to 250.70): §
250
37 | H 9\‘1 1l \‘ 110 197 mﬂ \‘\ 301 200000
oLl PN R N b il
miz--> 50 100 150 200 250 300
Abundance 150000
330
100000
Sub
50
62 141 50000
222
250
37 9111 170 g7 301
ob e g e g W e T
miz--> 50 100 150 200 250 300 Time--> 1055 10.60 10.65
Abundance Scan 1036 (13.928 min): BF091714.D (-1031) (-) #75
149 240 Chrysene-d12
Concen: 20.00 ng
RT: 13.91 min Scan# 1034
Ref50 Delta R.T. -0.02 min
Lab File: BF091811.D
57 104120 Acq: 20 Dec 2016 11:09
41 76
o’ . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 A 19T 10n:240 Resp: 699464
‘Abundance lon Ratio Lower Upper
240 240 100
120 15.6 12.9 19.3
236 26.1 20.9 31.3
Rawsg
Abundance lon 240.00 (239.70 to 240.70): E
8000001 |on 120.00 (119.70 to 120.70): F
120
o.42 58 78 149165 184 208373 282
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 600000 13.91
Abundance
240
400000
Sub
50
200000
120 \
o 52 6 104 149 165 182197212 281 0 ] _
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time-> 13.80 13.90 1400 14.10

BF091811.D 8270-BF121716.M
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Abundance Scan 944 (12.876 min): BF091714.D (-938) (-) #78
244 | Terphenyl-d14
Concen: 87.32 ng
RT: 12.87 min Scan# 943 QBT CEHIE
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File:” Bro91811.D Gl CREEERINE
Acq: 20 Dec 2016 11:09
136 160 194195212226
of . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 | 19T lon:244 Resp: 2418956
Abundance lon Ratio Lower Upper
244 244 100
212 7.6 6.2 9.2
122 14.6 11.4 17.2
Rawsg
Abundance |on 244.00 (243.70 to 244.70): E
lon 212.00 (211.70 to 212.70): §
122 160 212
41546780 106 | 136 0 184108712226 | | 2000000
T T T T T T T e
miz--> 40 60 80 100 120 140 160 180 200 220 240 12.87
Abundance 1500000
244
1000000
Sub
50
500000
122
39 56780 106 136 190 1g4108%12226 o A )
i L T T | L T
m/z--> 40 60 80 100 120 140 160 180 200 220 240  Time--> 12.80 13.00
Abundance Scan 1159 (15.334 min): BF091714.D (-1154) (-) #86
264 Perylene-d12
Concen: 20.00 ng
RT: 15.31 min Scan# 1157
Refs0 Delta R.T. -0.02 min
Lab File: BF091811.D
132 Acq: 20 Dec 2016 11:09
ol 44 64 90 | M 153 180 204 232 ,u
B e e e . .
miz--> 50 100 150 200 250 300  3so 19t lon:264 Resp: 574274
‘Abundance lon Ratio Lower Upper
264 264 100
260 24 .2 19.2 28.8
265 21.4 17.4 26.0
Rawsg
Abundance |on 264.00 (263.70 to 264.70): E
132 600000] 10N 260.00 (259.70 to 260.70): E
232
o 78 104, “.‘ 156180 207292 283 355 | 500000 1541
m/z--> 50 100 150 200 250 300 350 '
Abundance 400000
264
300000
Sub_, 200000
132 100000
0,44 66 102 151 180 208 232 352 0 _
m/z--> 50 100 150 200 250 300 350 Time->  15.20 15.40
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