Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125368.D

Acqg On : 4 Sep 2021 14:34
Operator : JU/CG

Sample : M3646-13

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Sep 06 08:27:54 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 03 11:56:34 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.898 152 127125 20.000 ng 0.00
21) Naphthalene-d8 8.180 136 467584 20.000 ng # 0.00
39) Acenaphthene-di10 9.939 164 214811 20.000 ng 0.00
64) Phenanthrene-d10 11.427 188 351356 20.000 ng 0.00
76) Chrysene-di12 14.062 240 286380 20.000 ng # 0.00
86) Perylene-di12 15.556 264 327226 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.522 112 320583 38.170 ng 0.00

7) Phenol-dé6 6.528 99 248803 22.905 ng 0.00
23) Nitrobenzene-d5 7.463 82 722141 77.752 ng 0.00
42) 2,4,6-Tribromophenol 10.727 330 179970 83.930 ng 0.00
45) 2-Fluorobiphenyl 9.257 172 1127639 73.163 ng 0.00
79) Terphenyl-di4 13.010 244 1099821 61.181 ng 0.00

Target Compounds Qvalue

3) Pyridine 3.510 79 74555 6.814 ng # 91
10) Phenol 6.545 94 42119 3.703 ng 89
16) 2,2'-oxybis(1-Chloropr... 7.116 45 205233 11.423 ng 76
17) 2-Methylphenol 7.310 107 789864 109.743 ng # 74
19) n-Nitroso-di-n-propyla... 7.463 70 99322 15.202 ng # 56
20) 3+4-Methylphenols 7.310 107 794516 87.941 ng # 74
22) Acetophenone 7.304 105 30250 2.514 ng # 1
24) Nitrobenzene 7.581 77 20515 2.027 ng # 47
27) 2,4-Dimethylphenol 7.851 122 19471 2.752 ng # 93
28) bis(2-Chloroethoxy)met... 7.928 93 28748 2.898 ng # 1
31) Naphthalene 8.198 128 56541 2.361 ng # 91
32) Benzoic acid 7.945 122 23991 4.996 ng # 43
35) Caprolactam 8.657 113 36316 19.433 ng # 1
36) 4-Chloro-3-methylphenol 8.533 107 1719341 233.433 ng # 17
37) 2-Methylnaphthalene 8.892 142 35039 2.214 ng 95
38) 1-Methylnaphthalene 8.992 142 39153 2.650 ng 98
71) Phenanthrene 11.451 178 39968 2.064 ng # 92

(#) = 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\BF@90421\
Data File : BF125368.D

Acqg On : 4 Sep 2021 14:34
Operator : JU/CG

Sample : M3646-13

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Sep 06 08:27:54 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 03 11:56:34 2021
Response via : Initial Calibration

Abundance TIC: BF125368.D\data.ms
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Abundance Scan 822 (6.922 min): BF125087.D\data.ms (-81 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.898 min Scan# 818
Ref 50 115.0 Delta R.T. 0.000 min

52.0  78.0 Lab File: BF125368.D
‘ ‘ Acq: 4 Sep 2021 14:34
[ \‘} T \‘\H‘ ‘”\ T \“\‘ ‘i \“\‘\9§.‘9\ T 1‘ L B ‘\“\ T
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 127125

Abundance  Scan 818 (6.898 min): BF125368.D\datams ~ 1°N Ratio Lower Upper
150.0 152 100

156 160.0 117.6 176.4
115 61.8 47.1 70.7
Raw 50/ 45.0

78.0 1150 Abundance
‘ ‘ ‘ 250000
5.0
07_1_1_‘*‘“ ‘\ h\”“ T \‘\“‘ ‘ \“\ T ‘ T \ }“ TT T T ‘ T \‘\“\ ‘ T 200000
m/z--> 40 60 80 100 120 140 160
Abundance 1 .898 min): BF12 .D\data. -8
Scan 818 (6.898 min) 5368.D\data.ms (-80 150000
150.0
100000
Sub
507 450 115.0
78.0 50000 |
oJ 197.0 eSS
miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95

Abundance Scan 240 (3.499 min): BF125087.D\data.ms (-23 #3

52.0 79.0 Pyridine
Concen: 6.814 ng
RT: 3.510 min Scan# 242
Ref 50 Delta R.T. ©0.059 min
Lab File: BF125368.D
30.0 Acq: 4 Sep 2021 14:34
G \H‘HH‘\H}‘HH‘HH‘\ 1\‘\\\\?%'\9\\\‘\\\\“\! }HH‘HH‘HH‘
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 Tgt Ion: 79 Resp: 74555
Abundance  Scan 242 (3.510 min): BF125368.D\datams 190 Ratio Lower Upper
79.0 79 100
52.0
52 85.8 70.3 1@5.5
51 40.5 44,1 66.1#
Raw 50
Abundance
390
il |l 858
0 \H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘HH‘ 30000
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance Scan 242 (3.510 min): BF125368.D\data.ms (-21
52.0 9.0 20000
Sub
50 10000
390
0 W rreerrreseresisbHre o8 e Y
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90  Time--> 3.50 3.60
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Abundance Scan 586 (5.534 min): BF125087.D\data.ms (-58 #5

112.0 2-Fluorophenol
64.0 Concen: 38.170 ng
RT: 5.522 min Scan# 584
Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
3 ‘ L Acq: 4 Sep 2021 14:34
0\\\H’\\“\‘1““\‘\\‘\‘8‘\7\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 326583
Abundance  Scan 584 (5.522 min): BF125368.D\datams ~ 10N Ratlo Lower Upper
112.0 112 100
64 67.5 44.2 66.2#
64.0 63 34.3 26.2 39.2
Raw 50
Abundance
5.522
38.0 ‘ L 300000
0\\\‘H’\\h\‘l“u\‘\\\‘8‘\7\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7.\9
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 584 (5.522 mluri)yz 3F125368.D\data.ms (-53 200000
64.0
sub 100000 |
‘\
3 Z \
0,% e 20T A
miz--> 40 60 80 100 120 140 160 180 200  Time--> 550 5.60

Abundance Scan 757 (6.540 min): BF125087.D\data.ms (-75 #7

99.1

Ref 50
42.0

o

281..

miz--> 50 100 150 200 250
Abundance  Scan 755 (6.528 min): BF125368.D\data.ms

99.1

Raw gg
42.0
0‘\Ww¢w e e R
mz-> 100 150 200 250
Abundance Scan 755 (6.528 min): BF125368.D\data.ms (-70
99.1
Sub
50
42.0
0‘\MWMW T
miz--> 100 150 200 250

BF125368.D 8270-BF081821.M

Mon Sep 06 08:

Phenol-d6

Concen: 22.905 ng

RT: 6.528 min Scan# 755
Delta R.T. -0.006 min

Lab File: BF125368.D
Acq: 4 Sep 2021 14:34

Tgt Ion: 99 Resp: 248803
Ion Ratio Lower Upper
99 100

42 25.5 23.5 35.3
71 34.3 25.6 38.4

Abundance
200000
150000
100000

50000

Time->  6.45 6.50 6.55 6.60

28:02 2021
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Abundance Scan 760 (6.557 min): BF125087.D\data.ms (-75 #10

94.0 Phenol
Concen: 3.703 ng
RT: 6.545 min Scan# 758
Ref 50 66.0 Delta R.T. -0.000 min
39.0 Lab File: BF125368.D
‘ Acq: 4 Sep 2021 14:34
0L ‘\\M : \‘H‘\“ ‘\“\\ “g e “\‘ e
m/z--> 40 60 80 100 120 Tgt Ion:‘94 RESpZ 42119
Abundance  Scan 758 (6.545 min): BF125368.D\datams 10" Ratio Lower Upper
430 94 100
65 31.5 9.3 49.3
94.0 66 50.4 20.3 60.3
Raw 50
58.0 Abundance
‘ 40000
oL— “\H 1L “ HM “ ‘M“ ‘\”‘\ " ‘O‘ \‘ “\ I \‘ . ‘1:}4"? ‘1‘3? ‘l
m/z--> 40 60 80 100 120 30000
Abundance Scan 758 (6.545 min): BF125368.D\data.ms (-70
45.0
20000
94.0
Sub
50
66.0 10000
G\\\‘\‘\‘\H\M\H‘\\ H‘ ?qq\“‘w“‘ “1?-4‘"9‘1‘3‘21 OV\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 60 80 100 120 Time--> 6.50 6.55 6.60

Abundance Scan 869 (7.198 min): BF125087.D\data.ms (-85 #16

45.0 2,2"'-oxybis(1-Chloropropane)
Concen: 11.423 ng

RT: 7.110 min Scan# 854

Ref 50 Delta R.T. -0.065 min
Lab File: BF125368.D
77.0 121.0 Acq: 4 Sep 2021 14:34
ol 1938 1550
miz--> 40 60 80 100 120 140 160 18t Ion: 45 Resp: 205233
Abundance  Scan 854 (7.110 min): BF125368.D\data.ms Ion Ratio Lower Upper
59.0 45 100
77 0.5 0.0 30.6
79 0.7 0.0 27.5
Raw 50
Abundance
4l. T 103.1
0~ wm‘ e ‘8\3"9‘ ‘ \“ ™ ‘1\2*5"9‘ BERBEN 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 854 (7.110 min): BF125368.D\data.ms (-81 150000 N
59.0
100000 110
Sub
50
50000
4LT 103.1
0***‘\mm*“iH*ﬁs"qw*ml\ ‘5*'9*\””\‘ Owwwwwww
miz--> 40 60 80 100 120 140 160 Tjme-> 7.00 7.10 7.20 7.30
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Abundance Scan 863 (7.163 min): BF125087.D\data.ms (-85 #17

108.0 2-Methylphenol
Concen: 109.743 ng
RT: 7.310 min Scan# 888
Ref 50 77.0 Delta R.T. ©0.159 min
510 Lab File: BF125368.D
) “ Acq: 4 Sep 2021 14:34
0! Sl ‘\ T ‘ LENL I L
m/z--> 40 60 80 100 120 140 Tgt Ion:107 Resp: 789864
Abundance  Scan 888 (7.310 min): BF125368.D\datams ~ 10N Ratlo Lower Upper
107.0 107 100
108 82.8 90.6 135.8#
77 34.0 35.7 53.5#
Raw 5g 79 23.1 34.0 5l.e#
77.0 Abundance
51.0 7?10
0 = \‘M\ ™ T ‘ T \}2\6\(\)\ T \%5\3\‘9 600000
m/z--> 40 60 80 100 120 140
Abundance in): _
Scan 888 (7.310 min): BF125368.D\data.ms (-81 400000
107.0
sub -y 200000
77.0
51.0 S
0 \\“\\‘\‘\\]‘-2\6\'\0\‘\]\-5\3\"9 7\\\\“‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 Time--> 7.30 7.40

Abundance Scan 892 (7.334 min): BF125087.D\data.ms (-88 #19
1

05.0 n-Nitroso-di-n-propylamine
43.0 Concen: 15.202 ng
RT: 7.463 min Scan# 914
Ref 50 Delta R.T. ©.153 min
Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
0 \‘L‘J‘”L\”‘\Lm\ t ‘\ \‘ !‘ 1 T \19\3‘9\ T ‘\2\8\0\9‘\ \3\4\1‘(\)\ T \4‘1\5\
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 99322
Abundance  Scan 914 (7.463 min): BF125368.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 48.0 72.2 108.2#
101 1.4 7.8 11.8#%#
Raw 5o 130 1.7 21.8 32.6#
Abundance
100000
0\‘}Ji“\‘\\hi\“\l\s’\l\-]‘_\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
80000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 914 (7.463 min): BF125368.D\data.ms (-83
82.0 60000
Sub 40000
50
20000
0‘\““\131}\\\\\ Oﬁ*w*ﬁ
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
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Abundance Scan 889 (7.316 min): BF125087.D\data.ms (-88 #20

10.0 3+4-Methylphenols
Concen: 87.941 ng
770 RT: 7.310 min Scan# 888
Ref 50 ' Delta R.T. ©0.006 min
51.0 Lab File: BF125368.D
‘ Acq: 4 Sep 2021 14:34
OM : ‘\‘\‘ - “‘ | — i]“:?o‘:‘l" —
m/z--> 40 60 80 100 120 140 Tgt Ion: :!.07 Resp . 794516
Abundance  Scan 888 (7.310 min): BF125368.D\datams 10" Ratio Lower Upper
107.0 107 100
108 82.8 76.6 116.6
77 34.0 53.3 93.3#
Raw 5 79  23.1 8.7 48.7
77.0 Abundance
51.0 7.?10
O'MH\ “”‘\‘ t \‘\‘M‘ T \‘h\ ™ T ‘ TT ]‘-2\6\(\)\ T \]\-5\3\? 600000
m/z--> 40 60 80 100 120 140
Abundance Scan 888 (7.310 min): BF110275.868.D\data.ms (-83 400000
sub 4, 200000 /»\
77.0 \‘A‘
51.0 / s
0 Wmm“lw“w 1260, 1839 O
m/z-> 40 60 80 100 120 140 Time--> 7.20 7.30 7.40 7.50

Abundance Scan 1040 (8.204 min): BF125087.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.180 min Scan# 1036

Ref 50 Delta R.T. -0.006 min
Lab File: BF125368.D
54.0 108.1 Acq: 4 Sep 2021 14:34
0\\\"‘\\1‘\‘i‘}\“i‘}\\\‘\‘\\\‘\\w‘\\\\‘
m/z--> 40 60 80 100 120 140 Tgt IOI"IZ:!.36 Resp: 467584
Abundance Scan 1036 (8.180 min): BF125368.D\datams 100 Ratio Lower Upper
136.1 136 100
137 11.0 9.8 14.6
54 10.5 6.4 9.6#
Raw 5g 68 6.1 3.3 4.9%
Abundance
54.0 108.1
0 \?\’6\-(’)‘”\ T H‘V‘ \W Zﬁi‘q T I \‘\‘ T M“‘ T 500000
m/z--> 40 60 80 100 120 140 400000
Abundance Scan 1036 (8.180 min): BF125368.D\data.ms (-9
136.1 300000
Sub 200000
50
100000
54.0 108.1
N TR o N | 0
miz--> 40 60 80 100 120 140 Time-->

BF125368.D 8270-BF081821.M Mon Sep 06 08:28:02 2021 Page 7



Abundance Scan 892 (7.334 min): BF125087.D\data.ms (-88 #22

105.0 Acetophenone
43.0 Concen: 2.514 ng
RT: 7.304 min Scan# 887
Ref 50 Delta R.T. -0.006 min
Lab File: BF125368.D
‘ Acq: 4 Sep 2021 14:34
0 \L‘M \“‘\ t ‘ \‘!‘1 T \19\3‘9\ TT ‘\2\8\0\9\ \3\4\1‘0\ T \4‘15
m/z--> 50 100 150 200 250 300 350 400 18t Ion:1@5 Resp: 306250
Abundance  Scan 887 (7.304 min): BF125368.D\datams ~ 10N Ratlo Lower Upper
107.0 105 100
71 12.3 5.5 8.3#
51 348.5 26.0 39.0#
Raw 5o 120 17.7 18.5 27.7#
Abundance
51.0 ‘ 100000 A
A
0\\‘”“\‘\“l\!1\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ “‘\
|
miz--> 50 100 150 200 250 300 350 400 80000 I
Abundance Scan 887 (7.304 min): BF125368.D\data.ms (-83 ||
107.0 60000 [
|
[
.
sub 40000 / ‘
50 7.304
20000 an
510 )\
N
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.25 7.30 7.35
Abundance Scan 918 (7.487 min): BF125087.D\data.ms (-91 #23
82.0 Nitrobenzene-d5
54.0 Concen: 77.752 ng
' RT: 7.463 min Scan# 914
Ref 50 128.0 Delta R.T. -0.006 min
Lab File: BF125368.D
98.1 Acq: 4 Sep 2021 14:34
0\\3\8@ “!“\‘i‘\‘\}”i“\\\\“\\i\"\\‘\\‘\\
m/z--> 40 60 80 100 120 140 T8t Ion: 82 Resp: 722141
Abundance  Scan 914 (7.463 min): BF125368.D\datams ~ 10N Ratlo Lower Upper
82.1 82 100
128 41.3 40.6 60.8
54.0 54 59.8 49.6 74.4
Raw 50
1281 Abundance
‘ | 98‘.0
38. ‘ 113.0 |
0 Q\\\‘\‘\‘\\‘ ‘\\\\ LA B T T 600000
m/z--> 40 60 80 100 120 140
Abundance Scan 914 (7.463 min): BF125368.D\data.ms (-86
82.0 400000
54.0
Sub
50 128.1 200000
98.0
0\\3\89\\!‘\‘\\‘\1“\\\\“\\\\"\\‘\\‘\\ T T T T T T T T
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45 7.50
BF125368.D 8270-BF081821.M Mon Sep 06 08:28:02 2021
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Abundance Scan 921 (7.504 min): BF125087.D\data.ms (-91 #24

71.0 Nitrobenzene
51.0 Concen: 2.027 ng
RT: 7.581 min Scan# 934
Ref 50 123.0 Delta R.T. ©0.094 min
Lab File: BF125368.D
‘ 93.0 Acq: 4 Sep 2021 14:34
o380 Lo
m/z--> 40 60 80 100 120 140 T8t Ion: 77 Resp: 20515
Abundance  Scan 934 (7.581 min): BF125368.D\data.ms 100 Ratio Lower Upper
43.0 77 100
730 123 5.8 42.3 63.5#
: 65 18.4 12.4 18.6
Raw 50 1 1181
' Abundance
20000
0b—— \“\ \‘ MH‘H\ Hm\m“ mu‘\m H\ ‘13"’4‘?‘ -
miz--> 40 80 100 120 140 15000
Abundance Scan 934 (7.581 min): BF125368.D\data.ms (-86
43.0 73.0
88.0 10000
Sub 118.1
50 5000
i s
G‘HM’\;\‘\\“\“\\\HHH\\\H\‘H;‘H“HH N OH‘HH‘HH‘H
m/z--> 40 80 100 120 140 Time--> 755 7.60 7.65

Abundance Scan 980 (7.851 min): BF125087.D\data.ms (-97 #27

107.0122.1 2,4-Dimethylphenol
Concen: 2.752 ng
RT: 7.851 min Scan# 980
Ref 50 Delta R.T. ©.018 min
77.0 Lab File: BF125368.D
39.0 Acq: 4 Sep 2021 14:34
G\H“‘H§ﬁ“‘\‘\\\“‘\?%‘.‘(\)“1‘1\\“””‘”
m/z--> 80 100 120 140 Tgt IOI’]::!.ZZ Resp: 19471
Abundance Scan 980 (7.851 min): BF125368.D\datams 10N Ratio Lower Upper
107.0122.0 122 100
107 107.8 85.0 127.6
43.0 121 41.6 43.3 64.9#
Raw 77.0
>0 9.0 Abundance
15000
0l “ ‘ MH“HHHM %H HM‘H \}“ ‘m H 01
m/z--> 100 120 140
Abundance Scan 980 (7.851 mln). BF125368.D\data.ms (-92 10000
107.0122.0
0 5 77.0 5000
51.0 %
ot g %0 L] gses
miz--> 40 60 80 100 120 140 Time--> 7.80 7.85 7.90

BF125368.D 8270-BF081821.M

Mon Sep 06 08:28:03 2021
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Abundance Scan 997 (7.951 min): BF125087.D\data.ms (-98 #28

63.0 93.0 bis(2-Chloroethoxy)methane
' Concen: 2.898 ng
RT: 7.928 min Scan# 993
Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
123.0 Acq: 4 Sep 2021 14:34
ol A9 Ul L1420 1729
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 93 Resp: 28748
Abundance  Scan 993 (7.928 min): BF125368.D\datams 10" Ratlo Lower Upper
95.1 93 100
95 672.8 26.1 39.1#
410 123 6.0 11.7 17.5#
Raw 50
69.0 Abundance
152.1
J 1150 \ 200000
0 \‘\H“\‘\‘\‘\‘\i”\\“\\\‘\‘\\\\‘\
mlz--> 40 60 80 100 120 140 160
Abundance Scan 993 (7.928 min): BF125368.D\data.ms (-94 150000
95.1
100000
Sub
50/ 410
69.0 50000 )8
152.1
[ ||, 1301 N
0! \\\\“\\\‘\‘\\H\\“\\\‘\‘\\\\‘\ L B
miz--> 40 60 80 100 120 140 160 Time--> 7.85 7.90 7.95

Abundance Scan 1044 (8.228 min): BF125087.D\data.ms (-1 #31
1

Concen:
RT: 8.
Ref 50 Delta R.

28.0 Naphthalene

2.361 ng
198 min Scan# 1039
T. -0.006 min

Lab File: BF125368.D

510 Lz 102.0 ‘ Acq: 4 Sep 2021 14:34
0H\“\\“\\“H\\HU.“\‘\H““HH‘\MH‘HH‘HH‘HH‘H'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:128 Resp: 56541
Abundance Scan 1039 (8.198 min): BF125368.D\datams 100 Ratio Lower Upper
59.0 128 100
128.1 129 18.8 9.4 14.0#
127 13.4 10.9 16.3
Raw 50
931 Abundance
0,
m/z--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 1039 (8.198 min): BF125368.D\data.ms (-9
59.0
128.0
Sub 20000
50 93.0
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.15 8.20 8.25 8.30
BF125368.D 8270-BF081821.M Mon Sep 06 ©8:28:03 2021
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Abundance Scan 998 (7.957 min): BF125087.D\data.ms (-98 #32

93.0 Benzoic acid
63.0 Concen: 4.996 ng
RT: 7.945 min Scan# 996
Ref 50 Delta R.T. -0.006 min
122.0 Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
ol 449 ‘ . 170.9
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 60 80 100 120 140 160 Tgt Ion:122 Resp: 23991
Abundance Scan 996 (7.945 min): BF125368.D\data.ms 10N Ratlo Lower Upper
107.0 122 100
105 14.7 97.6 137.6#
77 76.4 59.6 99.6
Raw 50
Abundance
430 10 ‘ 20000
0L “H\‘ T ‘\“\M \H\‘ T “\“W ‘\“\m\‘ T Il \‘ b “lewsﬁ ?-:L\‘S\Z\J‘- T
m/z--> 60 80 100 120 140 160 15000
Abundance Scan 996 (7.945 min): BF125368.D\data.ms (-94
107.0
10000
Sub 50
5000
77.0
0 51; 0 R IR X1 13? 01521 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Time--> 7.90 7.95 8.00

Abundance Scan 1115 (8.645 min): BF125087.D\data.ms (-1 #35

55.0 Caprolactam

Concen: 19.433 ng

RT: 8.657 min Scan# 1117
Ref 50 85.0 113.1 Delta R.T. ©.029 min

Lab File: BF125368.D

Acq: 4 Sep 2021 14:34

36 ] L, \‘

0 \‘\‘H‘H‘\‘\H‘Hi‘\|\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 I8t Ion:113 Resp: 36316
Abundance Scan 1117 (8.657 min): BF125368.D\datams 10" Ratio Lower Upper
55.0 113 100
55 364.8 154.1 194.1#
56 203.2 108.7 148.7#
Raw 50
Abundance
60000
0,
miz--> 40 60 80 100 120 140 160
Abundance Scan 1117 (8.657 min): BF125368.D\data.ms (-1 40000
553.0
Sub 20000
50 gs0 1131
0! “ ‘\ \“\“ ey T M\ \1‘4\4\0\]\-6‘2\\0 Lt e e B e
miz--> 40 60 80 100 120 140 160 Time--> 8.60 8.70
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Abundance Scan 1132 (8.745 min): BF125087.D\data.ms (-1 #36

107.0 4-Chloro-3-methylphenol
142.0 Concen: 233.433 ng
77.0 RT: 8.533 min Scan# 1096
Ref 50 Delta R.T. -0.200 min
51.0 Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
0' ‘\ "“\ \ \H‘\H’ T \ T ‘ \Ml \‘ \J-‘Z\S\.()\ T “ ‘\‘\ T ‘
m/z--> 40 60 80 100 120 140 Tgt Ion:}07 RESpZ 1719341
Abundance Scan 1096 (8.533 min): BF125368.D\datams 10" Ratio Lower Upper
107.0 107 100
144 0.1 21.9 32.9#
142 0.0 67.1 100.7#
Raw 50
Abundance
77.0 136.1 1500000 8.533
®0 gy | ]
0\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140
Abundance Scan 1096 (8.533 min): BF125368.D\data.ms (-1 1000000
107.0
Sub
50 500000
77.0 136.1
39.0
m/z--> 40 60 80 100 120 140 Time--> 8.45 8.50 8.55 8.60

Abundance Scan 1161 (8.916 min): BF125087.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 2.214 ng
RT: 8.892 min Scan# 1157
Ref 50 115.0 Delta R.T. -0.006 min
' Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
390 630 890 | q P
G\\\‘\\\\“\‘\I\H\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:142 Resp: 35639
Abundance Scan 1157 (8.892 min): BF125368.D\data.ms Ion Ratio Lower Upper
74.0 142 100
141 84.6 71.2 106.8
Raw 50
41.0 Abundance
8.892
115.1 1421 40000
Ot ‘ \‘\ gl \” \‘\‘\‘ “‘M \‘\1“‘\ \‘\‘\ T \‘\ \“H‘\ T ’%1_\7\2\1‘
m/z--> 80 100 120 140 160
Abundance Scan 1157 (8.892 min): BF125368.D\data.ms (-1 30000
74.0
20000
Sub
50
2410 10000
H 115.1 142.1
OHW‘HH‘m‘“9‘5‘?”“‘W‘H‘Hm‘,‘l??:l‘ o=/ =
miz--> 60 80 100 120 140 160 Time--> 8. 85 8.90
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Abundance Scan 1178 (9.016 min): BF125087.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 2.650 ng
RT: 8.992 min Scan# 1174
Ref 50 115.0 Delta R.T. -0.006 min
Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
0 39\0\\ \6:\%‘0\\\ 89\0 H ! P
\\\‘\\\\‘\‘\‘\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:142 Resp: 39153
Abundance Scan 1174 (8.992 min): BF125368.D\datams 10" Ratio Lower Upper
14p.1 142 100
141 97.0 76.0 114.0
Raw 50 115.0
43.0 Abundance
71.0 91.0 8.992
0! HHH\‘ H ‘n HM “ gl “i “\“‘ ‘1‘6?‘]: = 40000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1174 (8.992 min): BF125368.D\data.ms (-1 30000
142.1
20000
Sub
50
115.0 10000
40 M0so ||| )
O bl T e L S PP R
miz--> 40 60 80 100 120 140 160 Time--> 8.95 9.00 9.05

Abundance Scan 1339 (9.963 min): BF125087.D\data.ms (-1 #39

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.939 min Scan# 1335
Ref 50 Delta R.T. -0.000 min

Lab File: BF125368.D
Acq: 4 Sep 2021 14:34

106.0 132.0

O,
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:164 Resp: 214811
Abundance Scan 1335 (9.939 min): BF125368.D\datams 10N Ratlo Lower Upper
16%.1 164 100

162 99.7 81.3 121.9
160 46.4 38.0 57.0

Raw gg
Abundance
430 801
01 I \‘\L‘\“ f ‘!‘ f ‘\H‘h\l\%}e‘.\:‘lﬁi”\ 1‘ T \h\ T 200000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1335 (9.939 min): BF125368.D\data.ms (-1 150000
164.1
100000
Sub
50000
0

miz--> 40 60 80 100 120 140 160 180 200 220 Time-->
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Abundance Scan 1473 (10.751 min): BF125087.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 83.930 ng

RT: 10.727 min Scan# 1469

Ref 50{ 620 Delta R.T. -©.006 min
140.9 Lab File: BF125368.D
‘ H 221.8 Acq: 4 Sep 2021 14:34
0 ‘\‘\‘ \i‘ }‘ py ]‘uo‘zﬁ ‘ ih‘ ‘\HN e ““”‘ : \l\\ e
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 179970

Abundance Scan 1469 (10.727 min): BF125368.D\data.ms 1o" Ratio Lower Upper
320¢ 330 100

332 94.8 76.2 114.4
141 29.1 44.6 66.8#

Raw 50 62.0
140.9 Abundance
H 2918 2000001  10.f27
0 2“\4‘%“\” ;“‘ \1‘179\]‘-‘ “Hh T ‘l“ T ‘”\ T
miz--> 50 100 150 200 250 300 150000
Abundance Scan 1469 (10.727 min): BF125368.D\data.ms (-
329.¢
100000
Sub 62.0
50 50000
140.9
H 221.8
ok H‘ \\H“ Mu M\MQZ el JﬂﬁQQ ““”‘ . \l\\ e 0 T‘Ti‘ T ‘\4‘
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.80

Abundance Scan 1223 (9.281 min): BF125087.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl

Concen: 73.163 ng

RT: 9.257 min Scan# 1219
Ref 50 Delta R.T. -0.000 min

Lab File: BF125368.D

Acq: 4 Sep 2021 14:34

510 830 1200 1510 ]
0\\\‘\\‘\\‘\\\M‘\‘\\\‘\\\\‘\\\\‘\\‘\\’\\‘ \‘\\\
miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 1127639

Abundance Scan 1219 (9.257 min): BF125368.D\datams 10N Ratio Lower Upper
172.1 172 100

171 35.9 26.5 39.7
170 24.0 18.8 28.2

Raw 50
Abundance
\ ,99.0 1200 146.0 |
0\\\““\\”\‘\“‘\\\H}‘\‘\\\‘\\\\‘\\\‘\‘i‘\“\‘\’\\‘ \‘\\\
miz--> 40 60 80 100 120 140 160 180 1000000
Abundance Scan 1219 (9.257 min): BF125368.D\data.ms (-1
172.1
sub 500000
50
73.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.209.259.30
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Abundance Scan 1591 (11.445 min): BF125087.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.427 min Scan# 1588
Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
80. 160. Acq: 4 Sep 2021 14:34
0+ \5%‘(\)‘\ ”! \‘“ T \13\‘2\0‘ “‘1 t \m\ T T T
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.88 RESpZ 351356
Abundance Scan 1588 (11.427 min): BF125368.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 8.7 6.7 l10.1
80 9.3 7.5 11.3
Raw 50
Abundance
400000 11.427
80.0 160.1
0 \4\3'?‘“\ Ly ”‘1‘” \”“H‘ e \13\‘2\0“ ““1‘ t \‘w\ ‘2\17\1\2451
m/z--> 50 100 150 200 250 300000
Abundance Scan 1588 (11.427 min): BF125368.D\data.ms (-
188.1
200000
Sub 50
100000
80.0 160.1
o, 520 77 1300 " || 244.1
\\‘\\\\‘\\\\‘\ \\‘\ \\’ ‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 Time--> 11.3511.40 11.45

Abundance Scan 1596 (11.475 min): BF125087.D\data.ms (- #71

178.1 Phenanthrene
Concen: 2.064 ng
RT: 11.451 min Scan# 1592
Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
76.0 Acq: 4 Sep 2021 14:34
0390 7| 111.0 1490 “h\
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T 1
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.78 Resp: 39968
Abundance Scan 1592 (11.451 min): BF125368.D\datams 100 Ratio Lower Upper
178.1 178 100
176 20.5 14.7 22.1
55.0 179 19.5 11.5 17.3#
Raw 50
Abundance
. 2122947 1 40000
m/z--> 50 100 150 200 250
Abundance Scan 1592 (11.451 min): BF125368.D\data.ms (- 30000
178.1
20000
Sub
50
10000
126.1
75.9 _
o0, 0 ST | 2122 256 o
miz--> 50 100 150 200 250 Time--> 11.40 11.45
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Abundance Scan 2040 (14.086 min): BF125087.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 14.062 min Scan# 2036

Ref 50 Delta R.T. -0.006 min
Lab File: BF125368.D
120 Acq: 4 Sep 2021 14:34
0520 801, 1560 2000 |
m/z--> 50 100 150 200 250 300 T8t Ton:240 Resp: 286380
Abundance Scan 2036 (14.062 min): BF125368.D\data.ms 10" Ratio Lower Upper
240.2 240 100

120 10.6 10.8 16.24#
236  25.8 21.6 32.4

Raw 50
Abundance
. 3000001 14 pe2

0\4:\3’0\7\7\0\‘ “ ‘H T \1‘56\]\- \1\98‘% “‘H“ \2\77\\2
miz--> 50 100 150 200 250 300
Abundance Scan 2036 (14.062 min): BF125368.D\data.ms (- 200000

240.2

Sub 100000

50

120.
ol 520 . ] ! 1561 198.1 M‘ 281.1 0
el 290 0 — 2811 s

miz—-> 50 100 150 200 250 300 Time> 1400 1410

Abundance Scan 1861 (13.033 min): BF125087.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 61.181 ng
RT: 13.010 min Scan# 1857
Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
Acq: 4 Sep 2021 14:34
o 50 118011681
\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\ . .
m/z--> 50 100 150 200 250 300 18t Ion:244 Resp: 1099821
Abundance Scan 1857 (13.010 min): BF125368.D\datams 10N Ratlo Lower Upper
244.2 244 100
212 6.7 5.9 8.9
122 8.2 9.0 13.4#
Raw 50
Abundance
13.p10
122.1
ofLo 821 “T10011081 | 285
\\‘\\\\‘\\\\‘\\\\‘\ LA 1000000
m/z--> 50 100 150 200 250 300
Abundance Scan 1857 (13.010 min): BF125368.D\data.ms (-
244.2
500000
Sub
50
122.1
ol 540 T710011081 | 2851 0
\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\ \\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 Time--> 13.00 13.10
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Abundance Scan 2294 (15.580 min): BF125087.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.556 min Scan# 2290

Ref 50 Delta R.T. -0.000 min
Lab File: BF125368.D
1321 Acq: 4 Sep 2021 14:34
0\42\9\ \9\0\.(‘)\”\ “H T \2‘0§.\0\“\ ““\h‘\ L e
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 327226
Abundance Scan 2290 (15.556 min): BF125368.D\data.ms 10" Ratio Lower Upper
264.2 264 100

260 25.3 19.6 29.4
265 21.2 17.2 25.8

Raw 50
Abundance
132.1 250000 15.556
5?'0 I \“ 20\7'0\ T 355.
0\\“\\\\‘\“\‘\\‘\\\\‘\\\‘\‘\”\\\‘\\\\‘\ 200000
m/z--> 50 100 150 200 250 300 350
Abundance in): _
Scan 2290 (15.556 min): BF125368.D\data.ms ( 150000
264.1
100000
Sub
50
50000
132.0
oL 760 | 18002210 , 355, ,
A o o B AN o o B e e e s
m/z--> 50 100 150 200 250 300 350 Time--> 15.50 15.60
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