Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122169.D

Acqg On : 29 Oct 2020 17:44
Operator : JU/CG

Sample : L4540-02

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Oct 29 18:56:51 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Oct 26 17:27:32 2020

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.716 152 95220 20.00 ng 0.00
21) Naphthalene-d8 7.998 136 388968 20.00 ng 0.00
39) Acenaphthene-di10 9.745 164 199038 20.00 ng 0.00
64) Phenanthrene-d10 11.233 188 378445 20.00 ng 0.00
76) Chrysene-di12 13.880 240 277222 20.00 ng 0.00
86) Perylene-di12 15.315 264 244717 20.00 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.340 112 643614 99.76 ng 0.00
7) Phenol-dé6 6.369 99 803916 96.80 ng 0.00
23) Nitrobenzene-d5 7.287 82 520244 68.59 ng 0.00
42) 2,4,6-Tribromophenol 10.539 330 233634 94.89 ng 0.00
45) 2-Fluorobiphenyl 9.069 172 836881 61.86 ng 0.00
79) Terphenyl-di4 12.816 244 873210 60.03 ng 0.00
Target Compounds Qvalue
10) Phenol 6.381 94 44621 5.21 ng 97
35) Caprolactam 8.445 113 4994 2.64 ng 94
50) Dimethylphthalate 9.469 163 119686 8.22 ng 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102920\
Data File : BF122169.D

Acqg On : 29 Oct 2020 17:44
Operator : JU/CG

Sample : L4540-02

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Time: Oct 29 18:56:51 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Oct 26 17:27:32 2020

Response via : Initial Calibration

Abundance TIC: BF122169.D\data.ms
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Abundance Scan 792 (6.745 min): BF121917.D\data.ms (-78 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.716 min Scan# 787
Ref 50 115.0 Delta R.T. -0.000 min

78.0 Lab File: BF122169.D
Acq: 29 Oct 2020 17:44

0
m/z--> 40 60 100 120 140 160 18t Ion:152 Resp: 95220

Abundance Scan787(6.716m|n). BF122169.D\datams 100 Ratio Lower Upper
150.0 152 100

150 159.1 125.3 187.9
115 61.8 51.9 77.9

Raw 50
115.0 Abundance
78.0
0
m/z--> 40 60 100 120 140 160 100000
Abundance Scan 787 (6.716 mln). BF122169.D\data.ms (-77
150.0
Sub 50000
50 115.0
52.0 78.0
0L H}\HLﬂ‘\\\\M\\ L L B [T T T T T T T T T
miz--> 40 60 100 120 140 160 Time-> 6.65 6.70 6.75 6.80

Abundance Scan 557 (5.363 min): BF121917.D\data.ms (-55 #5
112.0 2-Fluorophenol
Concen: 99.76 ng

64.0 RT: 5.340 min Scan# 553
Ref 50 Delta R.T. 0.006 min
92.0 Lab File: BF122169.D
Acq: 29 Oct 2020 17:44
30.1 5 «a ¢
0 \‘\\\‘“‘\\\\}‘\‘\‘\\"1\‘\\‘\\\8\0‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 643614

Abundance  Scan 553 (5.340 min): BF122169.D\datams 10N Ratio Lower Upper
112.0 112 100

64 64.3 50.4 75.6

64.0 63 33.8 25.8 38.6
Raw gg
Abundance
92.0 500000f  5.340
0 o500 ‘Soﬁ ‘ \
\‘\H\‘\H\‘\H\’\H\‘\H\‘\H\‘\H\‘\H\‘ T 400000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance in): -
Scan 553 (5.340 min): BFlZZlGQ.D\datﬁga( 50 300000
64.0 200000
Sub
50 ﬂ
92.0 100000 \
38.1 ‘ ‘
0 WmluH?‘w‘,wm_ﬁo‘é”www - S
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 520 5.40 5.60
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Abundance Scan 733 (6.398 min): BF121917.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 96.80 ng
RT: 6.369 min Scan# 728
Ref 50 Delta R.T. -0.000 min
711 Lab File: BF122169.D
421 Acq: 29 Oct 2020 17:44
0\\‘\\\\H‘M\‘\‘\\“\‘1\\‘}H\‘\“‘\\\\’\\\\‘\“\\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 883916
Abundance  Scan 728 (6.369 min): BF122169.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 20.8 15.9 23.9
71 35.9 27.1 4.7
Raw 50
71.1 Abundance
42.1 6.369
0\\‘\\\\“H\‘\‘\\“11\\‘i}\‘\“‘\\\\8’2\\1-\\‘\\\1“\\\\‘ 600000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 728 (6.369 min): BF122169.D\data.ms (-67
99.1 400000
Sub gy 200000, |
711 |
421 \
54.1
ottt il 822l S
miz--> 30 40 50 60 70 80 90 100  Time-> 6.40  6.60
Abundance Scan 735 (6.410 min): BF121917.D\data.ms (-72 #10
94.1 Phenol
66.0 Concen: 5.21 ng
RT: 6.381 min Scan# 730
Ref 50 Delta R.T. -0.000 min
39.0 Lab File: BF122169.D
50.0 Acq: 29 Oct 2020 17:44
M lpl bl 77.0 Ll
G\\‘\\\\‘\\\‘\‘“}\\“\1\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 94 Resp: 44621
Abundance  Scan 730 (6.381 min): BF122169.D\datams ~ 10N Ratlo Lower Upper
99.1 94 100
65 34.0 17.1 57.1
66 57.6 36.0 76.0
Raw 50
71.1 Abundance
42.1
0\\‘\\\\H‘M\‘\‘\\“1\“\‘\‘}H!\“‘\\\\8‘2\\0\\‘\!\\‘}\\\\‘ 30000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 730 (6.381 min): BF122169.D\data.ms (-67
99.1 20000
Sub
50 10000
71.1
42.1
Y P O - N oM e
miz--> 30 40 50 60 70 80 90 100  Time-> 6.30 6.40 6.50
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Abundance Scan 1011 (8.034 min): BF121917.D\data.ms (-1 #21

136.1  Naphthalene-d8

Concen: 20.00 ng

RT: 7.998 min Scan# 1005

Ref 50 Delta R.T. -0.000 min
Lab File: BF122169.D
108.1 Acq: 29 Oct 2020 17:44

54.0
oL ‘3‘8"0\‘ : i 1 7§.\(\)\ | }H

m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp . 388968

Abundance Scan 1005 (7.998 min): BF122169.D\datams 10N Ratio Lower Upper
136.1 136 100

137 10.3 8.6 13.0
54 8.9 7.1 10.7
Raw 5o 68 6.5 5.0 7.4
Abundance
108.1 7.998
54.1 .
0 38Q i i 7§.\(\)\ “ \H
L L L 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 1005 (7.998 min): BF122169.D\data.ms (-9
136.1 200000
Sub
50 100000
54.1 108.1
0 ??P“:M“w‘7ﬁfe“‘,‘l“ ,“MJ“‘ 0— T
miz--> 40 60 80 100 120 140 Time--> 8.00  8.20
Abundance Scan 890 (7.322 min): BF121917.D\data.ms (-88 #23
82.1 Nitrobenzene-d5
Concen: 68.59 ng
54.1 RT: 7.287 min Scan# 884
Ref 50 128.1 Delta R.T. -0.000 min
Lab File: BF122169.D
98.1 Acq: 29 Oct 2020 17:44
0 49'\1 H‘H 68-‘1 el ‘ 112.1 L
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 520244
Abundance  Scan 884 (7.287 min): BF122169.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 42.9 35.0 52.4
541 54 53.1 43.9 65.9
Raw 5o ' 128.1
Abundance
7.287
98.1
oL \?‘O"‘]\- \‘J”\ ‘\6‘8\‘]\- }‘i“\ T \“ \1\1\2.\1‘ 1T ] 400000
m/z--> 40 60 80 100 120
Abundance Scan 884 (7.287 min): BF122169.D\data.ms (-83 300000
82.1
200000
Sub 54.1
50 128.1
100000
L
0 401 ‘ 6811 | | 1121 | 0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 Time--> 7.20 7.30 7.40 7.50
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Abundance Scan 1089 (8.492 min): BF121917.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 2.64 ng
42.0 113.1 RT:  8.445 min Scan# 1081
Ref 50 850 Delta R.T. -0.018 min
Lab File: BF122169.D
‘ | 67‘_0 Acq: 29 Oct 2020 17:44
0 \‘H\}“H‘\\‘”iu\‘\‘\HM\H\‘\‘\M“\H.‘HH‘HH“\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:113 Resp: 4994
Abundance Scan 1081 (8.445 min): BF122169.D\datams 10" Ratlo Lower Upper
53.1 113 100
55 195.2 167.5 207.5
56 148.8 121.2 161.2
Raw 42.0 113.0
50
85.1 Abundance
‘ ‘ 67.1
0 \‘Hu‘\lu‘\‘\u‘\u‘\‘HH‘\H\“\H‘HH‘HH‘H 3000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1081 (8.445 min): BF122169.D\data.ms (-1
Sub 42.0 113.0
50 85.1 1000
‘ 67.1
o S || O A e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.40 8.45 8.50 8.55

Abundance Scan 1309 (9.786 min): BF121917.D\data.ms (-1 #39

162.1  Acenaphthene-die
Concen: 20.00 ng
RT: 9.745 min Scan# 1302
Ref 50 Delta R.T. -0.006 min
Lab File: BF122169.D
Acq: 29 Oct 2020 17:44
ol S41 0o 1321 ’
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 199638
Abundance Scan 1302 (9.745 min): BF122169.D\datams 10N Ratlo Lower Upper
160.1 164 100
162 102.5 83.2 124.8
160 46.3 37.5 56.3
Raw 50
Abundance
80.1 9.745
54‘-0 Ll 106.1 13?.1 “ 200000
0 H“H}\‘H\”‘\VHi\‘i\\“\\\‘i‘\\\\“
miz--> 40 60 80 100 120 140 160
Abundance Scan 1302 (9.745 min): BF122169.D\data.ms (-1~ 190000
162.1
100000
Sub
50
50000
80.1
540 | 1061 1821 _
0 ‘WM‘JM‘HJ‘WW““““‘HJM““J‘ R
miz--> 40 60 80 100 120 140 160  Time--> 9.70  9.80
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Abundance Scan 1444 (10.580 min): BF121917.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 94.89 ng

RT: 10.539 min Scan# 1437

Ref 501 620 Delta R.T. -0.006 min
140.9 Lab File: BF122169.D
‘ H 221.9 Acq: 29 Oct 2020 17:44
oL \‘\‘ \i‘ }‘ M Whl‘uo‘z‘m%‘ i ‘ ‘H\N e UH“‘ : \‘l\\‘ ARG
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 233634

Abundance Scan 1437 (10.539 min): BF122169.D\data.ms 1oN Ratio Lower Upper
320 330 100

332 95.2 77.3 115.9
141 30.2 22.3 33.5

62.0
Raw 50
140.9 Abundance
2219 200000
0 ‘\‘\‘ \i‘ l‘u s ” ‘ iy o ;h‘ ‘H\M e UH“‘ : Ll\h ARG
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 1437 (10.539 min): BF122169.D\data.ms (-
329.¢
100000
Sub 62.0
50 140.9 50000
‘ 221.9
G‘WwHwMMH‘M“W‘JW““MW‘wh‘ P —T
miz--> 50 100 150 200 250 300 Time--> 10.60

Abundance Scan 1194 (9.110 min): BF121917.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 61.86 ng

RT: 9.069 min Scan# 1187
Ref 50 Delta R.T. -0.006 min

Lab File: BF122169.D

Acq: 29 Oct 2020 17:44
5.0 850 o071 1461 | q

04 T i ‘”\ el T \h‘\ T “ P T i‘\“\“\“ e T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 836881

Abundance Scan 1187 (9.069 min): BF122169.D\datams 10N Ratio Lower Upper
1721 172 100

171 35.6 29.1 43.7
170 24.3 19.8 29.6

Raw gg
Abundance
9.069
501 851 3p00 1461 | 800000
(O T i “‘\ ik T 7l T i P Tt \‘\‘\“ i T
miz--> 40 60 80 100 120 140 160
Abundance Scan 1187 (9.069 min): BF122169.D\data.ms (-1 600000
172.1
400000
Sub
50
200000
0 5Q\1 1 1l 85\\1 120.0 | 14\6\\1 1 ‘ 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 Time--> 9.00 9.10 9.20 9.30
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Abundance Scan 1263 (9.516 min): BF121917.D\data.ms (-1 #50

163.1

77.0

50.0

104.0 133.0

194.1

Ref 50
0

m/z-->
Abundance

40 60 80 100 120 140 160 180 200
Scan 1255 (9.469 min): BF122169.

163.0

S(T.O
|

77.0

104.0 13‘3-0 |
It l

D\data.ms

194.0

Raw 50
0
m/z-->
Abundance

Sub
50

" i, Iufl
TTT ‘ L ‘ TTTT ‘ T

40 60 80 100 120 140 160 180 200
Scan 1255 (9.469 min): BF122169.D\data.ms (-1

50.0

77.0

168.0

‘104.0 133.0 |
1l

194.0

m/z-->

40 60 80 100 120 140 160 180 200 Time-->

Dimethylphthalate
Concen: 8.22 ng
RT: 9.469 min Scan# 1255
Delta R.T. -0.012 min
Lab File: BF122169.D
Acq: 29 Oct 2020 17:44
Tgt Ion:163 Resp: 119686
Ion Ratio Lower Upper
163 100
194 4.1 3.3 4.9
164 9.4 8.2 12.4
Abundance
100000 9.469
80000
60000
40000
20000
[

Abundance Scan 1562 (11.275 min): BF121917.D\data.ms (- #64
Phenanthrene-di10

188.2
Ref 50
80.1 158.1
0\4\2%‘ T ‘\‘\‘ \‘“‘1\18\.]\_\ ““1 t \m\ L ‘2\67\
m/z--> 50 100 150 200 250
Abundance Scan 1555 (11.233 min): BF122169.D\data.ms
188.2
Raw 50
80.1
0\4\2.:}” g ”\‘ \‘“ ‘1\18\1\-‘ \1‘5ﬁ']\. \LH\ LA N
m/z--> 50 100 150 200 250
Abundance Scan 1555 (11.233 min): BF122169.D\data.ms (-
188.2
Sub
50
80.1
olizd "y R
m/z--> 50 100 150 200 250

BF122169.D 8270-BF101220.M

9.40 9.50 9.60

Concen: 20.00 ng
RT: 11.233 min Scan# 1555
Delta R.T. -0.000 min
Lab File: BF122169.D
Acq: 29 Oct 2020 17:44
Tgt Ion:188 Resp: 378445
Ion Ratio Lower Upper
188 100
94 10.5 8.3 12.5
80 11.0 9.1 13.7
Abundance
400000 11.033
300000
200000
100000
G T ‘ T T T T T
Time--> 11.20 11.30

Fri Oct 30 12:06:09 2020
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Abundance Scan 2011 (13.916 min): BF121917.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.880 min Scan#t 2005
Ref 50 Delta R.T. -0.000 min
Lab File: BF122169.D
120.1 Acq: 29 Oct 2020 17:44
ol 520 8301 [ 1761208
m/z--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 277222
Abundance Scan 2005 (13.880 min): BF122169.D\datams 10N Ratlo Lower Upper
240.2 240 100
120 11.4 9.2 13.8
236 26.0 20.9 31.3
Raw 50
Abundance
120.1
540 880, 1561 208.1 || pgy, 250000
T ‘ T T T T T T T ‘ T T T T ‘ T T T ‘ T T T T
miz--> 50 100 150 200 250 200000
Abundance Scan 2005 (13.880 min): BF122169.D\data.ms (-
240.2 150000
Sub 100000
50
50000
120.1
020 760 | 1561 2081 || a1 —
\‘\\\\’\\\\‘\\\\‘\\\ ‘\\\\ ‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 13.80 13.90 14.00

Abundance Scan 1832 (12.863 min): BF121917.D\data.ms (- #79

2442 Terphenyl-di14

Concen: 60.03 ng

RT: 12.816 min Scan# 1824
Ref 50 Delta R.T. -0.000 min

Lab File: BF122169.D

Acq: 29 Oct 2020 17:44
122.1 160.1 2122
0 42.1 80.1 ‘ | L H‘\H

m/z--> 50 100 150 200 Tgt Ion:244 Resp: 873210

Abundance Scan 1824 (12.816 min): BF122169.D\data.ms 10" Ratio Lower Upper
24h2 244 100

212 7.3 5.4 8.2
122 11.1 8.1 12.1
Raw 50
Abundance
122.1 12:p16
T \5‘4 \l‘\ \9\4‘.‘1 T \‘ -\ = 16‘?:\]- T ‘21\2 \2‘\ “\“H“ 500000
m/z--> 50 100 150 200
Abundance Scan 1824 (12.816 min): BF122169.D\data.ms (- 600000
244.2
400000
Sub
50
200000
122.1
o sn es1 OPT M1 ez | ol
miz--> 50 100 150 200 Time--> 12.80 12.90
BF122169.D 8270-BF101220.M Fri Oct 30 12:06:09 2020
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Abundance Scan 2255 (15.351 min): BF121917.D\data.ms (- #86

264.1  perylene-d12

Concen: 20.00 ng

RT: 15.315 min Scan# 2249

Ref 50 Delta R.T. ©0.012 min
1321 Lab File: BF122169.D
’ Acq: 29 Oct 2020 17:44
oL 6611000 | 1801 2821 |
T ‘ T T T ‘ T T ‘ T T T ‘ T T T ‘
m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 244717

Abundance Scan 2249 (15.315 min): BF122169.D\data.ms 1°" Ratio Lower Upper
264.2 264 100

260 24.4 18.7 28.1
265 21.3 17.3  25.9
Raw 50
Abundance

132.1 15,815
o431 900 “Hw 1801 232.1 MM 150000

LA L B A B \\\\“\\\“\‘\“\\
m/z--> 50 100 150 200 250

Abundance Scan 2249 (15.315 min): BF122169.D\data.ms (-
264.1 100000

sub - 50000
132.1
ol 540 900 , | 1801 2321 L 0
\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 Time> 15.20 15.30 15.40
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