Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063021\
Data File : BF124504.D

Acqg On : 30 Jun 2021 21:38
Operator : JU/CG

Sample : M2896-04 10X

Misc

ALS Vvial : 14 Sample Multiplier: 1

Manual Integrations

Quant Time: Jul 01 ©5:16:08 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Jun 29 12:49:33 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.692 152 35576 20.000 ng 0.00
21) Naphthalene-d8 7.986 136 171930 20.000 ng # 0.01
39) Acenaphthene-die 9.739 164 86421 20.000 ng # 0.01
64) Phenanthrene-d10 11.222 188 158078 20.000 ng 0.00
76) Chrysene-di12 13.857 240 86514 20.000 ng 0.00
86) Perylene-di12 15.286 264 93363 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.363 112 30815m  13.622 ng 0.05

7) Phenol-dé 6.410 99 38534 13.046 ng 0.06
23) Nitrobenzene-d5 7.275 82 140175 33.805 ng 0.01
42) 2,4,6-Tribromophenol 10.539 330 15245 14.765 ng 0.02
45) 2-Fluorobiphenyl 9.069 172 56503 8.009 ng 0.02
79) Terphenyl-di4 12.798 244 61854 10.709 ng 0.00

Target Compounds Qvalue
10) Phenol 6.428 94 833533  260.996 ng 97
17) 2-Methylphenol 7.028 107 641847 319.054 ng 95
20) 3+4-Methylphenols 7.186 107 1306351 497.489 ng # 68
22) Acetophenone 7.122 105 53880 11.258 ng # 85
27) 2,4-Dimethylphenol 7.698 122 565150 210.424 ng 94

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063021\
Data File : BF124504.D

Acqg On : 30 Jun 2021 21:38
Operator : JU/CG

Sample : M2896-04 10X

Misc

ALS vial : 14 Sample Multiplier: 1

Manual Integrations

Quant Time: Jul 01 ©5:16:08 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Tue Jun 29 12:49:33 2021

Response via : Initial Calibration

Abundance TIC: BF124504.D\data.ms
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Abundance Scan 788 (6.722 min): BF124433.D\data.ms (-78 #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.692 min Scan# 783
Ref 50 115.0 Delta R.T. ©.000 min

78.0 Lab File: BF124504.D
‘ Acq: 30 Jun 2021 21:38
0 \\\‘i \M\“‘\‘\\“"\\\\’\\‘\w‘\\\\‘\‘\‘
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 35576

Abundance  Scan 783 (6.692 min): BF124504.D\data.ms ~ 1°n Ratio Lower Upper
150.0 152 100

150 161.6 127.0 190.6
115 62.9 54.3 81.5

Raw 50
Abundance
0 60000
miz--> 40 60 80 100 120 140 160
Abundance Scan 783 (6.692 min): BF124504.D\data.ms (-76
15p.0 40000
Sub
50 115.0 20000
5o 781
ot L e bl oo
m/z--> 40 60 80 100 120 140 160 Time--> 665  6.70

Abundance Scan 553 (5.340 min): BF124433.D\data.ms (-54 #5
112.0 2-Fluorophenol
64.0 Concen: 13.622 ng m
RT: 5.363 min Scan# 557
Ref 50 Delta R.T. ©.053 min
920 Lab File: BF124504.D
8.1 500 A ‘ Acqg: 30 Jun 2021 21:38

miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:112 Resp: 30815

Abundance  Scan 557 (5.363 min): BF124504.D\datams 10N Ratio Lower Upper
119.0 112 100

64 68.8 61.4 92.0

o

641 63 45.5 33.0 49.4
Raw 50
Abundance
91.9 15000 5.963
39.0
\ H\‘ L 79d ‘
0 \‘\H‘\‘“‘\“\‘\“H\}\ WH‘H“‘\‘\‘H“H\l\\‘\\‘\\‘\\\\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 557 (5.363 min): BF124504.D\data.ms (49 10000
112.0
64.1
Sub 5000
50
91.9
38.2 5 7‘ ‘
0 ‘_Hw‘_Huw‘mm‘u?‘?ﬁ:www"m_ e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.35 5.40 5.45
BF124504.D 8270-BF062321.M Thu Jul 01 14:34:49 2021

Manual Integrations
APPROVED

mohammad
711/2021 2:52:06 PM
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Abundance Scan 729 (6.375 min): BF124433.D\data.ms (-72 #7

99.1

Ref 50 71.1
42.1
0\\‘\\\“’“\“}\\“11\\“}\H!\‘“‘\‘\\\‘\\\\‘\H\\“\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110
Abundance  Scan 735 (6.410 min): BF124504.D\data.ms
94.0
Raw 50 66.0
39.0
0\\‘\\\‘1“’\\\\}‘\‘\\\“H\‘\‘\‘\}\\g‘\o\\\‘\ ‘\\“\\]\-J\-‘O\.\O\\‘
m/z--> 30 40 50 60 70 80 90 100 110

Abundance

Sub 50

66.0

‘ 51.0
il TR 1

Scan 735 (6.410 min): BF124504.D\data.ms (-67 10000
94.0

m/z-->

30 40 50 60 70 80 90

100 110

Phenol-d6

Concen: 13.046 ng

RT: 6.410 min Scan# 735
Delta R.T. ©0.059 min

Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38

Tgt Ion: 99 Resp: 38534
Ion Ratio Lower Upper

99 100

42 39.3 19.8 29.8#
71 38.8 31.1 46.7

Abundance
15000

5000

6.35 6.40 6.45

Time-->

Abundance Scan 731 (6.387 min): BF124433.D\data.ms (-72 #10

66.0 94.

0

Ref 50
39.1
0\\‘\\\‘!l\\\\T‘“\“\\“M\\\‘\\\\‘\\\\‘\"\\“\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance  Scan 738 (6.428 min): BF124504.D\data.ms
94.1
Raw gg 66.1
39.0
0\\‘\\\‘1“‘\\\\}‘\‘\\\“1‘\\\‘\\‘7\\9‘\0\\\‘\ ‘\\“\\]T%‘O\.\o\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120

Abundance

Sub
50

Scan 738 (6.428 min): BF124504.D\data.ms (-67
a1

94

66.0

39.0
\m ul,

m/z-->

BF124504.D 8270-BF062321.M

Phenol

Concen: 260.996 ng

RT: 6.428 min Scan# 738
Delta R.T. ©0.065 min

Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38

Tgt Ion: 94 Resp: 833533

Ion Ratio Lower Upper

94 100

65 36.4 18.1 58.1

66 51.4 29.0 69.0
Abundance

300000

200000

100000

30 40 50 60 70 80 90 100 110 120 Time--> 6.30 6.40 6.50

Thu Jul 01 14:34:50 2021
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Abundance Scan 833 (6.987 min): BF124433.D\data.ms (-82 #17

108.1 2-Methylphenol

Concen: 319.054 ng

79.1 RT: 7.028 min Scan# 840

Ref 50 Delta R.T. ©.065 min

45.0 Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38

20 | |

157.1
0' T T ‘\ T “\ T L T .
m/z--> 40 60 80 160 150 1210 1éo Tgt Ion:107 Resp: 641847 Manual Integrations

Abundance  Scan 840 (7.028 min): BF124504.D\datams ~ 100 Ratio Lower Upper APPROVED

108.1 le7 100 mohammad
77 55.1 40.9 61.3

Raw 5 91 79 57.6 40.2 60.4
Abundance
51.0
ol ‘ \“ | 1280 300000
T T T ‘ T T ‘ T T 1T ’ T T 1T ‘ T
miz--> 40 60 80 100 120 140 160
Abundance Scan 840 (7.028 min): BF124504.D\data.ms (-77
108.1 200000
79.1
sub - 9 100000
51.0 ‘
O' ‘\\‘\\‘\ ‘\\]‘.2\6\.\0\’\\\\‘\ \‘\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 Time-> 6.90 7.00 7.10

Abundance Scan 860 (7.145 min): BF124433.D\data.ms (-85 #20

107.1 3+4-Methylphenols
77.0 Concen: 497.489 ng
RT: 7.186 min Scan# 867
Ref 50| 434 Delta R.T. ©.065 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
) w‘\“\‘\‘\“\\”\””‘\‘ H‘}]-HL:‘L‘:‘L‘H“HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:167 Resp: 1386351
Abundance  Scan 867 (7.186 min): BF124504 D\datams ~ 10N Ratlo Lower Upper
107.1 107 100
108 85.9 71.5 111.5
77 39.2 82.0 122.0#
Raw 5 o1 79 39.8 14.1 54.1
: Abundance
51.0 500000 7.487
O‘H‘MHMM‘ ““H““‘l“‘h‘“ ‘““““]-‘“1‘770“””‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 867 (7.186 min): BF124504.D\data.ms (-80
107.1 300000
Sub 200000
S0 79.1
100000
51.0
0‘H‘\wa““““‘”lw‘hw‘ SRR A AR AR T T T I T T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 710 720 7.30
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Abundance Scan 1006 (8.004 min): BF124433.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 7.986 min Scan# 1003

Ref 50 Delta R.T. ©.012 min
Lab File: BF124504.D
54.0 108.1 Acqg: 30 Jun 2021 21:38
0\\\“\\1‘-\‘}‘17\6\‘;“]‘-}\\\‘\‘\‘\\‘\\\"\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 171930 Manual Integrations
Abundance Scan 1003 (7.986 min): BF124504.D\datams ~ 100 Ratio Lower Upper APPROVED
128.0 136 100 mohammad
137 41.6 8.7 13.1# 7/1/2021 2:52:06 PM
54 16.4 9.8 14 .6#
Raw 5g 68 18.5 4.1  6.1#
Abundance
150000

0,
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1003 (7.986 min): BF124504.D\data.ms (-9

100000

Sub 50000

miz--> 40 60 80 100 120 140 160  Time->

Abundance Scan 859 (7.140 min): BF124433.D\data.ms (-85 #22

77.1 105.0 Acetophenone
Concen: 11.258 ng
43.1 RT: 7.122 min Scan# 856
Ref 50 Delta R.T. ©.012 min
Lab File: BF124504.D
30.1 Acqg: 30 Jun 2021 21:38
0' T \m\ T “\‘\‘ \‘\r\ \‘\ T ‘ TTTT ‘ TTTT ‘ L \2‘(\)\7\']\.
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:185 Resp: 53880
Abundance  Scan 856 (7.122 min): BF124504.D\data.ms Ion Ratio Lower Upper
7.0 105.0 105 100
’ 71 2.4 4.2 6.44
51 29.6 33.6 50.4#
Raw 50 120 17.8 16.3 24.5
511 Abundance
138.1
0 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 856 (7.122 min): BF124504.D\data.ms (-80
e 40000 7.122
Sub
50 20000
51.1
Ol b 138 e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.05 7.10 7.15
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Abundance Scan 885 (7.292 min): BF124433.D\data.ms (-87 #23

82.1 Nitrobenzene-d5
Concen: 33.805 ng
RT: 7.275 min Scan# 882
Ref 50 1281 Delta R.T. 0.012 min
Lab File: BF124504.D
520 Acq: 30 Jun 2021 21:38
[ ‘M“”‘” \”! ‘”\“ T “ L — L ‘2\66\'
miz--> 50 100 150 200 250 Tgt Ion: 82 Resp: 140175
Abundance  Scan 882 (7.275 min): BF124504.D\datams 100 Ratio Lower Upper
81.0 82 100
124.0 128  13.4 29.4 44.2#
54 74.5 54.1 81.1
Raw 50
Abundance
39.0 7.275
60000
0! NLH‘\‘ M“\ -l ‘ !‘ , L‘ T
m/z--> 50 100 150 200 250
Abundance Scan 882 (7.275 min): BF124504.D\data.ms (-82
81.0 40000
124.0
sub 20000
39.0
0! ‘\H‘\‘MH\‘\‘!‘\“““““““‘ R R R RE RS
miz-> 50 100 150 200 250  Time->  7.20 7.25 7.30

Abundance Scan 949 (7.669 min): BF124433.D\data.ms (-94 #27

10y7.1 2,4-Dimethylphenol
Concen: 210.424 ng
RT: 7.698 min Scan# 954
Ref 50 Delta R.T. ©0.053 min
770 Lab File: BF124504.D
39.0 ‘ ‘ Acqg: 30 Jun 2021 21:38
O'V_Mgf‘g“\\“\““\\‘\‘H\“MH“HH‘HH‘HH . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:122 Resp: 5651560
Abundance  Scan 954 (7.698 min): BF124504.D\datams 190 Ratio Lower Upper
107.1 122 100
107 125.0 106.3 159.5
121 59.0 45 .4 68.0
Raw 50
77.0 Abundance
39.0 ‘ ‘
ﬁ 138.1
0! ‘?.ﬁ‘”\ \”\“i”\ T 1”‘\ “‘M T i‘\ TT \“ T T \1‘6\6\-\1\ 300000 7098
m/z--> 40 60 80 100 120 140 160
Abundance Scan 954 (7.698 min): BF124504.D\data.ms (-89
107.1 200000
Sub
50 100000
77.0
51.0 ‘ ‘
O A il “‘ SR ‘173‘8“1‘ 1661 e e
miz--> 40 60 80 100 120 140 160  Time-> 7.60 7.70 7.80

BF124504.D 8270-BF062321.M

Thu Jul 01 14:34:51 2021
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Abundance Scan 1304 (9.757 min): BF124433.D\data.ms (-1 #39

162.1 Acenaphthene-dle

Concen: 20.000 ng

RT: 9.739 min Scan# 1301
Ref 50 Delta R.T. ©0.012 min

Lab File: BF124504.D

80.0 Acqg: 30 Jun 2021 21:38
54.0 103.9 132.1

0,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 86421
Abundance Scan 1301 (9.739 min): BF124504.D\data.ms 10" Ratlo Lower Upper
162.1 164 100

162 103.1 80.7 121.1
160 37.2 37.3 55.9#

Raw 50
Abundance
9.739
0 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1301 (9.739 min): BF124504.D\data.ms (-1
162.1
50000
Sub
50
obd59 ol el 0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.729.74 9.76

Abundance Scan 1440 (10.557 min): BF124433.D\data.ms (- #42

33L.¢ 2,4,6-Tribromophenol
Concen: 14.765 ng

RT: 10.539 min Scan# 1437
Delta R.T. ©0.018 min

Lab File: BF124504.D

Acqg: 30 Jun 2021 21:38

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 15245
Abundance Scan 1437 (10.539 min): BF124504.D\datams 190 Ratio Lower Upper

320¢ 330 100
332 92.5 77.1 115.7
141  49.5 27.9 41.9%
Raw 50 62.0
137.1 Abundance
221.9 10,p39
178.1 15000
0 as
m/z--> 50 100 150 200 250 300
Abundance Scan 1437 (10.539 min): BF124504.D\data.ms (-
320 ¢ 10000
Sub
50 62.0 5000
142.9 2219
ol ,\\ 1008 | ;‘\‘M‘\M\M L L N e
miz--> 50 100 150 200 250 300 Time--> 10.50 10.55
BF124504.D 8270-BF062321.M Thu Jul 01 14:34:52 2021
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Abundance Scan 1189 (9.081 min): BF124433.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 8.009 ng
RT: 9.069 min Scan# 1187
Ref 50 Delta R.T. 0.018 min
Lab File: BF124504.D
Acq: 30 Jun 2021 21:38
0 51.0 85.1 120.1 146.1 195.8 a
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:172 Resp: = 56563
Abundance Scan 1187 (9.069 min): BF124504.D\datams ~ 10N Ratlo Lower Upper
1721 172 100
171 36.7 28.1 42.1
170 26.7 19.2 28.8
Raw 50
137.1 Abundance
51.0 91.0 5409
0k ‘\‘\\‘ ‘\“H‘ \‘\\‘\ ‘H}H‘\ " U\H‘\ 11: 194.1 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1187 (9.069 min): BF124504.D\data.ms (-1
172.1 40000
Sub
50 20000
137.0
0 51 0 Ll \?%\(\) il ‘\ A ‘\‘ 195.9 1
e o [ T S R et o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.05 9.10

Abundance Scan 1558 (11.251 min): BF124433.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.222 min Scan# 1553
Ref 50 Delta R.T. ©.006 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
0\4\2:‘L T ‘\83 1“ ‘l]\_4\2\ \1‘5?]\- \“\ ‘ T T T T ‘2\6\5\.:
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 158078
Abundance Scan 1553 (11.222 min): BF124504.D\datams 100 Ratio Lower Upper
188.1 188 100
94 8.1 6.9 10.3
80 9.1 8.2 12.2
Raw 50
Abundance
11.p22
80.1
043 Q |l 1141 15ﬁ1 M 219.2 150000
T ‘ T T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance Scan 1553 (11.222 min): BF124504.D\data.ms (-
188.1 100000
Sub 50 50000
80.1 158.1
0l420 L[ yual O 2200 ——
m/z--> 50 100 150 200 250 Time--> 11.20
BF124504.D 8270-BF062321.M Thu Jul 01 14:34:52 2021

Manual Integrations
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Abundance Scan 2008 (13.898 min): BF124433.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.857 min Scan#t 2001
Ref 50 Delta R.T. ©0.000 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
ol 780 111560 2001 H\ .
m/z--> 5‘0 160 150 200 2%0 360 Tgt IOT’IZ?40 RESpZ 86514 \YERUEL Integrations
Abundance Scan 2001 (13.857 min): BF124504.D\data.ms 100 Ratio Lower Upper APPROVED
240.2 240 100 mohammad
120 9.9 7.2 1le.8 7/1/2021 2:52:06 PM
236 27.8 19.0 28.4
Raw 50
Abundance
13.857
52,0 860‘\ m *156.0 104, | 2809 80000
T ‘ \ T T T ‘ \ 1T ‘ T LI ‘ 1
m/z--> 50 100 150 200 250 300
Abundance Scan 2001 (13.857 min): BF124504.D\data.ms (- 60000
240.2
40000
Sub
50
20000
ofll 780, w\ m ] 15001948, i 300 e
miz--> 50 100 150 200 250 300 Time--> 13.85 13.90
Abundance Scan 1828 (12.839 min): BF124433.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 10.709 ng
RT: 12.798 min Scan# 1821
Ref 50 Delta R.T. ©0.000 min
Lab File: BF124504.D
54.0 g4 1221 160.1 2122 H Acqg: 30 Jun 2021 21:38
04— “-\‘\ i‘-\““\ ‘\‘ T T ‘1‘ [ ‘ \‘\‘\M\M T
m/z--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 61854
Abundance Scan 1821 (12.798 min): BF124504.D\datams 10" Ratio Lower Upper
244.2 244 100
212 8.7 5.7 8.5#
122 9.5 9.7 14.5#
Raw 50
Abundance
80000 127798
1221 1691  212.2
(o} \5‘4\1‘\ \9]\-]‘- H \‘ i " ‘1 L — " “\““\‘\“h\‘"”‘ T
miz--> 50 100 150 200 250 60000
Abundance Scan 1821 (12.798 min): BF124504.D\data.ms (-
244.2
40000
Sub
50 20000
122.1 1601 212.2
St A O
m/z--> 50 100 150 200 250 Time--> 12.75 12.80

BF124504.D 8270-BF062321.M

Thu Jul 01 14:34:53 2021
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Abundance Scan 2253 (15.339 min): BF124433.D\data.ms (- #86

26

4.1

Perylene-d12

Concen: 20.000 ng

RT: 15.286 min Scan# 2244
Delta R.T. ©0.000 min

Lab File: BF124504.D

Acqg: 30 Jun 2021 21:38

Tgt Ion:264 Resp: 93363
Ion Ratio Lower Upper
264 100

260 25.8 18.7 28.1
265 21.8 17.8 26.8

Abundance
15.986
60000
40000
20000
O' T T T ‘ T T
Time--> 15.30

Ref 50
132.1
0 \‘5‘7‘\0\ Tt ‘” \‘U\ “H\ ‘1\7\0.\1\2‘19.\1‘\“\ ’W“\ L
m/z--> 50 100 150 200 250 300
Abundance Scan 2244 (15.286 min): BF124504.D\data.ms
264.2
Raw 50
132.0
01:!.‘8\ \‘8\gi.§ \'M\ “H\ T \Z?Z(\) fliy "‘“\“‘\ | \3\26\
m/z--> 50 100 150 200 250 300
Abundance Scan 2244 (15.286 min): BF124504.D\data.ms (-
264.1
Sub
50
132.0
122 898 | 18412230 |
Ot e e
m/z--> 50 100 150 200 250 300
BF124504.D 8270-BF062321.M

Thu Jul 01 14:34:53 2021
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