Quantitation Report (Not 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

Quant Time: Jul 01 ©5:16:08 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M
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 20.00 ng 0.00
21) Naphthalene-d8 7.986 136 171930 20.00 ng # 0.01
39) Acenaphthene-di10 9.739 164 86421 20.00 ng # 0.01
64) Phenanthrene-d10 11.222 188 158078 20.00 ng 0.00
76) Chrysene-di12 13.857 240 86514 20.00 ng 0.00
86) Perylene-di12 15.286 264 93363 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.363 112 28700 12.69 ng 0.05

7) Phenol-dé6 6.410 99 38534 13.05 ng 0.06
23) Nitrobenzene-d5 7.275 82 140175 33.80 ng 0.01
42) 2,4,6-Tribromophenol 10.539 330 15245 14.77 ng 0.02
45) 2-Fluorobiphenyl 9.069 172 56503 8.01 ng 0.02
79) Terphenyl-di4 12.798 244 61854 10.71 ng 0.00

Target Compounds Qvalue
10) Phenol 6.428 94 833533  261.00 ng 97
15) Benzyl Alcohol 6.904 79 38429 15.17 ng # 53
17) 2-Methylphenol 7.028 107 641847 319.05 ng 95
19) n-Nitroso-di-n-propyla.. 7.069 70 18461 9.29 ng # 78
20) 3+4-Methylphenols 7.186 107 1306351 497.49 ng # 68
22) Acetophenone 7.122 105 53880 11.26 ng # 85
24) Nitrobenzene 7.287 77 75915 18.33 ng # 1
26) 2-Nitrophenol 7.622 139 4240 2.10 ng # 1
27) 2,4-Dimethylphenol 7.698 122 565150 210.42 ng 94
28) bis(2-Chloroethoxy)met... 7.698 93 41329 11.44 ng # 1
32) Benzoic acid 7.834 122 425543 237.92 ng # 15
35) Caprolactam 8.422 113 3077 3.68 ng # 1
36) 4-Chloro-3-methylphenol 8.539 107 11909 3.70 ng # 28
46) 1,1'-Biphenyl 9.033 154 160990 21.92 ng # 55
48) 2-Nitroaniline 9.263 65 31468 15.92 ng # 37
53) 3-Nitroaniline 9.722 138 10346 7.43 ng # 3
54) 2,4-Dinitrophenol 9.863 184 17980 37.74 ng # 1
55) Dibenzofuran 9.863 168 305040 34.71 ng # 92
56) 4-Nitrophenol 9.916 139 7428 10.16 ng # 1
57) 2,4-Dinitrotoluene 9.939 165 4585 2.20 ng # 32
62) 4-Nitroaniline 10.351 138 3611 2.69 ng # 65
65) 4,6-Dinitro-2-methylph... 10.251 198 5092 4.49 ng # 1

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

Quant Time: Jul 01 ©5:16:08 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M
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: 20.00 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 '8t Ion:152 Resp: 35576

Abundance  Scan 783 (6.692 min): BF124504.D\data.ms ~ 1oN 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
m/z--> 40 60 80 100 120 140 160
Abundance Scan 783 (6.692 min): BF124504.D\data.ms (-76
150.0 40000
Sub
50 115.0 20000
520 78.1
A0 O R (A o~
miz--> 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: 12.69 ng
RT: 5.363 min Scan# 557
Ref 50 Delta R.T. ©.053 min
92.0 Lab File: BF124504.D
381 500 A ‘ Acqg: 30 Jun 2021 21:38

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 28700

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

4.1
6 63 45.5 33.0 49.4
Raw 50
Abundance
91.9 15000
39.0
007 | e |
0 \‘\H‘\““\“\‘\ “H\m\ i“‘\\‘\‘\“‘\‘\‘\\“”\lH‘H‘H‘\\H‘ 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‘wm‘u?‘?ﬁ:www‘ - e s
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 535 5.40
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Abundance Scan 729 (6.375 min): BF124433.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 13.05 ng
RT: 6.410 min Scan# 735
Ref 50 71.1 Delta R.T. ©0.059 min
91 Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
SN Ny B - R
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 99 Resp: 38534
Abundance  Scan 735 (6.410 min): BF124504.D\datams 10" Ratio Lower Upper
94.0 99 100
42 39.3 19.8 29.8#
71 38.8 31.1 46.7
Raw o 66.0
Abundance
39.0 15000
0“M‘NMH‘W“H‘MM“\W‘%QH‘\‘MW‘E%QQH\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 735 (6.410 min): BF124504.D\data.ms (-67 10000
94.0
Sub 50 66.0 5000
G‘w‘wﬂk‘wwﬂwﬁw‘w‘zzg‘ww"W‘H‘M‘H\ O“\““w“‘\‘w
miz--> 30 40 50 60 70 80 90 100 110  Time--> 6.35 6.40 6.45

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

66.0 94.0 Phenol

Concen: 261.00 ng

RT: 6.428 min Scan# 738

Ref 50 Delta R.T. 0.065 min
391 Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
0\\‘\\\‘!l\\\\T‘“\“\\“M\\\‘\\\\‘\\\\‘\‘ ‘\\“\\\\‘\\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion: 94 Resp: 833533
Abundance  Scan 738 (6.428 min): BF124504.D\data.ms Ton Ratio Lower Upper
94.1 94 100

65 36.4 18.1 58.1
66 51.4 29.0 69.0

Raw 50 66.1
Abundance
39.0
0\\‘\\\‘1“‘\\\\}‘\‘\\\“1‘\\\‘\\‘7\\9‘(\)\\\‘\ ‘\\“\\]T%‘O\.\o\\‘\\ 300000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance 7 428 min): BF124504.D . -67
Scan 738 (6.428 min) 584-1\datams(6 200000
sub o 66.0 100000
39.0
ob ol S8l 7e0 | 150 o) o
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time-> 6.30 6.40 6.50
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Abundance Scan 814 (6.875 min): BF124433.D\data.ms (-80 #15

RT:

150.0  Benzyl Alcohol
Concen: 15.17 ng

6.904 min Scan# 819

Ref 50 115.0 Delta R.T. ©0.059 min

79.1

Acq:

N 11,969 =T

52.0 Lab File: BF124504.D

30 Jun 2021 21:38

m/z--> 40 60 80 100 120 140 160 18t Ion: 79 Resp: 38429

Abundance  Scan 819 (6.904 min): BF124504.D\data.ms 190

Ratio Lower Upper

67.1 79 100
108 15.0 55.8 83.8#
1101 77  42.7 49.9 74.9%
Raw 50
39.0 Abundance
o ol 138.0 300000
- 1T ‘ L T ‘ L ‘ T T 1T ‘ T
m/z--> 40 60 80 100 120 140 160
Abundance Scan 819 (6.904 min): BF124504.D\data.ms (-75
67.0 200000
Sub
50 1101 100000
39.0
84.0 ‘
0 T Y O
m/z—-> 40 60 80 100 120 140 160 Time--> 6.80 6.90  7.00

Abundance Scan 833 (6.987 min): BF124433.D\data.ms (-82 #17

79.1 RT:

108.1 2-Methylphenol
Concen: 319.05 ng

7.028 min Scan#t 840

Ref 50 Delta R.T. 0.065 min

Acq:

62.0 H
‘ 157.1
O' T ‘\ T ‘ T ‘ T “ T T 1T ’ T T 1T ‘ T

45.0 Lab File: BF124504.D

30 Jun 2021 21:38

miz--> 40 60 80 100 120 140 160 18t Ion:107 Resp: 641847

Abundance  Scan 840 (7.028 min): BF124504.D\datams 10N

Ratio Lower Upper

108.1 107 100
108 110.3 89.8 134.8
77 55.1 40.9 61.3
Raw 5 79.1 79 57.6 46.2 60.4
Abundance
51.0
ol ‘ ‘\ | 128.0 300000
\\\\‘\ \\‘\\\\’\\\\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 840 (7.028 min): BF124504.D\data.ms (-77
108.1 200000
Sub 79.1
50 100000
51.0
ST O W Y ee=——
miz--> 40 60 80 100 120 140 160 Time--> 6.90 7.00 7.10
BF124504.D 8270-BF062321.M Thu Jul 01 ©5:16:13 2021

Page 5



Abundance Scan 859 (7.140 min): BF124433.D\data.ms (-85 #19

77.1 105.0 n-Nitroso-di-n-propylamine
Concen: 9.29 ng
431 RT:  7.069 min Scan# 847
Ref 50 Delta R.T. -0.047 min
Lab File: BF124504.D
30.1 Acqg: 30 Jun 2021 21:38
0' \\m\\“\‘\‘\‘\rk\\‘\\‘\\\\‘\\\\‘\\\\2‘0\\7\-]\_
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 76 Resp: 18461
Abundance  Scan 847 (7.069 min): BF124504.D\datams ~ 100 Ratlo Lower Upper
126.1 70 100
55.0 42 60.1 60.1 90.1
101 0.0 7.4 11.2#
Raw 5g 83.0 136 0.0 14.2 21.2#
Abundance
7.069
‘\H \‘ i 10000
0 \\\“\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 847 (7.069 min): BF124504.D\data.ms (-80
126.1
5000
Sub
50
41.0 690
miz--> 40 60 80 100 120 140 160 180 200 Time--> 700 7.10

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

107.1 3+4-Methylphenols
77.0 Concen: 497.49 ng
RT: 7.186 min Scan# 867
Ref 50 43.0 Delta R.T. ©.065 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
) w‘\“\‘\‘\“\\”\””‘\‘ u‘}l\\F‘\:‘L\u\‘uu‘uu‘uu
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:167 Resp: 1306351
Abundance  Scan 867 (7.186 min): BF124504.D\data.ms Ion Ratio Lower Upper
107.1 107 100
108 85.9 71.5 111.5
77 39.2 82.0 122.0#
Raw 5 701 79 39.8 14.1 54.1
’ Abundance
51.0 500000
0 H“MHMM‘ ““H““‘l“‘h‘“ : ‘H‘H“1‘4‘770“””‘””‘””
m/z--> 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 o 200000
79.1
100000
51.0
0‘”‘\”Ww““”“”‘l‘“h‘w SNRARA RN AARANRARRNNARR T
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 7.10 7.20 7.30
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Abundance Scan 1006 (8.004 min): BF124433.D\data.ms (-1 #21

136.1

Ref 50
108.1
54"0 76.1 |
0\\\“\\1\‘}w\\”“w\\\‘\‘\\\‘\\\"\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance Scan 1003 (7.986 min): BF124504.D\data.ms
1238.0

Raw 50

0,
m/z-->
Abundance

Sub
m/z-->

40 60 80

100 120 140 160

Scan 1003 (7.986 min): BF124504.D\data.ms (-9

40 60 80

100 120 140 160

Naphthalene-d8

Concen: 20.00 ng

RT: 7.986 min Scan# 1003
Delta R.T. ©0.012 min

Lab File: BF124504.D

Acqg: 30 Jun 2021 21:38

Tgt Ion:136 Resp: 171930
Ion Ratio Lower Upper
136 100

137 41.6 8.7 13.1#
54 16.4 9.8 14.64#
68 18.5 4.1 6.1#

Abundance
150000

100000

50000

Time-->

Abundance Scan 859 (7.140 min): BF124433.D\data.ms (-85 #22
77.1 105.0

Ref 50
O,

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50

43.1

330.1
Il |

40 60 80 100 120 140 160 180 200
Scan 856 (7.122 min): BF124504.D\data.ms

77.0

105.0

138.1

40 60 80 100 120 140 160 180 200

Scan 856 (7.122 min): BF124504.D\data.ms (-80
105.0

77.0

51.1

8.1

m/z-->

40 60 80 100 120 140 160 180 200

BF124504.D 8270-BF062321.M

Thu Jul @1 05:

Acetophenone

Concen: 11.26 ng

RT: 7.122 min Scan# 856
Delta R.T. ©0.012 min

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

Tgt Ion:105 Resp: 53880
Ion Ratio Lower Upper
105 100

71 2.4 4.2 6.44
51 29.6 33.6 50.44#
120 17.8 16.3 24.5
Abundance

eoooo\
40000

20000

Time->  7.05 7.10 7.15

16:13 2021
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Abundance Scan 885 (7.292 min): BF124433.D\data.ms (-87 #23

82.1 Nitrobenzene-d5
Concen: 33.80 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
S 51 A
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
60000
0! NLH‘\‘ M“\ ol ‘ !‘ , 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 R R RS
m/z--> 50 100 150 200 250 Time--> 720 7.25 7.30

Abundance Scan 888 (7.310 min): BF124433.D\data.ms (-88 #24

77.0 Nitrobenzene
Concen: 18.33 ng
51.0 RT: 7.287 min Scan# 884
Ref 50 1231 Delta R.T. ©.006 min
Lab File: BF124504.D
‘ 93.0 Acq: 30 Jun 2021 21:38
0\?6\”9\‘\‘1\‘”‘i‘\\‘h\“\\\\‘\\\\‘}\\\‘\\
m/z--> 40 60 80 100 120 140 gt Ion: 77 Resp: 75915
Abundance  Scan 884 (7.287 min): BF124504.D\data.ms Ion Ratio Lower Upper
81.0 108.0 77 100
124.1 123 0.0 34.5 51.7#
65 192.8 12.2 18.2#
Raw 50
53.0 Abundance
80000
[ \3§‘iR\ \‘H!“\ “‘H”}‘ \‘\M“‘\ T \‘\“ T \M | \‘\ \1\4‘0.\0\
miz--> 40 60 80 100 120 140 60000
Abundance Scan 884 (7.287 min): BF124504.D\data.ms (-83
81.0 109.0
124.1 40000
Sub 50
53.0 20000
o“sﬂﬁ‘ﬁﬁhmwﬂ“qu S R R
miz--> 40 60 80 100 120 140 Time--> 725  7.30

BF124504.D 8270-BF062321.M Thu Jul 01 05:16:14 2021
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Abundance Scan 941 (7.622 min): BF124433.D\data.ms (-93 #26
2-Nitrophenol

Ref 50
0,

m/z-->
Abundance
Raw 50
0,

m/z-->
Abundance

Sub
50

m/z-->

39.0

41.1

51.0

65.0

92.1

139.0

109.0

Concen:
RT: 7.
Delta R.

Lab File:

Acq: 30

100 120 140

40 60 80
Scan 941 (7.622 min): BF124504.D\datams ~ 1on Ratlo Lower Upper

77.0

40 60 80
Scan 941 (7.622 min): BF124504.D\data.ms (-88 15000

77.0 95.0

95.0 138.1

191

100 120 140

138.0

119/1
1N

Tgt Ion:

2.10 ng
622 min Scan# 941
T. ©0.024 min
BF124504.D
Jun 2021 21:38

139 Resp: 4240

139 100
109 223.9 28.6 43.0#
65 412.6 56.8 85.2#

Abundance

20000

10000

5000

40 60 80

100 120 140

\
Time-->

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

107.1 2,4-Dimethylphenol
Concen: 210.42 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“\ \“\‘““ T ‘H\‘ “M TT “\ LI L B
miz--> 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 . 1381 166.1 300000
0! ‘?ﬁ‘”\ \”\“i”\ T 1”‘\ “‘M T i‘\ TT \“ L L
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 ‘ ‘
0"‘H"WMi“u"M“NM‘HE“‘M‘%%%JU“%QQ;‘ Ve
m/z--> 40 60 80 100 120 140 160 Time--> 7.60 7.70 7.80

BF124504.D 8270-BF062321.M

Thu Jul 01 ©5:16:14 2021
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Abundance Scan 964 (7.757 min): BF124433.D\data.ms (-95 #28

93.0 bis(2-Chloroethoxy)methane
63.0 Concen: 11.44 ng
RT: 7.698 min Scan# 954
Ref 50 Delta R.T. -0.035 min
Lab File: BF124504.D
1231 Acqg: 30 Jun 2021 21:38
0 4%' SR 1| L, 171.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 93 Resp: 41329
Abundance  Scan 954 (7.698 min): BF124504.D\datams ~ 100 Ratlo Lower Upper
107.1 93 100
95 43.8 26.5 39.7#
123 154.5 8.4 12.6#
Raw 50
77.0 Abundance
39.0 ‘ ‘ 30000
138.1
O'MH\ \”\‘““ gt 1”‘\ “‘M TT i‘\ L B \1‘6\6\\1\ T
m/z--> 40 60 80 100 120 140 160
Abundance Scan 954 (7.698 min): BF124504.D\data.ms (-90 20000
107.1
sub 10000
77.0
39.0 ‘ ‘
Obrebel gl ol g AEE0 1510 R
m/z--> 40 60 80 100 120 140 160 Time--> 7.65 7.70 7.75

Abundance Scan 974 (7.816 min): BF124433.D\data.ms (-96 #32

77.0  105.0 Benzoic acid

Concen: 237.92 ng

RT: 7.834 min Scan# 977

Ref 50 51.0 Delta R.T. ©.035 min
Lab File: BF124504.D
123.0 Acqg: 30 Jun 2021 21:38
0\\\m‘\‘\‘1\“‘\”\\“‘“‘\H‘\‘\“\H“HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 Tgt Ion:122 Resp: 425543
Abundance  Scan 977 (7.834 min): BF124504 D\datams ~ 10N Ratlo Lower Upper
107.1 122 100
105 5.5 107.8 147.8#%
77 43.1 81.6 121.6#
Raw 50
77.0 Abundance
39.0 200000
o 7. 125.0 152.0
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 977 (7.834 min): BF124504.D\data.ms (-92
107.1
100000
Sub
50
77.0 50000‘
51.0 ‘
Obd ol WL 18331520 o=
miz--> 40 60 80 100 120 140 160  Time--> 7.75 7.80 7.85

BF124504.D 8270-BF062321.M Thu Jul 01 05:16:14 2021 Page 10



Abundance Scan 1085 (8.469 min): BF124433.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 3.68 ng
g5 1 113.1 RT: 8.422 min Scan# 1077
Ref 50 ' Delta R.T. -0.012 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
0 \”\‘”“\‘\m\\“\‘\\\“\H‘\‘HH‘HH‘HH‘H
m/z--> 40 60 80 100 120 140 160 180 '8t Ion:113 Resp: 3077
Abundance Scan 1077 (8.422 min): BF124504.D\data.ms 10" Ratlo Lower Upper
78.1 124.0 113 100
55 1676.0 254.9 294.9%%
56 227.9 179.4 219.4#
Raw 50
51.0 Abundance
152.1 30000
ol 179.1
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1077 (8.422 min): BF124504.D\data.ms (-1 20000
78.0 124.0
Sub 10000
501 510
152.1 8422
o 0 1800 oL
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.35 8.40 8.45

Abundance Scan 1103 (8.575 min): BF124433.D\data.ms (-1 #36

Ref 50

51.0
J ‘\‘H\ g H

107.1 4-Chloro-3-methylphenol
142.0 Concen: 3.70 ng
RT: 8.539 min Scan# 1097
Delta R.T. -0.012 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38

o

m/z-->
Abundance

40 60 80 100 120 140 160 180

Scan 1097 (8.539

‘\r\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Tgt Ion:107 Resp: 11909

min): BF124504.D\datams = 10" Ratio Lower Upper
137.1 107 100

144 0.0 16.3 24 . 5#

142 0.0 50.1 75.1#

79.1
Raw 50
Abundance
510 107.1 S
180.0
0 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1097 (8.539 min): BF124504.D\data.ms (-1 30000
137.0
20000
Sub 5 8.539
79.0 10000
107.1
I A T S SIS
m/z--> 40 60 80 100 120 140 160 180 Time--> 850 855  8.60
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Abundance Scan 1304 (9.757 min): BF124433.D\data.ms (-1 #39

162.1 Acenaphthene-dle

Concen: 20.00 ng

RT: 9.739 min Scan# 1301
Ref 50 Delta R.T. ©.012 min

Lab File: BF124504.D

Acqg: 30 Jun 2021 21:38

540 800

07 103.9 132.1
m/z--> 40 60 80 100 120 140 160 180 200 18t 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 55.94#

Raw 50
Abundance
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 Ll el 0
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.72 9.74 9.76

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

33L& 2,4,6-Tribromophenol
Concen: 14.77 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

O,
miz--> 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
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 N —
miz--> 50 100 150 200 250 300 Time--> 10.50 10.55
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Abundance Scan 1189 (9.081 min): BF124433.D\data.ms (-1 #45

172.1

2-Fluorobiphenyl
Concen: 8.01 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: 56503
Abundance Scan 1187 (9.069 min): BF124504.D\datams ~ 10N Ratlo Lower Upper
172.1 172 100
171 36.7 28.1 42.1
170 26.7 19.2 28.8
Raw 50
137.1 Abundance
51.0 91.0 9469
O\\\MMNMK‘NHNWW\WW 1% 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 I \?%\(\) il ‘\ L ‘\‘ 195.9 1
T o [ T et o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.05 9.10

Abundance Scan 1206 (9.181 min): BF124433.D\data.ms (-1 #46

Ref 50
O,

m/z-->
Abundance

Raw 50

15

51.0 780 1650 1281

40 60 80 100 120 140

4.1

197.9
160 180 200

Scan 1181 (9.033 min): BF124504.D\data.ms
15

4.1

1,1'-Biphenyl

Concen: 21.92 ng

RT: 9.033 min Scan# 1181
Delta R.T. -0.118 min

Lab File: BF124504.D

Acqg: 30 Jun 2021 21:38

Tgt Ion:154 Resp: 160990
Ion Ratio Lower Upper
154 100

153 9.6 20.7 60.74#
76 1.1 0.0 31.7

Abundance
ol 179.1
m/z--> 40 60 80 100 120 140 160 180 200 000000
Abundance Scan 1181 (9.033 min): BF124504.D\data.ms (-1
154.1
500000
Sub
50 111.0
65.0 9.033
39.0 ‘
ob Ll gra | Lo 1920
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.00 9.05

BF124504.D 8270-BF062321.M
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Abundance Scan 1229 (9.316 min): BF124433.D\data.ms (-1 #48

63.0 138.1 2-Nitroaniline
Concen: 15.92 ng
92.1 RT: 9.263 min Scan# 1220
Ref 50 Delta R.T. -0.024 min
390 Lab File: BF124504.D
: ‘ ‘ Acq: 30 Jun 2021 21:38
0 H”i”“u“\‘\‘H‘H“‘\H\“HH‘HH‘HH‘HH Tot I . 65 R . 31468
miz--> 40 60 80 100 120 140 160 180 200 gt Ion: esp:
Abundance Scan 1220 (9.263 min): BF124504.D\datams ~ 100 Ratlo Lower Upper
121.0 65 100
92 18.0 47.1 70.7#
650 o0 138 23.2 70.2 105.2#
Raw 50
390 152.1 Abundance .,
/
0 " \‘Hh“\ ,178.8 208.3 100000 \‘/ ‘\
h T ‘ T ‘ TTrTT ‘ TTTT ‘ L ‘
m/z--> 40 60 80 100 120 140 160 180 200 ﬂ\
Abundance Scan 1220 (9.263 min): BF124504.D\data.ms (-1 ‘\‘ \
121.0 g \‘
| |
50000 \
Sub ’
. 9.263
50 93.0 1521 \\
GHT‘ﬁ;ﬂ“m“m‘_‘W‘H_w‘\‘m_mﬁ-vﬁ-?
miz--> 40 60 80 100 120 140 160 180 200  Time-->  9.15 9.20 9.25 9.30

Abundance Scan 1299 (9.728 min): BF124433.D\data.ms (-1 #53

63.1 921 3-Nitroaniline
’ Concen: 7.43 ng
138.0 RT: 9.722 min Scan# 1298
Ref 50 Delta R.T. ©.024 min
390 Lab File: BF124504.D
: ‘ Acqg: 30 Jun 2021 21:38
0 H‘\““‘H“\‘\‘H“H‘\H\“HH‘HH‘HH‘HH T I .1 R . 1 4
m/z--> 40 60 80 100 120 140 160 180 200 gt Ion:138 Resp: 0346
Abundance Scan 1298 (9.722 min): BF124504.D\datams ~ 1°0 Ratio Lower Upper
151.1 138 100
108 159.6 10.2 15.44#
92 48.3 103.3 154.9#
Raw 50
123.0 Abundance
430 77.0
182.1, -
o 15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1298 (9.722 min): BF124504.D\data.ms (-1
151.0 10000
Sub
50 5000
123.0
43.0 77.0
182.1
SR PR N R T B A
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.70  9.75
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Abundance Scan 1319 (9.845 min): BF124433.D\data.ms (-1 #54

63.1 154.1 1840 | 2,4-Dinitrophenol
Concen: 37.74 ng
107.0 RT: 9.863 min Scantt 1322
Ref 50 Delta R.T. ©0.035 min
38, Lab File: BF124504.D
Acq: 30 Jun 2021 21:38
0 HH‘”\HH\“‘1”\””‘\””\””\“Hw
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:184 Resp: 17986
Abundance Scan 1322 (9.863 min): BF124504.D\datams 10" Ratio Lower Upper
167.1 184 100
63 391.9 73.5 110.3#
154 116.9 52.5 78.7#
Raw 50
Abundance
770 1071 40000
o) ‘ ‘5‘\3;‘\‘0‘ T ‘M‘\‘ ol ‘ P ‘h“\ ‘]‘.%%]‘-\‘ T ! H‘ ‘9:"--‘3‘-
miz--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 1322 (9.863 min): BF124504.D\data.ms (-1
167.1
20000
Sub
50 10000
77.0 1071
o ‘ ‘Sﬁ\‘o“‘m‘ . ‘H‘\‘ ey | ‘\“ i ‘hh ‘]‘-??‘]‘-\‘ D 1 o ‘9‘:!-‘1‘- 0 T ‘\%‘4
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.80  9.85

Abundance Scan 1340 (9.969 min): BF124433.D\data.ms (-1 #55

168.1 Dibenzofuran

Concen: 34.71 ng

RT: 9.863 min Scan# 1322

Ref 50 139.0 Delta R.T. -0.071 min
Lab File: BF124504.D
63.0 89.0 Acq: 30 Jun 2021 21:38
0*‘32(‘)*‘”\“‘ *“”“\”‘“‘*\‘1‘1“3“?””\””\“ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 365646
Abundance Scan 1322 (9.863 min): BF124504.D\data.ms Ion Ratio Lower Upper
167.1 168 100
139 46.7 33.2 49.8
169 9.9 10.8 16.2#
Raw 50
Abundance
77.0 1071 150000
0= ‘\‘\ ‘E‘)ﬁ\‘? T ‘M‘\‘ S ‘ \“h , ‘hh ‘]ﬁ?.‘]‘-\‘ T “ H‘ ‘9‘:!--‘]‘-
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1322 (9.863 min): BF124504.D\data.ms (-1 100000
167.1
sub o 50000
77.0 107.1
S R TN o= s
miz--> 40 60 80 100 120 140 160 180  Time-—> 9.80  9.90

BF124504.D 8270-BF062321.M Thu Jul 01 05:16:15 2021 Page 15



Abundance Scan 1331 (9.916 min): BF124433.D\data.ms (-1 #56

63.0 139.0 4-Nitrophenol
109.0 Concen: 10.16 ng
39.0 RT: 9.916 min Scan# 1331
Ref 50 Delta R.T. ©.029 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
0 ‘mﬂ”‘ww‘J‘wh“w“‘w“‘w“‘w‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:139 Resp: 7428
Abundance Scan 1331 (9.916 min): BF124504.D\datams 100 Ratlo Lower Upper
137.1 139 100
109 51.4 63.2 103.2#
65 531.3 110.0 150.0#
Raw 50
Abundance
90 gy 940 180.1 80000
e .
miz--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 1331 (9.916 min): BF124504.D\data.ms (-1
137.1
40000
Sub
50 20000
G‘H\LW*\W*”M‘ww‘**w‘*wh‘éﬁﬁg‘*w‘*w* e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90 9.95
Abundance Scan 1339 (9.963 min): BF124433.D\data.ms (-1 #57
168.1 2,4-Dinitrotoluene
Concen: 2.20 ng
RT: 9.939 min Scan# 1335
Ref 50 139.0 Delta R.T. ©0.006 min
630 890 Lab File:  BF124504.D
30.0 ‘ ‘ 20 ‘ Acq: 30 Jun 2021 21:38
GH‘\"‘\h“M‘u‘h‘u‘}\\;‘”‘H‘h‘w\‘”‘w\””“ ‘H‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 4585
Abundance Scan 1335 (9.939 min): BF124504 D\datams 10N Ratlo Lower Upper
137.0 165 100
63 145.0 43.5 65.3#
89 108.7 67.7 101.5#
Raw  5g 182 63.9 2.1 3.1#
30 O L 61.0 poundance
H‘M \M\ ‘ 193.1
o kel
miz--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1335 (9.939 min): BF124504.D\data.ms (-1
144.1
115.0 400000‘
Sub \
50 200000
180.1 \
62.0 891 ‘ ‘
0i389 bl bl Ll ‘!‘m““ i O 99%9 =
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.90 9.95 10.00

BF124504.D 8270-BF062321.M
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Abundance Scan 1404 (10.345 min): BF124433.D\data.ms (- #62

65.0 4-Nitroaniline
108.1 138.0 Concen: 2.69 ng
RT: 10.351 min Scan#t 1405
Ref 50 Delta R.T. ©0.035 min
39.1 Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
0 "”“”\““““\‘“"\“““\““\“‘]‘-\8‘4‘.‘2‘\“‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:138 Resp: 3611
Abundance Scan 1405 (10.351 min): BF124504.D\data.ms 10" Ratio Lower Upper
137.0 138 100

92 57.8 35.8 75.8
108 32.7 63.6 103.6#
Raw 50
Abundance

0 3000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1405 (10.351 min): BF124504.D\data.ms (-

137.0 2000

Sub

50 194.1 1000

570 940
e

0‘H“‘uMmu‘mw‘wumuumMMUJMHNm”‘gmwm o

m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.30 10.35

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

188.1 Phenanthrene-d10
Concen: 20.00 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%-%‘\‘\83.11” ‘1]\_4\2\ \1‘5ﬁ]\- \”m\ T T T ‘2\65\3
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.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
0 430 ) 41141 }?ﬁl ML 219.2 150000
T T ‘ T T T T ‘ T T 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
0420 a4l O 2200 o= "
miz--> 50 100 150 200 250  Time--> 11.20
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Abundance Scan 1410 (10.380 min): BF124433.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 4.49 ng
RT: 10.251 min Scan#t 1388
Ref 50 Delta R.T. -0.100 min
51.0 121.0
771 168.1 Lab File: BF124504.D
’ ’ Acq: 30 Jun 2021 21:38
0 ‘\‘\ \“i T \‘“\ TT “\ i TT \‘1 T Hi”\ T \“| TTT \%%9\(
m/z--> 40 60 80 100 120 140 160 180 200220 '8t Ion:198 Resp: 5092
Abundance Scan 1388 (10.251 min): BF124504.D\datams 10N Ratlo Lower Upper
167.1 198 100
51 633.0 64.8 104.8#
105 341.9 42.6 82.6#
Raw 50
196.1 Abundance
25000
530 79.0 1231 |
OH\“‘H‘i‘\“ih‘u\H“H‘\‘”\‘\”\H“M\\“\\‘\‘\“H\‘\H‘\“HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 220 20000
Abundance Scan 1388 (10.251 min): BF124504.D\data.ms (-
167.1 15000
10000
Sub
50
196.1 5000/
390 770 12"3-1 | 0 N
O bt et T T T
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.20 10.25

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

240.2 Chrysene-di2
Concen: 20.00 ng
RT: 13.857 min Scan# 2001
Ref 50 Delta R.T. ©.000 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
o780 7P 1560 2001 “LH\H\‘ .
T ‘ T LI ‘ T T T ‘ L ‘ LI ‘ T LI ‘ 1 . .
miz--> 50 100 150 200 250 300 gt Ion:240 Resp: 86514
Abundance Scan 2001 (13.857 min): BF124504.D\datams 100 Ratio Lower Upper
240.2 240 100
120 9.9 7.2 10.8
236 27.8 19.0 28.4
Raw 50
Abundance
120.1
52.0 156.0 194. 80000
Ot “ \‘\8‘\6‘\0“‘\“‘\‘ =T “\ —t “‘J‘r‘“ \‘”H‘“ \2\8\0.\9‘ 1
miz--> 50 100 150 200 250 300
Abundance Scan 2001 (13.857 min): BF124504.D\data.ms (- 60000
240.2
40000
Sub
50
20000
120.1
041-1 780 | 156.01941 300.
T ‘ T L ‘ T T ‘ T ‘ L ‘ T T T T ‘ 1 T T T ‘ T T T ‘ L
miz--> 50 100 150 200 250 300 Time--> 13.85 13.90
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Abundance Scan 1828 (12.839 min): BF124433.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 10.71 ng
RT: 12.798 min Scan# 1821
Ref 50 Delta R.T. ©0.000 min
Lab File: BF124504.D
Acqg: 30 Jun 2021 21:38
T \5‘4‘.\0‘\814\1‘ T “:\1-2‘\‘2.\31‘\ ]’-6‘?:\[ T ‘21\2‘ \2‘\ M\MH“ T
m/z--> 50 100 150 200 250  Tgt Ion:244 Resp: 61854
Abundance Scan 1821 (12.798 min): BF124504.D\datams 10N Ratlo 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
122.1
[} \5‘4\1‘\ \9]\-]‘-‘\ \‘ i ‘]’-6“0:\[‘\‘\ "21\?.\2‘\“\“‘“ i
miz--> 50 100 150 200 250 60000
Abundance Scan 1821 (12.798 min): BF124504.D\data.ms (-
244.2
40000
Sub
50 20000
122.1 212.2
L E T et O ST B —
m/z-> 50 100 150 200 250  Time-> 12.75 12.80
Abundance Scan 2253 (15.339 min): BF124433.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.286 min Scan# 2244
Ref 50 Delta R.T. ©.000 min
Lab File: BF124504.D
132.1 Acqg: 30 Jun 2021 21:38
570 [ Taroazion |
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\ . .
miz--> 50 100 150 200 250 300 Tgt Ion:264 Resp: 93363
Abundance Scan 2244 (15.286 min): BF124504.D\datams 10" Ratio Lower Upper
264.2 264 100
260 25.8 18.7 28.1
265 21.8 17.8 26.8
Raw 50
Abundance
132.0 15.786
1.8 898. l \\H 2070‘m lafl 326.
0\‘\\\\‘\\\ \\\\‘\\\\’\\\\‘\\\ 60000
miz--> 50 100 150 200 250 300
Abundance Scan 2244 (15.286 min): BF124504.D\data.ms (-
264.1 40000
Sub
50 20000
N
132.0
0122 89.8 J\H 18412230 Ll 0
et e ——T—
m/z--> 50 100 150 200 250 300 Time--> 15.30
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