Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@92421\
Data File : BF125645.D

Acqg On : 25 Sep 2021 4:01
Operator : JU/CG

Sample : M3875-15DL 2X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Time: Sep 25 04:34:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 24 15:38:32 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.887 152 217916 20.000 ng 0.00
21) Naphthalene-d8 8.169 136 887807 20.000 ng # 0.00
39) Acenaphthene-di10 9.922 164 418425 20.000 ng 0.00
64) Phenanthrene-d10 11.404 188 685480 20.000 ng # 0.00
76) Chrysene-di12 14.039 240 433025 20.000 ng 0.00
86) Perylene-di12 15.515 264 278892 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .510 112 769004 58.141 ng .00
7) Phenol-dé6 .504 99 820928 46.166 ng .00
23) Nitrobenzene-d5 .445 82 593354 46.617 ng .00

5 (4]

6 0

7 0
42) 2,4,6-Tribromophenol 10.710 330 264906 67.903 ng 0.00

9 0

2 0

45) 2-Fluorobiphenyl .239 172 1189690 44.754 ng -0.01
79) Terphenyl-di4 12.986 244 887827 35.506 ng .00
Target Compounds Qvalue
2) 1,4-Dioxane 2.734 88 27157 4.824 ng # 100
9) Benzaldehyde 6.434 77 1052 Below Cal 98
10) Phenol 6.522 94 560188 31.165 ng 88
15) Benzyl Alcohol 7.004 79 53400 4.329 ng # 57
17) 2-Methylphenol 7.004 107 30791 2.503 ng # 1
20) 3+4-Methylphenols 7.275 107 342252 22.127 ng # 69
25) Isophorone 7.445 82 591324 20.744 ng # 59
26) 2-Nitrophenol 7.969 139 581 5.809 ng # 60
27) 2,4-Dimethylphenol 7.928 122 133233 10.509 ng # 8
32) Benzoic acid 7.928 122 133233 20.391 ng 98
33) 4-Chloroaniline 8.410 127 120021 6.277 ng # 56
48) 2-Nitroaniline 9.422 65 824 4.282 ng # 32
51) 2,6-Dinitrotoluene 9.922 165 52847 12.530 ng # 28
53) 3-Nitroaniline 9.892 138 24164 6.589 ng # 14
54) 2,4-Dinitrophenol 9.951 184 4158 6.769 ng # 28
57) 2,4-Dinitrotoluene 9.922 165 52847 11.443 ng # 20
65) 4,6-Dinitro-2-methylph... 10.480 198 753 9.196 ng # 1
67) 4-Bromophenyl-phenylether 10.710 248 14957 2.079 ng # 1
84) Bis(2-ethylhexyl)phtha... 14.827 149 35676 2.405 ng # 96

(#) = 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@92421\
Data File : BF125645.D

Acqg On : 25 Sep 2021 4:01
Operator : JU/CG

Sample : M3875-15DL 2X

Misc :

ALS Vvial : 22  Sample Multiplier: 1

Quant Time: Sep 25 04:34:48 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 24 15:38:32 2021

Response via : Initial Calibration
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Abundance Scan 817 (6.892 min): BF125618.D\data.ms (-81 #1

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

RT: 6.887 min Scan# 816
Ref 50 Delta R.T. -0.005 min

78.0 1150 Lab File: BF125645.D
52.0 ) Acq: 25 Sep 2021 4:01
(O \‘i T \‘!‘\‘ T \“!“i \“\‘\9§.‘9\ T i‘ T \1\3;\9‘ T ‘\“\ T
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 217916

Abundance  Scan 816 (6.887 min): BF125645.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 159.1 117.6 176.4
115 57.4 47.1 70.7

Raw 50
115.0 Abundance
78.0
521 400000
(O \‘i T \‘\“\‘ T \“!‘i \“\‘9\5\.?\ T i“ \1\3\2\0‘ T \‘\“\ T
m/z--> 40 60 80 100 120 140 160
oL 300000
Abundance Scan 816 (6.887 min): BF125645.D\data.ms (-80
150.0
200000
Sub
50
115.0 100000
52.1 78.0
ol L | ese | 1m0 |
L e B B B
m/z--> 40 60 80 100 120 140 160 Time-->

Abundance Scan 99 (2.669 min): BF125618.D\data.ms (-92) #2

88.0 1,4-Dioxane
58.0 Concen: 4.824 ng
RT: 2.734 min Scan# 110
Ref 50 Delta R.T. ©.065 min
43.0 Lab File: BF125645.D
‘ Acq: 25 Sep 2021 4:01
G\H‘w““”w””\HH\HHMH“\HH . .
miz—-> 30 40 50 60 70 80 90 Tgt Ion: 88 Resp: 27157
Abundance ~ Scan 110 (2.734 min): BF125645.D\data.ms ~ 100 Ratio Lower Upper
88.0 88 100
58 74.9 0.0 0.0#
58.1 43 23.6 0.0  0.0#
Raw 50
43.1 Abundance
15000
0‘\\\\i‘}“\‘i“‘\\\‘\“\‘\\\‘\\\\‘\1‘\“‘\\\\

miz-> 30 40 50 60 70 80 90

Abundance Scan 110 (2.734 min): BF125645.D\data.ms (-48 10000
88.0

cub 58.0
u
50 5000

miz--> 30 40 50 60 70 80 90 Time--> 2.70 2.75 2.80
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Abundance Scan 581 (5.504 min): BF125618.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 58.141 ng

64.0 RT: 5.510 min Scan# 582
Ref 50 Delta R.T. ©0.006 min
92.0 Lab File:  BF125645.D
Acq: 25 Sep 2021 4:01
0+ 381500“ w‘m m8‘o‘¢m ‘ vl
mfz--> 30 40 50 6‘0 70 80 90 100 110 120 Tgt Ion:112 Resp: 769004

Abundance  Scan 582 (5.510 min): BF125645.D\datams ~ 1on Ratio Lower Upper
112.0 112 100

64 52.5 44.2 66.2
63 25.8 26.2 39.2#

Raw 50 64.0
Abundance
92.0
391 ‘ ‘ 800000
0 \‘\\\““\\\5\“\‘\1‘\“}\‘\\‘\‘1\8\0‘?\\‘\\\\‘\\\\‘ ‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 540000
Abundance Scan 582 (5.510 min): BF125645.D\data.ms (-53
112.0
400000
Sub 64.0
50
200000
92.0
39.0 5 ‘ ‘
0 wmU_Hwuul‘wwm‘u!‘sﬂ‘b‘u_m_m‘ b RS R SR
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 5.45 550 555

Abundance Scan 752 (6.510 min): BF125618.D\data.ms (-74 #7

99.1 Phenol-d6

Concen: 46.166 ng

RT: 6.504 min Scan# 751

Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
42.1 Acq: 25 Sep 2021 4:01
0 T ‘Hh‘ ‘H ‘\ ‘U T \‘ ‘ L L ‘ L L ’ L L ’ L L
miz--> 50 100 150 200 250 Tgt Ion: 99 Resp: 820928
Abundance  Scan 751 (6.504 min): BF125645.D\data.ms 10N Ratio Lower Upper
99.1 99 100

42 14.9 23.5 35.3#
71 31.0 25.6 38.4

Raw gg
Abundance
42.1
0+ “Uh‘ "M“\”““\“ f \H T :\1_3\2\9‘ T :\1_9\2’9\ T \28\3\ 600000
miz--> 50 100 150 200 250
Abundance Scan 751 (6.504 min): BF125645.D\data.ms (-70
9d9.1 400000
Sub
50 200000
42.0
Y I N - .
miz--> 50 100 150 200 250 Time--> 6.45 6.50 6.55 6.60

BF125645.D 8270-BF092421.M Sat Sep 25 04:34:54 2021 Page 4



Abundance Scan 740 (6.440 min): BF125618.D\data.ms (-73 #9

77.0 103.0 Benzaldehyde
Concen: Below Cal
RT: 6.434 min Scan# 739
Ref 50 51.0 Delta R.T. -0.006 min
Lab File: BF125645.D
Acq: 25 Sep 2021 4:01
0 \’\\%%’O\\\\!\‘\\\?\3\\0\‘\1‘1!‘\\\\‘\\\\‘\\ ‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 77 Resp: 1e52
Abundance  Scan 739 (6.434 min): BF125645 D\datams 19" Ratlo Lower Upper
57.1 77 100
105 100.0 75.9 115.9
74.0
431 106 104.1 84.0 124.0
Raw 50
Abundance
il . Fro 010
0\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 1000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 739 (6.434 min): BF125645.D\data.ms (-68
57.1
74.0 500
Sub 43.0
50
‘\‘ \“‘ ! 70 101.0
0 ,,“g““ I
miz--> 30 40 50 60 70 80 90 100 110 Tjme--> 6.40 6.42 6.44 6.46

Abundance Scan 755 (6.528 min): BF125618.D\data.ms (-74 #10

94.0 Phenol

Concen: 31.165 ng

RT: 6.522 min Scan# 754

Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
39.1 H Acq: 25 Sep 2021  4:01
G T “h “M \“ T T \" T T T T ’ T T T T ’ T T T T ’ \2\89'\9
miz--> 50 100 150 200 250 Tgt Ion: .94 Resp: 560188
Abundance  Scan 754 (6.522 min): BF125645.D\datams ~ 1°0 Ratio Lower Upper
94.0 94 100
65 24.0 9.3 49.3
66 31.5 20.3 60.3
Raw 50
0811 Abundance
: 6.522
39.1 600000
oL “h “M \“‘”\”\ \“’ T %3\3\0’ T %9\3’0\ \23,4\9’ T \h T
m/z--> 50 100 150 200 250
Abundance Scan 754 ég.gzz min): BF125645.D\data.ms (-70 400000
sub o 200000
281.1
39.0
ol i i 1330 1929 2349 | o
miz--> 50 100 150 200 250 Time--> 6.50 6.60
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Abundance Scan 840 (7.028 min): BF125618.D\data.ms (-83 #15

791 108.0 Benzyl Alcohol

Concen: 4.329 ng

RT: 7.004 min Scan# 836
Ref 50 Delta R.T. -0.024 min

Lab File: BF125645.D

51.0
Acq: 25 Sep 2021 4:01
ol ““H‘ al ‘\‘H ‘ ‘H“ S E— ‘1‘5‘0“0‘ L ‘{3‘7‘5‘3‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 79 Resp: 53400
Abundance  Scan 836 (7.004 min): BF125645.D\data.ms Igg iggio Lower Upper
68.1

108 15.0 60.4 90.6#

77 56.9 51.5 77.3
Raw 50
Abundance
121 1
39.1 60000 :
HH ‘ 173.1
\\\‘\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> ° 40 60 80 100 120 140 160 180
Abundance Scan 836627 004 min): BF125645.D\data.ms (-78 40000
sub 20000
39.0 121 1
GH“\““H“W”“ \\\\17311\ 0"””‘””‘””
miz--> 40 60 80 100 120 140 160 180 Time--> 6.95 7.00 7.05

Abundance Scan 858 (7.134 min): BF125618.D\data.ms (-85 #17

108.0 2-Methylphenol
Concen: 2.503 ng
RT: 7.004 min Scan# 836
Ref 50 77.0 Delta R.T. -0.130 min
Lab File: BF125645.D
51.0 “ Acq: 25 Sep 2021 4:01
O, \“““““““““““
miz--> 40 60 80 100 120 140 160 Tgt Ion:167 Resp: 30791
Abundance  Scan 836 (7.004 min): BF125645.D\data.ms Ion Ratio Lower Upper
68.1 107 100
108 25.3 90.6 135.8#
77 96.3 35.7 53.5#
Raw 50 79 169.0 34.0 51.0#
Abundance
39.1 121 ! 60000
0 HH \“‘ ‘\\ 173.1
T wmwww”ww‘
miz--> 40 60 100 120 140 160
Abundance Scan 836 (7.004 min): BF125645.D\data.ms (-80 40000
68.1
sub o 20000
39.0 121.1
0 H ‘ i \‘\ ‘ | 173.1 O
\ S SEABE SRR SRR L N R A
m/z--> 60 100 120 140 160 Time--> 7.00 7.05
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Abundance Scan 884 (7.287 min): BF125618.D\data.ms (-87 #20

10y.0 3+4-Methylphenols
Concen: 22.127 ng
77.0 RT: 7.275 min Scan# 882
Ref 50 Delta R.T. -0.012 min
Lab File: BF125645.D
51.0 Acq: 25 Sep 2021 4:01
Wb LU 30.1 :
0 H\‘i”\ \‘\‘”\““\‘\‘\“\w‘\ \M\ T \“\‘\ I \‘H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@7 Resp: 342252
Abundance  Scan 882 (7.275 min): BF125645.D\datams ~ 100 Ratlo Lower Upper
107.0 107 100
108 79.6 76.6 116.6
77 27.6 53.3 93.3#
Raw gg 79 19.3 8.7 48.7
770 Abundance
53.1 M
0H\“‘M\\‘m”\i“\‘\\‘\‘}‘\\“‘\\‘\ ‘\\‘\\H‘\\H‘\\H‘\\H‘\\H 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 882 (7.275 min): BF125645.D\data.ms (-83
107.0 200000
Sub
50 100000
77.0
51.1 M
o) N | — O
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.20 7.25 7.30 7.35

Abundance Scan 1035 (8.175 min): BF125618.D\data.ms (-1 #21

136.1  Naphthalene-ds8

Concen: 20.000 ng

RT: 8.169 min Scan# 1034
Ref 50 Delta R.T. -0.006 min

Lab File: BF125645.D

54.1 gpq 1081 Acq: 25 Sep 2021  4:01

38.0 "7 04 J il
0 L ‘ L ‘ \‘ LI ‘ T ‘ T T ‘ L ’ 1
m/z—> 40 60 80 100 120 140 Tgt Ion:136 Resp: 887807

Abundance Scan 1034 (8.169 min): BF125645 D\datams 10N Ratio Lower Upper
136.1 136 100

137 10.4 9.8 14.6
54 5.9 6.4 9.6#
Raw 50 68 5.1 3.3 4.,9%
Abundance
8.169
54.1 108.1
oL \3\8‘0\ T \“\ T \‘17\61.‘?‘\‘9\1\.0\ T \‘\‘ T T \‘M’ ™ 800000
m/z--> 40 60 80 100 120 140
Abundance Scan 1034 (8.169 min): BF125645.D\data.ms (-9 600000
136.1
400000
Sub
50
200000
108.1
oL 380 %0 760 910 7 A 0
e N e e e T A B o R R A
m/z--> 40 60 80 100 120 140 Time--> 8.10 8.20
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Abundance Scan 912 (7.451 min): BF125618.D\data.ms (-90 #23

82.0 Nitrobenzene-d5
Concen: 46.617 ng
RT: 7.445 min Scan# 911
Ref 50 54.0 128.0 Delta R.T. -0.006 min
Lab File: BF125645.D
Acq: 25 Sep 2021 4:01
Obropterdipbagl 4050|1600 1921
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 593354
Abundance  Scan 911 (7.445 min): BF125645.D\datams 10" Ratio Lower Upper
82.1 82 100
128 49.9 40.6 60.8
54 43.0 49.6 74.4A#
Raw 50 54.1 128.1
Abundance
600000 7445
0"“i“‘!“\“““‘i“m%%'?wH‘H\HH\HH\HH\
mlz--> 40 60 80 100 120 140 160 180
Abundance Scan 911 (7.445 min): BF125645.D\data.ms (-86 400000
82.1
Sub 50 541 128.1 200000
0H“i“‘!“\““‘“i““"\‘"‘w”‘w”w”w”w R RARERRRRERERR
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.40 7.45 7.50

Abundance Scan 956 (7.710 min): BF125618.D\data.ms (-95 #25

82.0 Isophorone
Concen: 20.744 ng
RT: 7.445 min Scan# 911
Ref 50 Delta R.T. -0.265 min
1381 Lab File: BF125645.D
39.1 54.1 ' Acq: 25 Sep 2021 4:01
0+ \“‘\ \‘\H\ T \‘\ T \H“‘\ T \gw‘ow T \1‘2§\l\ \“ T
m/z--> 40 60 80 100 120 140 Tgt IOI’]Z.SZ Resp: 591324
Abundance  Scan 911 (7.445 min): BF125645.D\datams 100 Ratio Lower Upper
82.1 82 100
95 0.1 6.5 9.7#
138 0.0 18.4 27.6#
Raw 50 54.1 125.1
Abundance
600000 7 ks
98.1
0\\3\8‘.“1\\\‘\‘\‘\‘\}‘i“\\\\“\17113\.0‘\\‘\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 911 (7.445 min): BF125645.D\data.ms (-90 400000
82.1
Sub 200000
50 54.1 1281
98.1
38. ‘ ol ‘ . |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\
miz--> 40 80 100 120 140 Time--> 7.40 7.45 7.50

BF125645.D 8270-BF092421.M
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Abundance Scan 969 (7.787 min): BF125618.D\data.ms (-96 #26

139.0 2-Nitrophenol
Concen: 5.809 ng
RT: 7.969 min Scan# 1000
Ref 50 65.0 Delta R.T. ©0.182 min
39.0 81.0 109.0 Lab File: BF125645.D
‘ ‘ ‘ Acq: 25 Sep 2021  4:01
0\\\“‘\\1\ \‘ \\M\“‘\\\H‘\‘\‘\‘\\“‘\\\\}\\\
miz--> 80 100 120 140 Tgt Ion:139 Resp: 581
Abundance Scan 1000 (7 969 min): BF125645.D\data.ms  1on Ratlo Lower Upper
211 139 100
109 0.0 26.0 39.0#
65 53.9 31.0 46.4#
Raw 50 57.1
Abundance
105.0 122 0
Il A \ s e
ol M‘ \ Al ‘\‘MH AL W A \
miz--> 40 100 120 140
Abundance Scan 1000 (7.969 mm). BF125645.D\data.ms (-9 1000 \
41.0
\
88.0 7.969
sub 105.0 500
122.0 \
‘ ‘ ‘ 138.9
GHW \“m ‘ H“ MM MH ‘H‘\“\ Al ol L
m/z-> 40 100 120 140 Time--> 7.94 796 7.98

Abundance Scan 974 (7.816 min): BF125618.D\data.ms (-96 #27
2,4-Dimethylphenol

107.0

77.0

s ‘ |
e

Ref 50
0

m/z-->
Abundance

Raw 50
0,
m/z-->
Abundance

Sub
50

b

m/z-->

BF125645.D 8270-BF092421.M

40 60 80 100 120 140 160 180 200
Scan 993 (7.928 min): BF125645.D\data.ms

105.0 122 100
107 1.
51.0 Abundance
40000
“”‘U“\ \h\”“\‘\ \‘\]‘-\\8\.(\)‘ T T T T T T[T T T
40 60 80 100 120 140 160 180 200 30000
Scan 993 (7.928 min): BF125645.D\data.ms (-92
105.0
77.0 20000
510 10000
BTN T R
40 60 80 100 120 140 160 180 200  Time-->

Concen:

10.509 ng

RT: 7.928 min Scan#t 993
Delta R.T. ©0.112 min

Lab File:

BF125645.D

Acq: 25 Sep 2021 4:01

Tgt Ion:122 Resp: 133233
Ion Ratio Lower Upper

3 85.0 127.6#

.2 43.3 64.9%

7.80 7.90 8.00

Sat Sep 25 04:34:55 2021
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Abundance Scan 993 (7.928 min): BF125618.D\data.ms (-97 #32

105.0 Benzoic acid
Concen: 20.391 ng
RT: 7.928 min Scan# 993
Ref 50 Delta R.T. -0.000 min
51.0 Lab File: BF125645.D
‘ Acq: 25 Sep 2021 4:01
0l ‘H‘ H‘\ : ‘ . ‘M\‘ - “‘ ‘ “‘ : ‘l‘ ‘4"?‘ e ‘]"7‘:!“0‘
miz--> 40 80 100 120 140 160 Tgt Ion:122 Resp: 133233
Abundance Scan993(1928num.BF125645IﬂdmaJns Ion Ratio Lower Upper
105.0 122 100
105 119.1 97.6 137.6
77.0 77 78.0 59.6 99.6
Raw 50
51.0 Abundance
50000
0l ;\‘H“ }\ w‘ “‘ ‘H“Hwh ‘h‘u““‘ ‘r:‘l-‘f";]‘-‘ e
miz--> 60 80 100 120 140 160 40000
Abundance Scan 993 (7.928 min): BF125645.D\data.ms (-94
105.0 30000
77.0 20000
Sub
50
51.0 10000
ol, ‘m 132.9 e
m/z--> 60 80 100 120 140 160 Time--> 7.80 7.90 8.00

Abundance Scan 1046 (8.239 min): BF125618.D\data.ms (-1 #33

127.0 4-Chloroaniline
Concen: 6.277 ng
RT: 8.410 min Scan# 1075
Ref 50 Delta R.T. ©0.171 min
65.0 Lab File: BF125645.D
‘ 92.0 Acq: 25 Sep 2021 4:01
0\\3\?“:%‘\‘1\ ‘Hh\\\‘\‘\\‘! \‘l”\\\\‘\}\ \‘\\\]\.6‘].\'\9\
m/z--> 40 60 80 100 120 140 160 18t Ion:127 Resp: 120621
Abundance Scan 1075 (8.410 min): BF125645.D\datams ~ 100 Ratio Lower Upper
43.1 88.1 127 100
: 129 80.4 25.7 38.5#
65 19.1 21.2 31.8#
Raw 50 92 13.6 14.0 21.0#
69/1 Abundance
1271 80000
ol 07 157.1 3
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 1075 (8.410 min): BF125645.D\data.ms (-9
88.0
40000
57.1
Sub
S0 20000
127.1
39
o om0 |, 171
miz--> 40 60 80 100 120 140 160 Time->  8.20 8.30 8.40
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Abundance Scan 1333 (9.928 min): BF125618.D\data.ms (-1 #39
162.1 Acenaphthene-die
Concen: 20.000 ng
RT: 9.922 min Scan# 1332

Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
80.0 Acq: 25 Sep 2021 4:01
0 . 5“]\.'0‘\\ all 108'1 13%"1 \L
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 418425
Abundance Scan 1332 (9.922 min): BF125645.D\data.ms 10" Ratlo Lower Upper
a44.1 164 100
162.1 162 102.8 81.3 121.9
160 44.1 38.0 57.0
Raw 50
Abundance
500000
80.1
0 \“M‘\ \“w“ \‘“\‘m\‘ 1”1“‘1‘\ T \%9\‘8\.:\[‘]\.\3\‘2‘\‘.:‘]‘\ TT M‘ T \1\9\?\2\\ 400000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Sci‘n &332 (9.922 min): BF125645.D\data.ms (-1 300000
: 162.1
200000
Sub
50
100000
80.0
! 108.1132.1 | 199.2 1
Ottt e Wl T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.90  10.00

Abundance Scan 1467 (10.716 min): BF125618.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 67.903 ng

RT: 10.710 min Scan# 1466

Ref 50 Delta R.T. -0.006 min
62.0 140.9 Lab File: BF125645.D
H 221.8 Acq: 25 Sep 2021 4:01
RSN J\ ANEYSS PESTER L i S—
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 264906

Abundance Scan 1466 (10.710 min): BF125645.D\datams 10N Ratio Lower Upper
320 330 100

332 93.7 76.2 114.4
141 32.0 44.6 66.8#
Raw 50 62.0

140.9 Abundance
221.8
‘ ‘ 250000
oL w‘h‘\h ‘M al W\‘JJP‘L‘M " ;H | \‘““N e Uh\‘ : \‘l\\‘ R
miz--> 50 100 150 200 250 300 200000

Abundance Scan 1466 (10.710 min): BF125645.D\data.ms (-
329.€ 150000

100000
sub 1 620
140.9
50000
‘ 221.8
obbthortgnck g e
miz--> 50 100 150 200 250 300  Time-> 1070 10.80
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Abundance Scan 1218 (9.251 min): BF125618.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl

Concen: 44.754 ng

RT: 9.239 min Scan# 1216
Ref 50 Delta R.T. -0.012 min

Lab File: BF125645.D

Acq: 25 Sep 2021 4:01
51.0 8-? 0 120.0 1‘5‘2 1 ca ep
0\ TT ‘ TT \ T ‘ \ T \”W ‘ \‘\ T ‘ TT 1T ‘ \ \ \‘\ ‘ T \“\ T ‘ T \‘

m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 1189690

Abundance Scan 1216 (9.239 min): BF125645.D\data.ms ~ 1oN Ratio Lower Upper
172.1 172 100

171 35.5 26.5 39.7
170 23.4 18.8 28.2

Raw 50
Abundance
51.0 850 1200 1460
0\\\‘\\\\‘\\\Hw‘\h\\\‘\\\\‘\\\‘\‘\‘\‘W\‘\\‘ 1000000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1216 (9.239 min): BF125645.D\data.ms (-1
172.1
500000
Sub
50
o 301 630 850 1200 1460 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.25 9.30

Abundance Scan 1254 (9.463 min): BF125618.D\data.ms (-1 #48

65.0 138.0 2-Nitroaniline
Concen: 4.282 ng
92.0 RT: 9.422 min Scan# 1247
Ref 50 Delta R.T. -0.041 min
Lab File: BF125645.D
391 Acq: 25 Sep 2021  4:01
O' \\\!\\‘\\‘\\\\‘\\\\“\\\].\6‘2\\()\\‘\]-\9\4\‘1\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 824
Abundance Scan 1247 (9.422 min): BF125645.D\datams ~ 10N Ratio  Lower Upper
55.1 65 100
92 29.2 55.5 83.3#
138  30.0 93.5 140.3#
Raw 50 83.1
Abundance
111.1 9.
| 152.0
0 ‘M‘M\‘\‘\WH\”1‘\“\\u‘uu‘\
1000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1247 (9.422 min): BF125645.D\data.ms (-1
55.1
Sub 83.0 500
50
‘ 1231 1520
OH‘\“‘\H\““ "\‘\\HH!‘\‘HH‘HH“ OH‘HH‘HH““H’H
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.40 9.42 9.44 9.46
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Abundance Scan 1295 (9.704 min): BF125618.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 12.530 ng
89.0 RT: 9.922 min Scan# 1332
Ref 50 63.0 Delta R.T. ©0.218 min
121.0 Lab File: BF125645.D
39.1 Acq: 25 Sep 2021 4:01
0 H“‘H“‘}HH‘H“‘H“H‘WlHH“H““‘!H““H“H“H‘
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:165 Resp: 52847
Abundance Scan 1332 (9.922 min): BF125645.D\datams 100 Ratio Lower Upper
44.1 165 100
1621 63 1.2 42.6 63.8%
89 1.8 40.6 60.8#
Raw 50
Abundance
80.1 60000 9.922
obrefb iy A0S | 1992
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1332 (9.922 min): BF125645.D\data.ms (-1 40000
44.1 162.1
Sub 50 20000
80.1
ol iy il JO8TIZL Yl 1992
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 9.95

Abundance Scan 1324 (9.875 min): BF125618.D\data.ms (-1 #53

65.0 92.0 138.0 3-Nitroaniline
Concen: 6.589 ng
RT: 9.892 min Scan# 1327
Ref 50 Delta R.T. ©0.017 min
391 Lab File: BF125645.D
‘ Acq: 25 Sep 2021 4:01
0 H”\“‘H‘H\‘\!H“H\\“HH‘HH‘HH‘HH‘\ T I 1 R . 24164
miz--> 40 60 80 100 120 140 160 180 200 gt Ion:138 Resp: 6
Abundance Scan 1327 (9.892 min): BF125645.D\datams 10N Ratlo Lower Upper
58.1 138 100
108 3.7 9.3 13.9%#
92 3.6 76.5 114.7#
Raw 50
Abundance
20000
bt 841 114.1138.1163.1 213.3
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 1327 (9.892 min): BF125645.D\data.ms (-1
58.0
10000
Sub 50
5000
0 s 84.1 114.1138.1163.1 213.3 o
b e e e e e A B AR e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.85  9.90

BF125645.D 8270-BF092421.M Sat Sep 25 04:34:56 2021 Page 13



Abundance Scan 1341 (9.975 min): BF125618.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol
Concen: 6.769 ng
63.0 1.0 154.0 RT: 9.951 min Scan# 1337
Ref 50 : Delta R.T. -0.024 min
Lab File: BF125645.D
Acq: 25 Sep 2021 4:01
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:184 Resp: 4158
Abundance Scan 1337 (9.951 min): BF125645.D\datams 100 Ratio  Lower Upper
a44.1 184 100
63 12.3 59.3 88.9#
154 19.9 68.6 102.8#
Raw 50
Abundance
ol lb L 69.1 97.1 12511501 199.2 5000
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 4000
Abundance Scan 1337 (9.951 min): BF125645.D\data.ms (-1
Sub 2000
50
1000
bk 730 114113911651 1992 0
e e e e T T e e e A
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.95  10.00

Abundance Scan 1364 (10.110 min): BF125618.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
89.0 Concen: 11.443 ng
: RT: 9.922 min Scan# 1332
Ref 50 Delta R.T. -0.188 min
63.0 1100 Lab File: BF125645.D
39.0 ‘ ‘ Acq: 25 Sep 2021 4:01
G\\\‘\\‘H‘\‘!“\\“\H‘i\H\i\‘\‘\\\“\\\\‘\\\\‘\\\\“\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 52847
Abundance Scan 1332 (9.922 min): BF125645 D\datams 10N Ratlo Lower Upper
4.1 165 100
162.1 63 1.2 40.9 61.3#
89 1.8 59.7 89.5#
Raw 5o 182 0.8 0.0 0.0#
Abundance
80.1 60000 9.922
l |, 10811321 199.2
O\H“ L i \‘\‘MHMH\‘H”HH‘H}‘\‘H\l \H‘HH“H\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1332 (9.922 min): BF125645.D\data.ms (-1 40000
44.0 162.1
Sub
50 20000
80.0
0 H\ b o s i 108113%0 \‘ 199.2
e b e R EEEEE
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 9.95
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Abundance Scan 1585 (11.410 min): BF125618.D\data.ms (- #64

188.1 Phenanthrene-di10

Concen: 20.000 ng

RT: 11.404 min Scan# 1584

Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
94.1 160.1 Acq: 25 Sep 2021 4:01
421 660 "y 1821 "7 |
TT ‘ TT T ‘ TTTT ‘ T ‘ T TT ‘ TT \ T ‘ TTTT ‘ TTTT ‘ T TT ‘ TT . .
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:188 Resp: 685480

Abundance Scan 1584 (11.404 min): BF125645.D\data.ms 1o Ratio Lower Upper
188.1 188 100

94 10.7 6.7 10.14#
7.5

80 10.9 11.3
Raw 50
Abundance
11.404
80.0 0.1
o 571 | ]108.1132.1 m\ ul
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\
miz-> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1584 (11.404 min): BF125645.D\data.ms (-
183.1 400000
Sub
50 200000
94.1 160.1
42.1 66.0 | 132.1 “ I l
ettt e e e e s
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.35 11.40 11.45
Abundance Scan 1433 (10.516 min): BF125618.D\data.ms (- #65
198.0 4,6-Dinitro-2-methylphenol
Concen: 9.196 ng
RT: 10.480 min Scan#t 1427
Ref 50 105.0 Delta R.T. -0.036 min
510 Lab File: BF125645.D
168.0 Acq: 25 Sep 2021 4:01
0 \\\“\\‘M\‘\‘w\}“‘\\\“\‘}“\\\‘%?\3\‘9\\\\‘\!\\“\\\\‘\\\\2‘\2\9\\8‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:198 Resp: 753

Ion Ratio Lower Upper
198 100

51 105.6 45.3 85.3#
105 258.6 30.6 70.6#

Abundance Scan 1427 (10.480 min): BF125645.D\data.ms
1

Raw 50
Abundance
111.1 “\
162.2 \
o 191.1 " 226.3 J\\
|
m/z--> 40 60 80 100 120 140 160 180 200 220 2000 “ \
Abundance Scan 1427 (10.480 min): BF125645.D\data.ms (- I
58.0 J \A
|
J \
Sub 133.0 1000 | \
50 167.1 0 OVJ
"~ 206.0 ;
104.0 ‘ /ﬁ\
o""""""""""“‘!M“M;M‘J“““\W_HM‘W_M o— 1
miz--> 40 60 80 100 120 140 160 180200220  Time--> 10.45 10.50
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Abundance Scan 1508 (10.957 min): BF125618.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
1411 Concen: 2.079 ng
RT: 10.710 min Scan# 1466
Ref 50 70 Delta R.T. -8.247 min
Lab File: BF125645.D
4 ‘ Acq: 25 Sep 2021 4:01
0 q‘ “H‘\H‘ Wby MH‘H‘]JJZQ‘ - - ‘ R
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 14957
Abundance Scan 1466 (10.710 min): BF125645.D\data.ms 100 Ratio Lower Upper
320¢ 248 100
250 193.6 74.2 111.4#
141 590.0 60.4 90.6#
Raw 50 62.0
140.9 Abundance
‘ 221.8
oL \\‘u ‘M‘ il nl‘p 1‘9 \h‘ ‘\HMM Co ““h‘ : \l\\ e 80000
m/z--> 100 150 200 250 300
Abundance Scan 1466 (10.710 min): BF125645.D\data.ms (- 60000
329.¢
40000
sub 1 620
1429 20000
‘ 221.8
G‘NMwa¥9%9”NH‘W“‘ mh‘$“““‘ 01
miz--> 50 100 150 200 250 300 Time-->

Abundance Scan 2033 (14.045 min): BF125618.D\data.ms (- #76

240.2
Ref 50
120.1 ‘
0400 780, .| 15612000 4|
miz--> 50 100 150 200 250 300
Abundance Scan 2032 (14.039 min): BF125645.D\data.ms

240.

2

Raw 50
120.1
57.1
ok m‘\\‘ o ‘\‘H \‘ \H , ‘1‘56‘(‘)194 1‘\ , ‘\uH‘\ ! ‘2‘8‘2-‘1‘ .
m/z--> 50 100 150 200 250 300
Abundance Scan 2032 (14.039 min): BF125645.D\data.ms (-
240.2
Sub
50
120.1
0 45.0 80.0 i | 1581 198;r J 2821
e P P
miz--> 50 100 150 200 250 300

BF125645.D 8270-BF092421.M

Chrysene-d12

Concen: 20.000 ng
RT: 14.039 min Scan# 2032
Delta R.T. -0.006 min
Lab File: BF125645.D
Acq: 25 Sep 2021 4:01
Tgt Ion:240 Resp: 433025
Ion Ratio Lower Upper
240 100
120 12.5 10.8 16.2
236 24.9 21.6 32.4
Abundance
500000 14.039
400000
300000
200000
100000
\\\‘\\\\‘\\\\‘\\\
Time--> 14.00 14.05 14.10

Sat Sep 25 04:34:57 2021
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Abundance Scan 1854 (12.992 min): BF125618.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 35.506 ng

RT: 12.986 min Scan# 1853

Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
1221 Acq: 25 Sep 2021 4:01
0+ \Sﬁ-\l‘\S%.]\-“ T Ly ‘\‘ i ]‘.6‘?:\]- T “21\‘2.\1‘\ M\M“
miz--> 50 100 150 200 Tgt Ion:244 Resp: 887827
Abundance Scan 1853 (12.986 min): BF125645.D\data.ms 10" Ratio Lower Upper
2442 244 100
212 6.7 5.9 8.9
122 12.5 9.0 13.4
Raw 50
Abundance
12.986
122.1
160.1 212.1
T \Sﬁ"\l‘\ 1‘9\4.“1“\ ‘\‘ i T ‘\“ N “ \‘ o “M“ 800000
m/z--> 50 100 150 200
Abundance Scan 1853 (12.986 min): BF125645.D\data.ms (- 600000
244.2
400000
Sub
50
200000
122.1
541 820 | 1601 2121 M‘ ol
O el bt Ll ——
m/z--> 50 100 150 200 Time--> 13.00
Abundance Scan 2030 (14.027 min): BF125618.D\data.ms (- #84
149.0 Bis(2-ethylhexyl)phthalate
228.1 Concen: 2.405 ng
RT: 14.027 min Scan# 2030
Ref 50 Delta R.T. ©.000 min
57.1 Lab File:  BF125645.D
‘ 1131 ‘ Acq: 25 Sep 2021 4:01
[0 ‘\H “‘\ ‘”‘\h‘\‘ W‘ \‘h T ‘\1\87\-:}_‘\ \”M\ ™ \2\7?\1‘ T
miz--> 50 100 150 200 250 300 I8t Ion:149 Resp: 35676
Abundance Scan 2030 (14.027 min): BF125645.D\datams 10N Ratlo Lower Upper
149.0 24p.2 149 100
57.1 167 28.9 21.4 32.0
279 4.2 2.6 4.0%#
Raw 50
97.1 Abundance
14.027
‘ 201.2 H 279.1
0! “”\MM\‘ 1““\”‘\ i "‘H‘\“ \h“\“h“‘ [T b T
miz--> 50 100 150 200 250 300 30000
Abundance Scan 2030 (14.027 min): BF125645.D\data.ms (-
149.0 240.2 20000
Sub
50 10000
57.1
‘ 106.0 ‘ ‘
ol Ll L L 2082zt ===
miz--> 50 100 150 200 250 300 Time--> 14.00 14.05

BF125645.D 8270-BF092421.M

Sat Sep 25 04:34:57 2021
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Abundance Scan 2284 (15.521 min): BF125618.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.515 min Scan#t 2283
Ref 50 Delta R.T. -0.006 min
Lab File: BF125645.D
1321 Acq: 25 Sep 2021 4:01
0 490\ \868 \H\ h\”\ 1\6§ ?‘\20‘4\1\ iy ‘m\h“\ T T
m/z--> 50 100 150 200 250 300 T8t Ton:264 Resp: 278892
Abundance Scan 2283 (15.515 min): BF125645.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 25.9 19.6 29.4
265 20.2 17.2 25.8
Raw 50
Abundance
132.0 15.515
ol 571950, | 168.0207.1 M 3093 200000
\‘\\\\\\ \\\\‘\\\\‘\\\‘\\
miz--> 50 100 150 200 250 300
Abundance Scan 2283 (15.515 min): BF125645.D\data.ms (- 150000
264.1
100000
Sub
R
50000
132.0
£10.0 76.0 HJ\ 168.0204.1 309.3 |
\‘\\ ‘ \‘\\\\‘\\\\‘\\\‘\\ \\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 Time--> 15.50 15.60
BF125645.D 8270-BF092421.M Sat Sep 25 04:34:57 2021
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