Quantitation Report (Not Reviewed)

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\

Data File : BF090984.D

Acq On © 2 Nov 2016 17:18 Instrument :

Operator : UM/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : H5509-18 GW-87-8.4-16.0

ALS Vial : 11 Sample Multiplier: 1

Quant Time: Nov 02 23:11:04 2016

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Nov 01 11:53:50 2016

Response via : Initial Calibration

Internal Standards R.T. Qlon Response Conc Units Dev(Min)
1) 1,4-Dichlorobenzene-d4 6.72 152 160525 20.00 ng -0.03
21) Naphthalene-d8 8.01 136 536475 20.00 ng -0.03
38) Acenaphthene-d10 9.76 164 295343 20.00 ng -0.03
63) Phenanthrene-d10 11.24 188 507454 20.00 ng -0.02
75) Chrysene-di12 13.88 240 406675 20.00 ng -0.02
86) Perylene-di12 15.28 264 353808 20.00 ng -0.02
System Monitoring Compounds
5) 2-Fluorophenol 5.32 112 1009519 109.95 ng -0.01
7) Phenol-d6 6.36 99 929045 75.00 ng -0.03
23) Nitrobenzene-d5 7.29 82 1306145 159.38 ng -0.03
41) 2,4,6-Tribromophenol 10.56 330 516564 170.19 ng -0.02
44) 2-Fluorobiphenyl 9.09 172 1864922 110.88 ng -0.02
78) Terphenyl-dl14 12.84 244 2067456 128.08 ng -0.01
Target Compounds Qvalue
15) Benzyl Alcohol 6.88 79 25930 3.19 ng # 33
19) n-Nitroso-di-n-propylamine 7.29 70 177084 24.73 ng # 55
25) Isophorone 7.29 82 1087162 65.37 ng # 59
27) 2,4-Dimethylphenol 7.77 122 22212 2.95 ng # 12
32) Benzoic acid 7.77 122 22680 4.16 ng # 74
35) Caprolactam 8.44 113 18583 8.60 ng # 68
49) Dimethylphthalate 9.48 163 86355 4.38 ng # 97
50) 2,6-Dinitrotoluene 9.53 165 16216 3.72 ng # 38
56) 2,4-Dinitrotoluene 9.76 165 38374 7.09 ng # 33
66) 4-Bromophenyl-phenylether 10.56 248 32308 5.81 ng # 1

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

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110216\
Data File : BF090984.D

Acq On : 2 Nov 2016 17:18

Operator : UM/SJ

Sample - H5509-18

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Time: Nov 02 23:11:04 2016

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102616.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Nov 01 11:53:50 2016

Response via : Initial Calibration

Abundance TIC: BF090984.D
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Abundance Scan 411 (6.785 min): BF090838.D (-408) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.72 min Scan# 405
Refs0 115 Delta R.T. -0.03 min
52 78 Lab File: BF090984.D
Acq: 2 Nov 2016 17:18
R PN T PYP PR
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 A 19T 1on:152 Resp: 160525
‘Abundance lon Ratio Lower Upper
150 152 100
150 160.7 124.7 187.1
115 76.1 39.0 58.4#
Rawk, 115
5 78 Abundance |on 152.00 (151.70 to 152.70): E
lon 150.00 (149.70 to 150.70): H
oo ere | ¥ e mm |
T T P P T T T T T Y e o e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 1000000
150
Sub 500000
115
50 28
52
e
o %0 61 87 95 124132 0
B L L L L L R L N RN RN LR R T T T T T T T T 1
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 (Time--> 6.70 6.80 '
Abundance Scan 288 (5.379 min): BF090838.D (-285) (-) #5
112 2-Fluorophenol
Concen: 109.95 ng
64 RT: 5.32 min Scan# 283
Refs0 Delta R.T. -0.01 min
92 Lab File: BF090984.D
57 83 Acq: 2 Nov 2016 17:18
o3 %0 | .73 |
mz-> 30 40 50 60 70 8 90 100 110 120 130 | 19t lon:112 Resp: 1009519
‘Abundance lon Ratio Lower Upper
112 100
64 62.3 39.7 59.5#
63 31.1 17.4 26.0#
Rawsg
Abundance |on 112.00 (111.70 to 112.70): E
1200000| 10N 64.00 (63.70 to 64.70): BFQ
o 1000000 5.32
m/z--> 30 40 50 60 70 80 90 100 110 120 130 :
Abundance 800000
112
600000
64
Sub50 400000
5 g3 2 200000
o 39 50 73 130 o ,
miz--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 520 540 560
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Abundance Scan 380 (6.430 min): BF090838.D (-376) (-) #7
do Phenol-d6
Concen: 75.00 ng
RT: 6.36 min Scan# 374
Refs0 Delta R.T. -0.03 min
71 Lab File: BF090984 .D
42 Acq: 2 Nov 2016 17:18
0 - |III| |l|]I |||| e "I' 281 _ _
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 K 19T fon: 99 Resp: 929045
‘Abundance lon Ratio Lower Upper
99 99 100
42 19.2 13.7 20.5
71 36.2 14.2 21.2#
RaW50
71 Abundance Jon 99.00 (98.70 to 99.70): BFQ
4 a00000] 19 4200 (4170 t0 42.70): BFQ
0 130 281
miz-> 40 60 80 100 120 140 160 180 200 220 240 260 280 | 600000 6,36
Abundance
99
400000
Sub
50
71 200000
42
0 130 281 | A .
B O L N R R R R R R R R R R e — T — T —
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 Time--> 6.20 6.40 6.60
Abundance Scan 425 (6.945 min): BF090838.D (-421) (-) #15
1%0 Benzyl Alcohol
Concen: 3.19 ng
RT: 6.88 min Scan# 419
Refs0 115 Delta R.T. -0.02 min
Lab File: BF090984 .D
Acq: 2 Nov 2016 17:18
o 124132
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 =19t lonz 79 Resp: 25930
‘Abundance lon Ratio Lower Upper
150 79 100
108 28.0 88.6 132.8#
77 93.3 47 .0 70.4#
Rawk, 115
. Abundance lon 79.00 (78.70 to 79.70): BFQ
52 30000! lon 108.00 (107.70 to 108.70): E
40 63 87 99107 || 124132 I 25000
Ol prretrrer b et e e o 2y e e 6.8
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 '
Abundance 20000
150
15000
|
Sub_, 115 10000
52 8 5000 A\
0 40 63 87 99107 | 126134 oE A
mwmmmwﬁmm’m T T 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->  6.80 6.90 7.00
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/Abundance Scan 449 (7.219 min): BF090838.D (-444) (-) #19

147 n-Nitroso-di-n-propylamine
70 Concen: 24.73 ng
43 RT: 7.29 min Scan# 455 [l
Ref50 Delta R.T. 0.11 min ?ZII\!A_"ES el
Lab File: BF090984.D KEnEsEmelEtel
130 Acq: 2 Nov 2016 17:18 \SAURIRSESEI
d b er e mr
miz--> 50 100 150 200 250 300 Tgt lon: 70 Resp: 177084
Abundance lon Ratio Lower Upper

) 70 100

42 41.9 63.8 95.6#
101 0.0 9.2 13.8#
Rawgy| 54 130 2.0 27.3 40 .9#

128 Abundance lon 70.00 (69.70 to 70.70): BFO
200000/ 10N 42.00 (41.70 to 42.70): BFQ
ol \ 100 | lon 130.00 (129.70 to 130.70): E
m/z--> 100 150 200 250 300 150000
Abundance 7.29
82
100000
Sub50 o
128 50000 A
O T T T e O
m/z--> 50 100 150 200 250 300 Time-->  7.20 7.25 7.30 7.35 7.40
Abundance Scan 524 (8.076 min): BF090838.D (-520) (-) #21
136 Naphthalene-d8

Concen: 20.00 ng

RT: 8.01 min Scan# 518
Refs0 Delta R.T. -0.03 min

Lab File: BF090984.D

54 68 108 Acq: 2 Nov 2016 17:18

oL 82 T | 188 223 260

et b e S B A ] .

mz-> 40 60 80 100 120 140 160 180 200 220 240 260 | 19T 10N:136 Resp: 536475

Abundance lon Ratio Lower Upper
136 136 100

137 11.3 9.0 13.6
54 4.7 8.2 12.2#
Raw, 68 4.5 5.8  8.6#

Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): H
108 800000
o302 88 Ty lon 68.00 (67.70 to 68.70): BFQ
miz--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance 600000 8.01
136
400000
Sub
50
200000
108
o 40 54 68 g2 0
WTWWWWWWW T T T T I T T T T I T T T T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 Time--> 8.00 8.20
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Abundance Scan 462 (7.367 min): BF090838.D (-458) (-) #23
82 Nitrobenzene-d5
Concen: 159.38 ng
128 RT: 7.29 min Scan# 455
Refs0 54 Delta R.T. -0.03 min
Lab File: BF090984.D
0 %8 Acq: 2 Nov 2016 17:18
ok, 4:2...-'| 62, J ot 90 | 112 L
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tgt lon: 82 Resp: 1306145
Abundance lon Ratio Lower Upper
82 82 100
128 40.1 51.0 76 .6#
54 49.1 47.5 71.3
Raws 54
128 Abundance on 82.00 (81.70 to 82.70): BFQ
o o 1200000| 107 128.00 (127.70 to 128.70): §
o 42 el | 8 | 11211
T T e e e e oo | 1000000 729
miz-> 30 40 50 60 70 80 90 100 110 120 130
Abundance 800000
82
600000
Su b50 54 128 400000
200000
70 98
0'|""ﬁ?"|'“'?}"w""l“'gg""""1%?'}2%"|"“| 0 -
miz—-> 30 40 50 60 70 80 90 100 110 120 130  Time--> 7.20
Abundance Scan 484 (7.619 min): BF090838.D (-480) (-) #25
8 Isophorone
Concen: 65.37 ng
RT: 7.29 min Scan# 455
Refs0 Delta R.T. -0.30 min
Lab File: BF090984.D
s 54 138 Acq: 2 Nov 2016 17:18
miz-—> 0O 20 40 6 8 100 120 140 Tgt lon: 82 Resp: 1087162
Abundance lon Ratio Lower Upper
82 82 100
95 0.1 4.0 6.0#
138 0.0 18.3 27 .5#
Rawsg 54
128 Abundance lon 82.00 (81.70 to 82.70): BFO
o o 1200000 17 95:00 (94.70 10 95.70): BF(Q
42
J |l L | 112
O e | 1000000 7 29
miz--> 0 20 40 60 80 100 120 140 ;
Abundance 800000
600000
Sub_, 400000
200000
e AL S L SO UL UL S AR RARRERARAR RS RA
miz--> 0 20 40 60 80 100 120 140  Time-> 7.20 7.30 7.40 7.50 7.60
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Abundance Scan 495 (7.745 min): BF090838.D (-488) (-) #27
197 122 2,4-Dimethylphenol
Concen: 2.95 ng
RT: 7.77 min Scan# 497
Ref50 Delta R.T. 0.07 min
77 Lab File: BF090984.D
‘ a1 Acq: 2 Nov 2016 17:18
39 51 65
0' - ||| '”||||| 'i II Tt |||84 I||||98I |I| ! | """ '1'39'”' _ _
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T lon:122 Resp: 22212
‘Abundance lon Ratio Lower Upper
105 122 122 100
7 107 0.0 71.8 107.6#
121 0.0 42 .3 63.5#
Rawsg 113
60 Abundance |on 122.00 (121.70 to 122.70): E
12000 lon 107.00 (106.70 to 107.70): K
‘ 131
0 \‘H‘ \‘\H‘\‘M H‘ \H \MM H\ [ L, ‘ 10000
AR NN SRS BARAN RARAN BRAAN BRA 7.77
miz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance 8000
105 122
7 6000
Sub
0 13 4000
51 60 2000
85 o 131
O‘TrmTrmTrrrrrrrrrrrrnTrrrrrrrrrrrrrrrrrrrrrrrrrrrrrrrrn— 0‘...|....|...._|-.L...7|
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 7.70 7.80 7.90
/Abundance Scan 508 (7.893 min): BF090838.D (-498) (-) #32
105 Benzoic acid
77 122 Concen: 4.16 ng
RT: 7.77 min Scan# 497
Refs0 Delta R.T. -0.07 min
51 Lab File: BF090984.D
Acq: 2 Nov 2016 17:18
0 :.3.9 | | 6.3 L] gl? | |
mz-> 30 40 50 60 70 80 90 100 110 120 130 19t lon:122 Resp: 22680
‘Abundance lon Ratio Lower Upper
105 122 122 100
7 105 114.2 76.1 116.1
77 89.7 40.5 80.5#
Rawsg 113
5, 60 Abundance |on 122.00 (121.70 to 122.70): E
43 lon 105.00 (104.70 to 105.70): F
131
0-| ..l‘,‘.“:‘. \‘\H‘\‘M H‘ M\MM IH\ ‘.l. T ‘...l‘....l
m/z--> 30 40 50 60 70 80 90 100 110 120 130 10000
Abundance
105 122
77
Sub 5000
50 113
51 60
131
0 87 94 AL
mz-> 30 40 50 60 70 80 90 100 110 120 130  Time-> 7.0 7.80 7.00 8.0
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80
94 106 118 132 146

Acq:

Abundance Scan 565 (8.545 min): BF090838.D (-558) (-) #35
55 Caprolactam
g5 113 Concen: 8.60 ng
RT: 8.44 min Scan# 556
Refs0 42 Delta R.T. -0.05 min
Lab File: BF090984 .D
67 Acq: 2 Nov 2016 17:18
0,,,,,|.,I,,,,.,|, ||..,,78|.,,,?8,,,.., ) )
miz—> 30 40 50 60 70 80 90 100 110 120 130 140 A 19t lon:113 Resp: 18583
‘Abundance lon Ratio Lower Upper
55 113 100
g5 13 55 123.8 152.4 192.4#
56 94.4 104.6 144.6#
Ravg, 41
Abundance |on 113.00 (112.70 to 113.70): E
67 lon 55.00 (54.70 to 55.70): BFQ
“ ‘ . o 102 13 15000
0.|....l.l‘..“‘i‘l..‘...H”.‘....‘.l‘. ‘....l...ll.......‘.....
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
10000 44
55 g5 113
SUbSO 42 5000 ﬁ \
67 N\
102 133 /\/ » \\\\\ ~~~~~
Ommﬁmﬁ%wm LI L I B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time--> 8.35 8.40 8.45 850 8.55
Abundance Scan 678 (9.836 min): BF090838.D (-674) (-) #38
Acenaphthene-d10
Concen: 20.00 ng
RT: 9.76 min Scan# 671
Refs0 Delta R.T. -0.03 min
Lab File: BF090984 .D

2 Nov 2016 17:18

Tgt lon:164 Resp: 295343
lon Ratio Lower Upper

162 102.8 75.2 112.8

45.0 31.5 47.3

Abundance lon 164.00 (163.70 to 164.70): E
00000 |01 162.00 (161.70 to 162.70): B

9.76

9.70 9.80 9.90

04
miz--> 40 60 80 100 120 140 160 180 200
Abundance
162 164 100
160
RaWSO
80
66
42 54 °7 | 94 108 122134146 || 205 | 250000
T T T T [T T e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 200000
162
150000
Sub
o 100000
30 50000
66
42 54 94 106118 132 146 205
N =t S S MR CaA S S S
miz--> 40 60 80 100 120 140 160 180 200  (Time-->
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Abundance Scan 747 (10.625 min): BF090838.D (-743) () #41
2,4,6-Tribromophenol
Concen: 170.19 ng
RT: 10.56 min Scan# 741 QS
Refs0 Delta R.T. -0.02 min E?A{g el
Lab File: BF090984 .D IEntoamplelos:
Acq: 2 Nov 2016 17:18 \SAURIRSESEI
o ) )
miz--> 50 100 150 200 250 300 Tgt 1on:330 Resp: 516564
Abundance lon Ratio Lower Upper
330 | 330 100
332 95.6 76.6 114.8
141 25.2 29.7 44 . 5#
RaWSO
Abundance lon 329.80 (329.50 to 330.50): E
lon 331.80 (331.50 to 332.50): B
0..,‘.“..l‘ U Y R .m..““....,..‘. 600000
miz--> 50 100 150 200 250 300 10.56
Abundance
330 | 400000
Sub
50 200000
62 141 222
o3 91 111 172 197 2% 303 0 k. ;
miz--> 50 100 150 200 250 300 Time--> 1040  10.60  10.80
Abundance Scan 619 (9.162 min): BF090838.D (-613) () #44
2-Fluorobiphenyl
Concen: 110.88 ng
RT: 9.09 min Scan# 613
Refs0 Delta R.T. -0.02 min
Lab File: BF090984 .D
Acq: 2 Nov 2016 17:18
o 39 51 63 768 109197120 133145100
miz--> 4 60 8 100 120 140 160 180 19t lon:z172 Resp: 1864922
Abundance lon Ratio Lower Upper
172 172 100
171 37.1 26.1 39.1
170 25.1 17.4 26.2
RaWSO
Abundance fon 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): B
39 51 63 76 85 99 109120 133 146 157 w \ 2000000
miz--> 40 ' 80 100 120 140 160 180 9.09
Abundance
Lz 1500000
1000000
Sub
50
500000
o, 39 51 63 76 85 g9 109 120 133 146 157 o ) L, i
miz--> 40 ' 80 100 120 140 160 180 Time->  9.00 9.0  9.40
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Abundance Scan 655 (9.573 min): BF090838.D (-650) (-) #49
163 Dimethylphthalate
Concen: 4.38 ng
RT: 9.48 min Scan# 647
Ref50 Delta R.T. -0.03 min
Lab File: BF090984 .D
27 Acq: 2 Nov 2016 17:18
oL 4152 65 | 92104 120 1?? 149 | 179 194
R UL SURL T T IR S - -
miz--> 40 60 80 100 120 140 160 180 200 19T lon:163 Resp: 86355
Abundance lon Ratio Lower Upper
163 163 100
194 3.1 4.4 6.6#
164 10.2 8.3 12.5
Rawsg
Abundance |on 163.00 (162.70 to 163.70): E
77 100000 10N 194.00 (193.70 t0 194.70): E
Lso% o | 20t w01 g |
i
miz--> 4 60 80 100 120 140 160 180 200 | 0090 9.48
Abundance
163 60000
Sub 40000
50
27 20000
oL 39 %0 64 92104 190 133 4 ,q 194 N B
e A =& ST S mEESSSSSSS
miz--> 40 60 80 100 120 140 160 180 200 [Time-> 9.40 9.45 950 955 9.60
Abundance Scan 660 (9.631 min): BF090838.D (-656) (-) #50
165 2,6-Dinitrotoluene
Concen: 3.72 ng
RT: 9.53 min Scan# 651
Ref50 Delta R.T. -0.06 min
Lab File: BF090984 .D
Acq: 2 Nov 2016 17:18
0 181 196
miz--> 40 60 80 100 120 140 160 180 200 220 240 19t lon:z165 Resp: 16216
‘Abundance lon Ratio Lower Upper
165 165 100
63 0.0 32.3 48 .5#
89 1.8 28.6 43 .0#
Rawsg 57 180
137 Abundance lon 165.00 (164.70 to 165.70): E
43 lon 63.00 (62.70 to 63.70): BFQ
‘ 27 01 10912 | 151 ‘ 193 221
Ok ‘.‘ -l ‘;u \H ‘H‘ ‘ ‘ HHI "“M M\U\I .H.“.‘. \H\I L \” .“. o I‘ : .??6. 20000
miz--> 40 60 80 100 120 140 160 180 200 220 240 9.53
Abundance
165 15000
10000
Sub 180
50 57
137 5000
43 77 91 100%° | 15 193 22
o 236 o~
T T T T P P T T T T e e
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 945 950 9.55
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Abundance Scan 695 (10.031 min): BF090838.D (-691) (-) #56
145

2,4-Dinitrotoluene
89 Concen: _7.09 ng
RT: 9.76 min Scan# 671
Refs0 Delta R.T. -0.23 min
Lab File: BF090984.D
Acq: 2 Nov 2016 17:18
o 182
miz--> 40 60 80 100 120 140 160 180 200 19t lon:165 Resp: 38374
‘Abundance lon Ratio Lower Upper
162 165 100
63 1.2 29.8 44 . 6#
89 1.1 44 .5 66.7#
Raw, 182 0.0 3.0  4.4#
Abundance |on 165.00 (164.70 to 165.70): E
80 lon 63.00 (62.70 to 63.70): BFQ
4 A (.3?. 94 108 122134146 Al H. 205, 400001 | 1 182.00 (181.70 to 182.70): E
miz--> 40 60 8 100 120 140 160 180 200
Abundance 30000 9.76
162
20000
Sub
50
10000
80
o 2% | eaiosus e || 05
miz--> 40 60 8 100 120 140 160 180 200 Mime-> 970 975  9.80 '
Abundance Scan 808 (11.322 min): BF090838.D (-804) (-) #63
188 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.24 min Scan# 801
Refs0 Delta R.T. -0.02 min
Lab File: BF090984.D
80 94 160 Acq: 2 Nov 2016 17:18
0L, 39 52 66 108 132146 | 17
miz--> 40 60 80 100 120 140 160 180 200 220 240 | 19T 10on:188 Resp: 507454
‘Abundance lon Ratio Lower Upper
188 188 100
94 8.3 11.1 16.7#
80 8.8 11.0 16.4#
Rawsg
Abundance lon 188.00 (187.70 to 188.70): E
lon 94.00 (93.70 to 94.70): BFQ
39 52 66 ?\O 9\4 108 1321461‘\(\30173 i 205 233 248
L IR IS UL SIS LA SN SRS LA RS A S B -(010/0(010] 11.24
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
188
400000
Sub50
200000
otz 66 %a0s 13216 Vs | 05 2aoms - _
miz--> 40 60 80 100 120 140 160 180 200 220 240  Time--> 1120 1125 11.30
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