Quantitation Report (Not Reviewed)

Data Path
Data File BF096261.D
Aca On 28 Jun 2017 20:42

Sampl
Misc

ALS Vial

Quant Time:

Operator ; SJ/MA

e 13852-14 10X

Jun 29 01:37:24 2017

20 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\DATA\BF062817\

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M

Quant Title

QOLast Update ; Wed Jun 28 15:41:49 2017

Respo

Inte

nse via

rnal Standards

Initial Calibration

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Qlon Response Conc Units Dev(Min)

1
21)
38)
63)
75)
86)

1.4-Dichlorobenzene-d4
Naphthalene-d8
Acenaphthene-d10
Phenanthrene-di10
Chrysene-di12
Perylene-d12

Svstem Monitorina Compounds

5)
7
23)
41)
44)
78)

Tara
92)
25)
32)
50)
56)
57)
70)

2-Fluorophenol
Phenol-d6
Nitrobenzene-d5
2.4.6-Tribromophenol
2-Fluorobiphenvl
Terphenyl-dl14

et Compounds
Benzaldehyde
Isophorone
Benzoic acid
2.,6-Dinitrotoluene
2.,4-Dinitrotoluene
Fluorene
Phenanthrene

152 148553 20.00 ng 0.00
136 588238 20.00 ng 0.00
164 228964 20.00 ng 0.00
188 377891 20.00 ng 0.00
240 352940 20.00 ng 0.01
264 257943 20.00 ng 0.02
112 97051 9.41 na 0.00
99 149388 11.96 na 0.01

82 75448 8.88 na -0.02

330 7789 4.32 na 0.00
172 140298 11.22 na -0.01
244 114205 8.07 ng 0.00
Qvalue

77 2243 Below Cal 85

82 75446 3.91 ng # 67

122 106 8.80 ng # 1
165 29747 8.73 nag # 33
165 29747 6.92 ng # 33
166 2029 Below Cal # 89
178 19086 Below Cal 97

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096261.D

Aca On : 28 Jun 2017 20:42

Operator : SJ/MA

Sample : 13852-14 10X

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Time: Jun 29 01:37:24 2017

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF062717_M
Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION
OLast Update Wed Jun 28 15:41:49 2017

Response via Initial Calibration

Abundance TIC: BF096261.D
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Abundance Scan 659 (5.763 min): BF094444.D (-653) (-) #1

150.0 1.4-Dichlorobenzene-d4
Concen: 20.00 na
RT: 6.78 min Scan# 798
Ref50 1150 Delta R.T. -0.00 min
28.0 ' Lab File: BF096261.D
52.0 Acq: 28 Jun 2017 20:42
o9 L 880 ll 290 Ml tor Resn: 14
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10T lon:152 Resp: 8553
‘Abundance lon Ratio Lower Upper
150.0 152 100
150 159.2 126.2 189.2
115 66.0 52.2 78.2
Ravgo 115.0
52.0 ' Abundance |on 152.00 (151.70 to 152.70): E
81 lon 150.00 (149.70 to 150.70): B
40.0
0 .,...:;....;.l:.,‘?‘.‘:?,..‘l.,...‘.,..9?,9...,...‘.,...1.?.1.9.,.... e | 300000
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
15p.0 200000 .
Sub
50 115.0 100000
52.0 78.1
o 40.0 64.9 99.0 131.9 -
LR N B R R NN R RN RN RS R L e e R
m/z-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 6.74 6.76 6.78 6.80 6.82

Abundance Scan 411 (4.304 min): BF094444.D (-406) (-) #5
11p.0 2-Fluorophenol
Concen: 9.41 ng
64.0 RT: 5.39 min Scan# 561
Ref50 Delta R.T. 0.01 min
920 Lab File:  BF096261.D
83.0 Acq: 28 Jun 2017 20:42
0 :?ﬁl ﬁz?ol min 73.0 Ll |
mz-> 30 40 50 60 70 8 90 100 110 1z0 | 19t fon:112 Resp: 97051
Abundance lon Ratio Lower Upper
112.0 112 100
64 64.2 46.0 69.0
64.0 63 28.1 23.4 35.0
RaWSO
020 Abundance lon 112.00 (111.70 to 112.70): E
3.0 : 150000] 10N 64-00 (63.70 to 64.70): BFQ
20 @0 | | o |
0'I”'lP"W"”I'”'I”"P*'W'”'I”" T 5.39
m/z--> 30 40 70 80 90 100 110 120 ;
Abundance 100000
112.0
64.0
Sub_, 50000
92.0
83.0
39.0 50.0 74.0
0'I""I""I""I""I""I""I""I""""" 0"I""I""IT
nm/z--> 30 40 50 60 70 80 90 100 110 120 [Time--> 5.35 5.40 5.45
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Abundance Scan 596 (5.392 min): BF094444.D (-589) (-) #H7
9d.1

Phenol-d6
Concen: 11.96 na
RT: 6.40 min Scan# 734
Refs0 Delta R.T. 0.01 min
711 Lab File: BF096261.D
42.1 Acq: 28 Jun 2017 20:42
ol T 82, oa ong] _ _
miz--> 30 40 50 60 70 80 90 100 Tat lon: 99 Resp: 149388
‘Abundance lon Ratio Lower Upper
99.1 99 100
42 17.7 13.5 20.3
71 26.0 24.5 36.7
Rawsg
Abundance on 99.00 (98.70 to 99.70): BF(
421 711 lon 42.00 (41.70 to 42.70): BFQ
54.
0 1l “\0‘62-0‘ || 800 il 200000
L SRR UL LI SUR LI SURELELS UL AU AU BRI 6.40
miz--> 30 40 50 60 70 8 90 100
Abundance 150000
99.1
100000
Sub
50
11 50000
42.0 “
o 540 60 80.0 0 4 _
miz--> 0 40 5 60 70 8 90 100 ' Hime—> 6.5 6.40 6.45
/Abundance Scan 914 (7.263 min): BF094444.D (-907) (-) #21
136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.06 min Scan# 1016
Refs0 Delta R.T. 0.01 min
Lab File: BF096261.D
540 108.1 Acq: 28 Jun 2017 20:42
ol i e A898 2228
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt 1on:136 Resp: 588238
‘Abundance lon Ratio Lower Upper
136.1 136 100
137 11.3 8.5 12.7
54 11.1 4.9 7.3#
Raw, 68 7.0 4.1  6.1#
Abundance lon 136.00 (135.70 to 136.70): E
lon 137.00 (136.70 to 137.70): H
54.0 108.1
R RV Y 1000000 5, 68,00 (67.70 to 68.70): BFO
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance 800000 8.06
136.1
600000
Sub50 400000
200000
54.0
) gpq 1081 .
miz--> 40 60 80 100 120 140 160 180 200 220  Mime-> 800 805 810
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/Abundance Scan 770 (6.416 min): BF094444.D (-763) (-) #23
2. Nitrobenzene-d5
Concen: 8.88 na
RT: 7.33 min Scan# 892
ReTs0 541 128.1 Delta R.T. -0.02 min
Lab File: BF096261.D
701 %81 Acq: 28 Jun 2017 20:42
0|4i2|1||| |"" |'I' |||1|121|'|| - -
mz-> 30 40 50 60 70 80 90 100 110 120 130 Tat lon: 82 Resp: 75448
‘Abundance lon Ratio Lower Upper
82.1 82 100
128 40.3 34.0 51.0
54.0 54 63.2 42 .2 63.2
Rawso 128.1
- Abundance lon 82.00 (81.70 to 82.70): BF(
lon 128.00 (127.70 to 128.70): H
42.1 70.1 98.1 1120
Y A O /NN e NN N 7 33
miz--> 30 40 50 60 70 80 90 100 110 120 130 100000 i
Abundance
82.1
54.0
Sub 50000
50 128.1 /\
42.1 70.1 98.1 \
memm#vz—v?wm 0..|....|....=|
miz--> 30 40 50 60 70 80 90 100 110 120 130  Time-> 7.30 7.35
/Abundance Scan 823 (6.728 min): BF094444.D (-815) (-) #25
82.0 Isophorone
Concen: 3.91 ng
RT: 7.33 min Scan# 892
Ref50 Delta R.T. -0.26 min
Lab File: BF096261.D
39.1  54.1 138.1 Acq: 28 Jun 2017 20:42
0 A 8 91 1101 1231
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 19t lon: 82 Resp: 75446
‘Abundance lon Ratio Lower Upper
82.1 82 100
95 0.0 5.3 7.9#
54.0 138 0.0 13.1 19.7#
Raso 128.1
- Abundance lon 82.00 (81.70 to 82.70): BF(Q
lon 95.00 (94.70 to 95.70): BFQ
42.1 ?1 %11u0
0 'I""I""'I'""I""I""I AR L LA s 7.33
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 100000
Abundance
82.1
54.0
Sub 50000
0 128.1
42.1 70.1 98.1 1120
memmmrrwmm 0lilll T T | T T T l=
miz--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 7.30 7.35
BF096261.D 8270-BF062717 .M Thu Jun 29 01:37:43 2017
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Abundance Scan 881 (7.069 min): BF094444.D (-861) (-) #32

105.0 1220 Benzoic acid
77.0 Concen: 8.80 na
RT: 7.77 min Scan# 967
Refs0 Delta R.T. -0.11 min
51.0 Lab File: BF096261.D
Acq: 28 Jun 2017 20:42
ot Il eso 940 !
mz-> 30 40 50 60 70 80 90 100 110 120 130 10t lon:122 Resp: 106
‘Abundance lon Ratio Lower Upper
44.0 122 100
105 0.0 103.3 143.3#
77 0.0 73.7 113.7#
RaWSO
Abund lon 122.00 (121.70 to 122.70): E
54.9 fg&?mn 105.00 E104 70 to 105. 703 B
I
e ..,..l.\,....\,u...,\.w..,.... b
m/z--> 30 50 70 80 90 100 110 120 130
Abundance 1000
40.1  54.9 72.9 84.1 121.9
Sub50 500
7.77
O S NLR L IR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 Mme-> 7.76 7.7  7.78  7.79

/Abundance Scan 1277 (9.398 min): BF094444.D (-1270) (-) #38
1621 Acenaphthene-d10
Concen: 20.00 ng
RT: 9.82 min Scan# 1314
Refs0 Delta R.T. 0.01 min
Lab File: BF096261.D
Acq: 28 Jun 2017 20:42
ol A0 Ll t0e1  PSRhaen ]
miz--> 40 60 8 100 120 140 160 180 | 19t lon:164 Resp: 228964
‘Abundance lon Ratio Lower Upper
164.2 164 100
162 99.4 82.6 123.8
160 44 .6 36.2 54.2
RaWSO
Abundance lon 164.00 (163.70 to 164.70); E
80.1 400000! lon 162.00 (161.70 to 162.70): f
)80, 520 80 | asries ey ||| pay
miz-—-> 40 60 80 100 120 140 160 180 300000 9.82
Abundance
164.2
200000
Sub
50
100000
80.1
o280 2070 | 1060109131 || 1701 /S N
miz--> 40 60 80 100 120 140 160 180 (Time--> 9.80 9.85
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/Abundance Scan 1443 (10.374 min): BF094444.D (-1436) (-) #41
2.4.6-Tribromophenol
Concen: 4.32 na
RT: 10.60 min Scan# 1447QENChis
Ref50 Delta R.T. 0.01 min e _
Lab File: BF096261.D  lElSLlIECE
Acq: 28 Jun 2017 20:42
o . .
mz--> 50 100 150 200 250 300 Tat Ton:330 Resn: 7789
‘Abundance lon Ratio Lower Upper
3208 | 330 100
332 96.5 76.6 115.0
141 43.8 31.4 47 .2
Raw,| 440
Abundance |on 329.80 (329.50 to 330.50): E
lon 331.80 (331.50 to 332.50): H
182.1 221.924‘9.8
0! ..”‘.... ..‘.
mz--> 50 100 150 200 250 300 10000 10.60
Abundance
329.8
Sub 5000
S0 620
140.9
91.0 181.0 221.9249.8
OI T | T T T T | L T T | T T T T | T T T T | T T T T | T T T 0 T T AI/ T | T T T T
m'z--> 50 100 150 200 250 300 Time--> 10.60
/Abundance Scan 1139 (8.586 min): BF094444.D (-1130) (-) #44
1721 2-Fluorobiphenyl
Concen: 11.22 ng
RT: 9.14 min Scan# 1199
Ref50 Delta R.T. -0.01 min
Lab File: BF096261.D
Acq: 28 Jun 2017 20:42
o 80 990 1157 1331 1521
miz--> 4 60 8 100 120 140 160 180 19t lon:172 Resp: 140298
‘Abundance lon Ratio Lower Upper
1721 172 100
171 35.1 29.6 44 .4
170 23.7 19.8 29.8
Rawsg
Abundance |on 172.00 (171.70 to 172.70): E
lon 171.00 (170.70 to 171.70): H
o 500 650, 0 soorse 1m0 1 || oo
miz--> 40 60 80 100 120 140 160 180 9.14
Abundance 150000
172.1
100000
Sub
50
50000 N
ol 390 630 85.0 999 1150 1330 1521 0 // \ .
mes @8 ibo o U 10 180 mmes oo als |
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/Abundance Scan 1237 (9.163 min): BF094444.D (-1231) (-) #50
165.0 2.6-Dinitrotoluene
Concen: 8.73 na
891 RT: 9.82 min Scan# 1314
Refs0 63.0 | Delta R.T. 0.21 min
: 148.0 Lab File: BF096261.D
391 1040 121.0 : Acq: 28 Jun 2017 20:42
o ' ,,.|||,,,.|, ) ae20 _ _
miz--> 40 60 80 100 120 140 160 180 | 19t lon:l6s Resp: 29747
‘Abundance lon Ratio Lower Upper
164.2 165 100
63 1.4 34.3 51.5#
89 1.1 37.1 55.7#
Rawsg
Abundance |on 165.00 (164.70 to 165.70): E
80.1 £0000] 101 63-00 (62.70 to 63.70): BFQ
0380520 °77 | 9411081 18211461 |/ 1701
e e e s
miz--> 40 100 120 140 160 180 40000 9.82
Abundance
164.2 30000
Sub 20000
50
801 10000
0L38.0 520 68.0 106.0 1341 179.1 ol N
R o e B T T ——
miz--> 40 80 100 120 140 160 180  [Time--> 9.80 9.85
/Abundance Scan 1321 (9.657 min): BF094444.D (-1314) (-) #56
168.1 2,4-Dinitrotoluene
Concen: 6.92 ng
RT: 9.82 min Scan# 1314
Refs0 Delta R.T. -0.19 min
139.1 Lab File: BF096261.D
60 290 Acg: 28 Jun 2017 20:42
0 41.0 L .|. Ll I..|I :1'05'0:|I.-1I9.0 | 183.0
e e e S S . .
miz--> 0 60 8 100 120 140 160 180 | 19t lon:l65 Resp: 29747
‘Abundance lon Ratio Lower Upper
164.2 165 100
63 1.4 25.4 38.0#
89 1.1 46.4 69.6#
Rawik, 182 0.0 1.8 2.6#
Abundance |on 165.00 (164.70 to 165.70): E
80.1 60000 lon 63.00 (62.70 to 63.70): BFQ
66.0
0 421 70 108.1  132.1146.1 J‘M\ 179.1 50000] lon 182.00 (181.70 to 182.70): E
T e e o o T T S
m/z--> 40 80 100 120 140 160 180
Abundance 40000 9.82
164.2
30000
Sub_, 20000
80.1 10000
0 42.1 66.0 106.0 134.1 179.1 0
miz--> 40 A 80 100 120 140 160 180  Mime> " 980 985

BF096261.D 8270-BF062717.M

Thu Jun 29 01:37:44 2017

Instrument :
BNA_F
ClientSampleld :
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/Abundance Scan 1392 (10.074 min): BF094444.D (-1384) (-) #57
16p.1 Fluorene
Concen: Below Cal
RT: 10.36 min Scan# 1407 Qi
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF096261.D sAEUEEBIECE
Acq: 28 Jun 2017 20:42
o! . .
miz--> 40 60 80 100 120 140 160 180 200 Tat 1on:166 Resp: 2029
‘Abundance lon Ratio Lower Upper
44.0 166 100
165 88.8 78.8 118.2
166.1 167 22.6 10.6 16.0#
Rawsg
co1 Abundance lon 166.00 (165.70 to 166.70); E
95.0 lon 165.00 (164.70 to 165.70): F
L s L
| T M\wm T | 3000
miz--> 40 60 80 100 120 140 160 180 200 10.36
Abundance
166.1 2000
Sub
50 1000
82.0
39.9 123.2 / \
57.0
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII L L L IIII=
miz--> 4 60 8 100 120 140 160 180 200  Mime-> 1032 1034 1036 10.38 |
/Abundance Scan 1587 (11.221 min): BF094444.D (-1579) (-) #63
188.2 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.29 min Scan# 1565
Refs0 Delta R.T. 0.01 min
Lab File: BF096261.D
o1 160.1 Acq: 28 Jun 2017 20:42
ol 220 680 | TiT0e0 1321 Ml
miz--> 40 60 80 100 120 140 160 180 Tgt lon:188 Resp: 377891
‘Abundance lon Ratio Lower Upper
188.2 188 100
94 14.3 9.4 14 .2#
80 14.9 10.2 15.2
Rawsg
Abundance [on 188.00 (187.70 to 188.70); E
lon 94.00 (93.70 to 94.70): BFQ
80.1 160.1
420 640 | ho20 1321 P 500000
AR N N N e 11.29
miz-—-> 40 80 100 120 140 160 180 400000
Abundance
188.2 300000
Sub 200000
50
100000
80.1 160.1
o 52.0 100.0116.0132.1 -
miz--> 40 ' 80 100 120 140 160 180 ' Hime--> 1125 1130  11.35

BF096261.D 8270-BF062717.M

Thu Jun 29 01:37:45 2017
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/Abundance Scan 1592 (11.251 min): BF094444.D (-1583) (-) #70
178.1 Phenanthrene
Concen: Below Cal
RT: 11.32 min Scan# 1569[QEtiylhis
Ref50 Delta R.T. -0.01 min BNA_F _
Lab File: BF096261.D  juElSLlIECE
260 1521 Acq: 28 Jun 2017 20:42
o 50.0 . | ] 99.0 126.0 i .
miz--> 4 60 8 100 120 140 160 180 200 10t lon:178 Resp: 19086
‘Abundance lon Ratio Lower Upper
178.1 178 100
176 19.8 16.2 24.4
179 18.5 12.6 19.0
RaWSO
Abundance |on 178.00 (177.70 to 178.70): E
44.0 . 30000 on 176.00 (175.70 to 176.70): B
- 97.0 152.1
S Y OO N . 3
miz--> 40 60 80 100 120 140 160 180 200 1132
Abundance 20000
178.1
15000
Sub_ 10000
5000
0 41.0 57.0 95.0 111.2126.1 1521 195.1 0 _ '/A LA
S e = L e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.25 1130 1135
/Abundance Scan 2139 (14.468 min): BF094444.D (-2131) (-) #75
24p.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.93 min Scan# 2013
Refs0 Delta R.T. 0.01 min
Lab File: BF096261.D
120.1 Acq: 28 Jun 2017 20:42
0 170.1 208.1
. I T T T T I T T T T I T - -
miz--> 50 100 150 200 250 300 350 19t 1on:240 Resp: 352940
‘Abundance lon Ratio Lower Upper
240.2 240 100
120 15.6 5.8 8.8#
236 23.4 20.5 30.7
RaW50
Abundance |on 240.00 (239.70 to 240.70): E
lon 120.00 (119.70 to 120.70): H
120.1
550 08.1 500000
ol 2200, Lo e vinil (2712 318.2348.1
m/z--> 50 100 150 200 250 300 350 400000 13.93
Abundance
240.2 300000
Sub 200000
50
100000
120.1 A
ol420 780 156.1  208.1 272.1303.2332.1 ol N
e L ==—————
miz--> 50 100 150 200 250 300 350 [Time--> 13.90 1400

BF096261.D 8270-BF062717.M
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/Abundance Scan 1923 (13.198 min): BF094444.D (-1914) (-) #78
244.2 Terphenvl-dl4
Concen: 8.07 na
RT: 12.87 min Scan# 1834QELiChis
Ref50 Delta R.T. 0.01 min BNA_F _
Lab File: BF096261.D  silEcllIEEE
122.1 160.1 Acq: 28 Jun 2017 20:42
54.1 80.1 Ligaq 2122
mz-> 40 60 80 100 120 140 160 180 200 220 240 260 Tat lon:244 Resp: 114205
‘Abundance lon Ratio Lower Upper
244.2 244 100
212 6.6 6.0 9.0
122 16.4 10.3 15_.5#
Rawsg
Abundance lon 244.00 (243.70 to 244.70): E
o 21 s lon 212.00 (211.70 to 212.70): B
0 I 8%'1\\ L, ! il 184.1 | HMH 274.2 150000
SRR 7T PN PR RN P S PARR | BN 35 12.87
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
244.2 100000
Sub50
50000
1221 601
54.0 80.0 +184.1 2121 2742 o ~\
Wmmmmﬂm T T I T T T T I T T 1
miz--> 40 60 80 100 120 140 160 180 200 220 240 260  [Time--> 12.85 12.90
Abundance Scan 2414 (16.086 min): BF094444.D (-2407) (-) #86
264.2 Perylene-d12
Concen: 20.00 ng
RT: 15.36 min Scan# 2256
Ref50 Delta R.T. 0.02 min
1321 Lab File: BF096261.D
Acq: 28 Jun 2017 20:42
oL 760 4 ,|| 2081 |
MMM ] ]
miz--> 50 100 150 200 250 300 350 400 4s0 19t lon:264 Resp: 257943
‘Abundance lon Ratio Lower Upper
264.2 264 100
260 23.6 19.5 29.3
265 21.2 17.2 25.8
Rawsg
Abundance lon 264.00 (263.70 to 264.70): E
132.1 300000 lon 260.00 (259.70 to 260.70): B
55.0
ob “‘ ” 4 % “ ““” 20Tl 303.2341.3380.1 423.3 | 250000
miz--> 200 250 300 350 400 450 15.36
Abundance 200000
264.1
150000
Sub
o 100000
132.1 50000
0B9.0 880 178.2217.1 306.2 350.1 394.4434.3 0 S
miz--> 50 100 150 200 250 300 350 400 450 (Time--> 15.30 15.40
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