Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060223\

Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Time: Jun 02 13:58:12 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue May 30 12:58:40 2023

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) 1,4-Dichlorobenzene-d4 6.828 152 128996 20.000 ng 0.00
21) Naphthalene-d8 8.116 136 494557 20.000 ng 0.00
39) Acenaphthene-di10 9.869 164 240438 20.000 ng 0.00
64) Phenanthrene-d10 11.357 188 442929 20.000 ng 0.00
76) Chrysene-di12 13.998 240 258473 20.000 ng 0.00
86) Perylene-di12 15.457 264 274212 20.000 ng 0.00
System Monitoring Compounds
5) 2-Fluorophenol 5.445 112 968028 125.207 ng 0.00
7) Phenol-dé6 6.457 99 1182299 124.224 ng 0.00
23) Nitrobenzene-d5 7.398 82 757836 102.313 ng 0.00
42) 2,4,6-Tribromophenol 10.657 330 318723 132.983 ng 0.00
45) 2-Fluorobiphenyl 9.192 172 1343933 86.271 ng 0.00
79) Terphenyl-di4 12.951 244 1283664 88.301 ng 0.00
Target Compounds Qvalue
9) Benzaldehyde 6.375 77 61 Below Cal # 72
19) n-Nitroso-di-n-propyla... 7.398 70 105031 17.056 ng # 74
25) Isophorone 7.398 82 755552 43.768 ng # 65
48) 2-Nitroaniline 9.522 65 149 4.021 ng # 6
51) 2,6-Dinitrotoluene 9.869 165 30464 12.436 ng # 18
53) 3-Nitroaniline 9.704 138 61 3.194 ng # 1
57) 2,4-Dinitrotoluene 9.869 165 30464 11.630 ng # 15
62) 4-Nitroaniline 10.410 138 264 3.046 ng # 19
63) Azobenzene 10.586 77 38728 2.205 ng # 1
65) 4,6-Dinitro-2-methylph... 10.657 198 653 9.007 ng # 1
67) 4-Bromophenyl-phenylether 10.657 248 19828 4.215 ng # 1
71) Phenanthrene 11.380 178 99164 4.420 ng 97
75) Fluoranthene 12.568 202 134476 5.427 ng 98
77) Benzidine 12.945 184 17590 2.327 ng # 91
78) Pyrene 12.798 202 126230 5.739 ng 97
81) Benzo(a)anthracene 13.986 228 56225 3.265 ng 99
83) Chrysene 14.021 228 52867 3.041 ng 98
88) Benzo(b)fluoranthene 15.027 252 94676 5.302 ng # 94
89) Benzo(k)fluoranthene 15.027 252 94676 5.438 ng # 95
90) Benzo(a)pyrene 15.392 252 50988 3.138 ng 100
(#) = 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\BF060223\
Data File : BF133559.D

Acqg On : 02 Jun 2023 13:24

Operator : CG\JU

Sample : 02985-02 :
Misc : PLYMOUTH-XRDS-001

ALS vial : 5 Sample Multiplier: 1

Quant Time: Jun 02 13:58:12 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue May 30 12:58:40 2023

Response via : Initial Calibration

Abundance TIC: BF133559.D\data.ms
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Abundance Scan 808 (6.840 min): BF133487.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.828 min Scan# 8{giidtipl=lgies
Ref 50 115.0 Delta R.T. -0.006 min VA
Lab File: BF133559.D (GUCIEETSICIR

78.0
‘ ‘ Acq: 02 Jun 2023 13:24 HAAUICCANEDAIRIEUOE
0 T \w T \‘\‘\ ‘ \ T \“‘ ‘ \ \ \ \ ‘ T \ } ‘ \]-\3\]“\9‘ T ‘\“\ ‘ T
m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 128996

Abundance  Scan 806 (6.828 mm). BF133559.D\datams 100 Ratio Lower Upper
1500 152 100

150 156.3 124.9 187.3
115 60.1 48.1 72.1

Raw 50 115.0
520 78.0 : Abundance
m/z--> 40 60 80 100 120 140 160 6.828
Abundance Scan 806 (6.828 min): BF133559.D\data.ms (-79 150000 |
150.0
100000
Sub
50
115.0
520 780 50000
Oyl 969 | 1318 [ ol
m/z--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 571 (5.445 min): BF133487.D\data.ms (-56 #5

112.0 2-Fluorophenol
64.0 Concen: 125.207 ng
: RT: 5.445 min Scan# 571
Ref 50 Delta R.T. ©0.006 min
Lab File: BF133559.D
3%0 ‘ 3‘7l) Acq: 02 Jun 2023 13:24
G\\\“‘\\h\‘l‘”\‘\\‘\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 968028
Abundance  Scan 571 (5.445 min): BF133559.D\datams | 10N Ratlo Lower Upper
1121 112 100
64 63.0 50.1 75.1
64.0 63 34.9 27.5 41.3
Raw 50
Abundance
5.445
38 ‘ &p‘ l) 800000
0\\\‘\\h\‘l““\‘\\‘\“}7\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 571 (5.445 min): BF133559.D\data.ms (-51 600000
112.1
64.0 400000
Sub 50
200000
3
05"71) S ==
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 540 550
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Abundance Scan 744 (6.463 min): BF133487.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 124.224 ng
RT: 6.457 min Scan# 74{gSidtigl=lgies
Ref 50 Delta R.T. -0.006 min \A_
421 Lab File: BF133559.D |SEHIEEIsICIE
‘ Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
[ “M “m\‘”‘“\‘”\ \H LI B \2‘07\(\) T \2\8\1.\:
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 1182299
Abundance ~ Scan 743 (6.457 min): BF133559.D\data.ms 100 Ratio Lower Upper
99.1 99 100
42 24.3 19.7 29.5
71 36.7 29.8 44.8
Raw 50
Abundance
421 1000000 6457
0 T ‘\H“‘ “H‘\‘MU T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ \2\8\]“\: 800000
m/z--> 100 150 200 250
Abundance Scan 743 (6.457 min): BF133559.D\data.ms (-69
991 600000
400000
Sub
50
42.1 200000
ow‘ww\JH 2L
m/z--> 100 150 200 250 Time--> 6.40 6.50
Abundance Scan 732 (6.392 min): BF133487.D\data.ms (-72 #9
77.1 105.0 Benzaldehyde
Concen: Below Cal
51.0 RT: 6.375 min Scan# 729
Ref 50 Delta R.T. -0.012 min
Lab File: BF133559.D
Acq: 02 Jun 2023 13:24
m/z--> 30 40 50 60 70 80 90 100 110 | I8t Ion: 77 Resp: 61
Abundance  Scan 729 (6 375 min): BF133559.D\datams 100 Ratio Lower Upper
9.0 77 100
105 145.4 81.9 121.9#
106 110.9 77.8 117.8
Raw 50 105.1
83.8 Abundance
800
0\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 600
Abundance Scan 729 (6.375 min): BF133559.D\data.ms (-68
51.0 105.1
400
76.9
Sub
S0 200 6,
ok e e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 6.36  6.38
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Abundance Scan 879 (7.257 min): BF133487.D\data.ms (-87 #19

31 1091 n-Nitroso-di-n-propylamine
Concen: 17.056 ng
RT: 7.398 min Scan# 9([idtilElies
Ref 50 Delta R.T. 0.147 min |
Lab File: BF133559.D (SlEERISEIIAE
‘ Acq: 02 Jun 2023 13:24 HAQUCIRIERIGIERE
0 ‘W M J! | 19312529 3269 4152 489.
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion: 7@ Resp: 105631
Abundance  Scan 903 (7.398 min): BF133559.D\datams 10" Ratio Lower Upper
82.1 70 100
42 52.8 57.2 85.8#
101 0.0 7.3  10.9%
Raw gg 130 2.0 15.0 22.4#
Abundance
100000 7398
0 “”\l"“‘\“‘“\“"\““\““!““!““\““\““\
miz--> 100 150 200 250 300 350 400 450 80000
Abundance Scan 903 (7.398 min): BF133559.D\data.ms (-82
82.1 60000
Sub 40000
50
20000
0 “”\l"“‘\"“\“"\““\““!““!““\““\““\ RN ARRERRRRRRAS
miz--> 50 100 150 200 250 300 350 400 450  Time--> 7.35 7.40 7.45

Abundance Scan 1027 (8.128 min): BF133487.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.116 min Scan# 1025
Ref 50 Delta R.T. -0.000 min
Lab File: BF133559.D
540 791 108.1 Acq: 02 Jun 2023 13:24
0\\\“\\H\“\‘}\\”i‘\\\\‘\\‘\\‘\\\"\\\]\-6‘2\.(\)
miz--> 40 60 80 100 120 140 160 I8t Ion:136 Resp: 494557
Abundance Scan 1025 (8.116 min): BF133559.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 10.6 8.2 12.4
54 8.0 6.6 10.0
Raw 5o 68 5.8 4.6 7.0
Abundance
500000 §116
54.0 108.1
0\3\5\.?\\“\“\‘1 §‘(‘)\\\\‘\\‘\\‘\\\‘w‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 400000
Abundance Scan 1025 (8.116 min): BF133559.D\data.ms (-9
136.1 300000
sub 200000
50
100000
Jlasg 510 780 1081 ol &
e AR LA A e e B
m/z--> 40 60 80 100 120 140 160 Tjme--> 8.05 8.10 8.15
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Abundance Scan 905 (7.410 min): BF133487.D\data.ms (-89 #23

82.1 Nitrobenzene-d5
Concen: 102.313 ng
RT: 7.398 min Scan# 9([idtilElies
Ref 50 128.1 Delta R.T. -0.006 min |
Lab File: BF133559.D (SlEERISEIIAE
42 Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
oL ‘1“?‘ T ”\‘ lupl “ Tl T %9\2‘2\ L 2\8\0:
m/z--> 50 100 150 200 250 Tgt Ion: ‘82 RESpZ 757836
Abundance  Scan 903 (7.398 min): BF133559.D\datams | 10N Ratlo Lower Upper
83.1 82 100
128 44.9 34.2 51.4
54 57.1 48.2 72.4
Raw 5o 128.1
Abundance
7.898
0 \4‘\%‘:}”\ ‘\‘ il “ e LA L B B B B B 600000
m/z--> 50 100 150 200 250
Abundance Scan 903 (7.398 min): BF133559.D\data.ms (-85
821 400000
Sub
50 128.1 200000
42,
G\‘H‘i”\‘\w\“\‘\‘\\‘\\\\‘\\\\‘\\\\ G\\\’\\\\‘\\\\‘\\\
m/z-> 50 100 150 200 250 Time--> 7.35 7.40 7.45

Abundance Scan 948 (7.663 min): BF133487.D\data.ms (-94 #25

82.1 Isophorone
Concen: 43.768 ng
RT: 7.398 min Scan# 903
Ref 50 Delta R.T. -0.259 min
30,0 Lab File: BF133559.D
D541 1381  Acq: @2 Jun 2023 13:24
[ \““\ \”i“‘\ T \“\ T \““‘\ T \‘\ ‘:\I-]\_O\]\-‘ T \“ T
miz--> 40 60 80 100 120 140 Tgt IOI’]Z.SZ Resp: 755552
Abundance  Scan 903 (7.398 min): BF133559.D\data.ms Ion Ratio Lower Upper
82.1 82 100
95 0.0 5.7 8.5#
54.1 138 0.0 14.2 21.44#
Raw gg 128.1
Abundance
7.398
98.1
0\\3\8‘.“9\‘\‘!”\‘\‘\‘\}“”‘\\\\“\]\_113\.0‘\\‘\\‘\\ 600000
miz--> 40 60 80 100 120 140
Abundance Scan 903 (7.398 min): BF133559.D\data.ms (-89
831 400000
54.1
Sub
50 1281 200000
98.1
o, ?9;‘9“1“‘ S M = X I N e
m/z-—-> 40 80 100 120 140 Time-> 735 7.40 7.45
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Abundance Scan 1325 (9.880 min): BF133487.D\data.ms (-1 #39

162.2  Acenaphthene-di1e

Concen: 20.000 ng

RT: 9.869 min Scan# 1UgSiAtTlEles

Ref 50 Delta R.T. -0.006 min |
80.0 Lab File: BF133559.D [(GlEhISEIlellEll0f
: Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
54.0 106.1 132.1
0\\\“H“\‘M\W“‘\\‘H‘\‘i-\\“\\\“i‘\\\l‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 240438

Abundance Scan 1323 (9.869 min): BF133559.D\datams = 1N Ratio Lower Upper
1642 164 100

162 99.8 79.7 119.5
160  45.5 35.4 53.0

Raw 50
Abundance
80.1 300000 9.869
54.0
0 \3\5\.%\ T H\ T M T 1”“‘\ T \1199\1\ T \1:\3\‘2”]; T 1“‘
miz--> 40 60 80 100 120 140 160
Abundance Scan 1323 (9.869 min): BF133559.D\data.ms (-1 200000
164.2
Sub
50 100000
80.1
54.0
o‘35"‘9‘”:“‘:‘mw““19?79”_1‘312‘]1‘”‘1“ e
m/z--> 40 60 80 100 120 140 160  Time--> 9.80 9.85 9.90

Abundance Scan 1459 (10.669 min): BF133487.D\data.ms (- #42

329.€| 2,4,6-Tribromophenol
Concen: 132.983 ng

RT: 10.657 min Scan# 1457
Delta R.T. -0.006 min

Lab File: BF133559.D

Acq: 02 Jun 2023 13:24

Ref 50

O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 318723
Abundance Scan 1457 (10.657 min): BF133559.D\data.ms ggg Eg'glo Lower Upper

332 97.3 77.8 116.6
141 32.9 26.6 40.0
Raw 50

Abundance
300000{ 10-§57

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1457 (10.657 min): BF133559.D\data.ms (- 200000

Sub 100000

O,
- T T T T T ‘ T T T T
miz--> 50 100 150 200 250 300 Time—>  10.60  10.70
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Abundance Scan 1210 (9.204 min): BF133487.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 86.271 ng
RT: 9.192 min Scan#t 1lStnlEles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF133559.D (SlEERISEIIAE
Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
510 80 1500 1511 | i
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 1343933
Abundance Scan 1208 (9.192 min): BF133559.D\datams 10" Ratio Lower Upper
1721 172 100
171 35.5 28.4 42.6
176 24.1 19.3  28.9
Raw 50
Abundance
1500000 9.192
51.0 85.0 120.1 1511 |
0\\\‘\\H\\‘\\\m}’\h\\\‘\\\\‘\\\‘\‘\‘\‘\‘\‘\\‘ \‘\\\\
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1208 (9.192 min): BF133559.D\data.ms (-1 1000000
172.1
Sub
50 500000
51.0 85.0 120.1 146.1
A Tl s T L i B m e
miz--> 40 60 80 100 120 140 160 180  Time--> 9.15 9.20 9.25

Abundance Scan 1247 (9.422 min): BF133487.D\data.ms (-1 #48

63.0 138.1 2-Nitroaniline
Concen: 4.021 ng
92.1 RT: 9.522 min Scan# 1264
Ref 50 Delta R.T. ©0.106 min
39.0 Lab File: BF133559.D
‘ Acq: 02 Jun 2023 13:24
0! \\”ih“‘\\“\‘\‘H‘H‘huH“\H\‘Hu‘\lgé}"Q\H
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 149
Abundance Scan 1264 (9.522 min): BF133559.D\data.ms Ion Ratio Lower Upper
141.0 65 100
92 0.0 50.8 76.2#
138 0.0 82.6 124.0#
Raw 50
Abundance
69.0 950 0.620
65.0
200
0 | H‘““M\‘\ H \‘\“\“\“\‘\‘\\“\\H\h*‘\‘\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1264 (9.522 min): BF133559.D\data.ms (-1 150
141.0
100
Sub
50
50
41.0 77.0 115.1
T
P W TR W T
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.50 9.52 9.54
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Abundance Scan 1288 (9.663 min): BF133487.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
Concen: 12.436 ng
630 89.0 RT: 9.869 min Scan# 1IE R
Ref 50 ‘ Delta R.T. 0.212 min |
1210 Lab File: BF133559.D |SUCHISEInIElCIER
390‘ H ‘ Acq: ©2 Jun 2023 13:24 [HAAVCIANZRNRIPETIE
0\u‘u!‘\‘!”u\“\”u\‘l‘”lu““\u\‘\!u‘\‘\u‘uufuu
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 30464
Abundance Scan 1323 (9.869 min): BF133559 D\datams 1on Ratio Lower Upper
4.2 165 100
63 1.6 57.0 85.4#
89 1.2 50.8 76.2#
Raw 50
Abund4a0n6:(z)eo
9.869
0 106.1 132.1
miz--> 40 60 80 100 120 140 160 180 200 30000
Abundance Scan 1323 (9.869 min): BF133559.D\data.ms (-1
166.2 20000
Sub
50 10000
80.1
0 Sﬁ Ow‘\ HH‘ 108. 1132 L Il 0
miz--> 45 60 80 100 120 1)10 160 180 200 Time--> 9.85 9.90
Abundance Scan 1317 (9.833 min): BF133487.D\data.ms (-1 #53
63.0 g5 3-Nitroaniline
138.1 Concen: 3.194 ng
RT: 9.704 min Scan# 1295
Ref 50 Delta R.T. -0.124 min
39.0 Lab File: BF133559.D
Acq: 02 Jun 2023 13:24
0 “”vl‘w‘“wl‘wm\wwwm?‘l‘q"l‘
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:138 Resp: 61
Abundance Scan 1295 (9.704 min): BF133559.D\data.ms Ion Ratio Lower Upper
43.9 138 100
108 0.0 11.9 17.9%
92 0.0 93.1 139.7#
Raw 50
68.9 o5 1 Abundance
1230 1550 9.fo4
(Ll 150
0% ‘“\‘“‘\‘“‘\“"\“"\““\““\““\““\
miz--> 40 60 80 100 120 140 160 180 200
Abundance 3cap 1295 (9.704 min): BF133559.D\data.ms (-1 100
43.9 93.0
137.1
Sub 50 50
0ty \‘\\\\\\\\ O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.70  9.72
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Abundance Scan 1356 (10.063 min): BF133487.D\data.ms (1 #57

89.1 165.0 2,4-Dinitrotoluene
Concen: 11.630 ng
63.0 RT: 9.869 min Scan# 1{{EIOIIELE
Ref 50 Delta R.T. -0.194 min u
39.0 119.0 Lab File:  BF133559.D |QUCIIEEIECRE
‘ ‘ ‘ ‘ Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
0\u‘\\\\‘!“HWHW\”\M\ ‘Hh‘H“HH‘HH’“H“‘H
m/z--> 40 60 80 100 120 140 160 180 T8t Ton:165 Resp: 30464
Abundance Scan 1323 (9.869 min): BF133559.D\datams = 10N Ratlo Lower Upper
1642 165 100
63 1.6 48.1 72.1#
89 1.2 68.4 102.6#
Raw 5 182 9.0 1.9 2.9%
Abundance
80.1 40000 9.869
o""“571‘?;‘1‘W“ml,qeulwl‘slzul‘ml‘ S
miz--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 1323 (9.869 min): BF133559.D\data.ms (-1
165.1 20000
Sub
50 10000
80.1
P e | N ol
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90
Abundance Scan 1422 (10.451 min): BF133487.D\data.ms (- #62
63.0 138.1 4-Nitroaniline
108.1 Concen: 3.046 ng
RT: 10.410 min Scan# 1415
Ref 50 Delta R.T. -0.030 min
39.0 Lab File: BF133559.D
‘ ‘ Acq: 02 Jun 2023 13:24
cHou“whw‘l“H_m_mWM‘H\H‘l“??‘l“H%?%%%?’%?
m/z--> 40 60 80 100120140 160 180200220 18t Ion:138 Resp: 264
Abundance Scan 1415 (10.410 min): BF133559.D\datams = 100 Ratlo Lower Upper
166.1 138 100
92 0.0 28.4 68.4#
108 0.0 54.2 94.2#
Raw 50
Abundance
440 g0 2501 10410
09.1 139.1 2032
ol 200
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1415 (10.410 min): BF133559.D\data.ms (- 150
166.1
100
Sub
50
50
82.0
0\500\“\‘””“\\‘13"?1‘\”“\2(\)32\\ O ]
miz--> 40 60 80 100 120 140 160 180 200220  Time--> 10.40 10.45
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Abundance Scan 1445 (10.586 min): BF133487.D\data.ms (- #63
7

.0 Azobenzene
Concen: 2.205 ng
RT: 10.586 min Scan#t 1{gSagilnlclle
Ref 50 510 Delta R.T. ©0.012 min |
: 105.1 182.1 | Lab File: BF133559.D [(GlEsSrElylell=l68s
152.1 Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
0H\”‘\\‘M‘w\\‘i“H\\‘\‘\\\]‘-2\?.\0\‘\\‘\“\‘\\\\“\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 77 Resp: 38728
Abundance Scan 1445 (10.586 min): BF133559.D\datams = 100 Ratlo Lower Upper
105.0 77 100
182 84.1 5.6 45.6#
77.1 105 164.7 2.6 42.6#
Raw 59 1821 51 41.6 14.7 54.7
Abundance
51.0
0 \“ f \‘i T \W‘ T \‘\ T \1‘2\6\\1\ ‘:’-\5‘\‘%\.]‘-\ T ‘“\ T 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1445 (10.586 min): BF133559.D\data.ms (- 10.586
105.0 40000
Sub 7l 182.1
u .
50 20000 ,
51.0
0 . ‘ il | 126.1 15\2.0 Il 01 ’
R T AR .t G- R o
miz--> 40 60 80 100 120 140 160 180 Time-> 1050  10.60

Abundance Scan 1577 (11.363 min): BF133487.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.357 min Scan# 1576
Ref 50 Delta R.T. -0.006 min
Lab File: BF133559.D
94.1 158.1 Acq: 02 Jun 2023 13:24
ok \5%‘9“\“! \‘“‘ \12\4\‘1\ “‘1.\ \m\ T T T ‘26\3\:
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 442929
Abundance Scan 1576 (11.357 min): BF133559.D\datams A 10" Ratio Lower Upper
188.2 188 100
94 9.1 8.6 12.8
80 9.9 9.2 13.8
Raw 50
Abundance
80.1 500000 11.857
0\4\2-?“\”\”1. i“‘l\18\.]\- \1‘5ﬁ']\. \m\ LA R
m/z--> 50 100 150 200 250 400000
Abundance Scan 1576 (11.357 min): BF133559.D\data.ms (-
188.2 300000
200000
Sub
50
100000
80.1
oli20 " mer PP
m/z--> 50 100 150 200 250 Time--> 11.30 11.35 11.40
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Abundance Scan 1425 (10.469 min): BF133487.D\data.ms (1 #65
198.0 4,6-Dinitro-2-methylphenol

Concen: 9.007 ng

51.0 1050 RT: 10.657 min Scan# 1{gEigil=laies
Ref 50 Delta R.T. ©.188 min

Lab File: BF133559.D (SlEERISEIIAE
Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE

“ 152#
T \“\HH\\““\\\‘\“\\\‘\“\\\\‘\\\\‘\\\\

i
m/z--> 50 100 150 200 250 300 Tgt Ion:198 Resp: 653

Abundance Scan 1457 (10.657 min): BF133559.D\data.ms igg ig;io Lower Upper

51 278.0 53.6 93.6#
105 229.7 35.9 75.9#

o

Raw 50
Abundance
2000
0,
m/z--> 50 100 150 200 250 300 1500
Abundance Scan 1457 (10.657 min): BF133559.D\data.ms (-
1000
0.65[7
Sub
500
- 077\ ‘ T —
m/z-> 50 100 150 200 250 300 Time--> 10.65
Abundance Scan 1500 (10.910 min): BF133487.D\data.ms (- #67
1411 250.0 4-Bromophenyl-phenylether
771 Concen: 4.215 ng
RT: 10.657 min Scan# 1457
Ref 50 Delta R.T. -0.247 min

Lab File: BF133559.D
‘ Acq: 02 Jun 2023 13:24
T “\ “ ‘\‘H\‘H\ \H‘ \ \ T MH‘H\].“Z\Q \9‘ T U T L ‘ T 1T

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 19828

Abundance Scan 1457 (10.657 min): BF133559.D\data.ms ;Zg Eg'gio Lower Upper

250 208.9 79.7 119.5#
141 542.6 66.6 100.0#

o

Raw 50
Abundance
100000
0,
m/z--> 50 100 150 200 250 300 80000
Abundance Scan 1457 (10.657 min): BF133559.D\data.ms (-
. 60000
Sub 40000
20000
- \\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.65 10.70
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Abundance Scan 1582 (11.392 min): BF133487.D\data.ms (- #71

178.1 Phenanthrene
Concen: 4.420 ng
RT: 11.380 min Scan# 1{Eigial=laies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF133559.D (GUCIEETSICIR
6.0 152.1 Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
0\\\‘?\\\0“\\\‘1‘\‘1‘\9\9‘\0\\\]-‘2\6\\]\-‘\\“!\‘\\\\‘“‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:178 Resp: 99164
Abundance Scan 1580 (11.380 min): BF133559.D\datams = 10N Ratlo Lower Upper
178.1 178 100
176 18.3 15.6 23.4
179 14.4 12.4 18.6
Raw 50
Abundance
11.880
76.0 152.1
0\\\‘\5\].\\()‘\\\‘1‘\U\\‘]-\]-\(\)\?\\\\‘\\“!\‘\\\JH‘\\\\Z‘(\)?\-J\- 100000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1580 (11.380 min): BF133559.D\data.ms (-
178.1
50000
Sub
50
76.0
oh.. 510 "7 99.0 127. 1 ‘\ M 207.1 01
e P e e e el S P
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.30 11.35 11.40
Abundance Scan 1784 (12.580 min): BF133487.D\data.ms (- #75
202.1 Fluoranthene
Concen: 5.427 ng
RT: 12.568 min Scan# 1782
Ref 50 Delta R.T. -0.006 min
Lab File: BF133559.D
Acq: 02 Jun 2023 13:24
0380 740, \\ 14911741 |
\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 220 | T8t Ion:202 Resp: 134476
Abundance Scan 1782 (12.568 min): BF133559.D\data.ms Ion Ratio Lower Upper
200.1 202 100
101 11.4 0.0 32.2
203 17.3 0.0 37.8
Raw 50
Abundance
12.568
AL 75 0% 1060 1741 | 150000
\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1782 (12.568 min): BFl33559.D;%a;tai.ms (4 100000
sub o 50000
51390 740 10 1s001721 | 0
A et R BN, . ch OulnET RS e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 12.55 12.60
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Abundance Scan 2027 (14.010 min): BF133487.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.998 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF133559.D [(GlEhISEIlellEll0f
120.1 Acq: 02 Jun 2023 13:24 ESAVICICANDNIPISVE
(5 \5‘7‘\0\ Ll ‘“l‘\‘“‘” T “1\6?:\'-\ “i‘ \”M\‘“““‘ T T
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 258473
Abundance Scan 2025 (13.998 min): BF133559.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 11.2 10.3 15.5
236 25.4 20.5 30.7
Raw 50
Abundance
13.998
120.1
038-0 76'0\ I MH 158'1198'\1‘ \n\\\“ 280.2 329.
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300
: 200000
Abundance Scan 2025 (13.998 min): BF133559.D\data.ms (-
240.2
Sub 100000
50
120.1
042'0 SOQ I hH 184.1 Ll m\ﬂ‘ 280.1 329. 1
e e = A B Mama e e
miz--> 50 100 150 200 250 300  Time--> 13.90 14.00 14.10
Abundance Scan 1805 (12.704 min): BF133487.D\data.ms (- #77
184.1 Benzidine
Concen: 2.327 ng
RT: 12.945 min Scan# 1846
Ref 50 Delta R.T. ©0.247 min

Lab File: BF133559.D
Acq: 02 Jun 2023 13:24

0 \39‘\.0“ - “\9%.(‘) \;!72%%1:5‘?\:"‘:\ \”\ T T
miz--> 50 100 150 200 Tgt Ion:184 Resp: 17590

Abundance Scan 1846 (12.945 min): BF133559.D\data.ms 10N Ratio Lower Upper

2442 184 100
185 12.7 12.2 18.2
183 6.0 8.7 13.1#
Raw 50
Abundance
1221 12.845
541 821 77 1601 2122 15000
\\“”\‘\‘\H\”|‘\‘\\‘\“\‘\\\“\\\‘\”‘
m/z--> 50 100 150 200
Abundance Scan 1846 (12.945 min): BF133559.D\data.ms (-
244.2 10000
sub g, 5000
541 82.0 12‘2-1 160.1  212.2
miz--> 50 100 150 200 Time-->  12.90  12.95
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Abundance Scan 1823 (12.810 min): BF133487.D\data.ms (- #78

202.1 Pyrene
Concen: 5.739 ng
RT: 12.798 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF133559.D [(GICHIEEIel(EI(6H
101.0 Acq: 02 Jun 2023 13:24 HAAVICIONIERNGIPECVRE
0 51.0 w ol \“ 150'1 L H‘H 281..
T T ‘ 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 Tgt IOT’IZ?@Z RESpZ 126230
Abundance Scan 1821 (12.798 min): BF133559.D\data.ms 10" Ratio Lower Upper
202.1 202 100
200 18.5 16.3 24.5
203 18.3 14.3 21.5
Raw 50
Abundance
12.[798
101.0
0 44Q il \“ 150'1 " MM 259.2
T T ‘ 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 100000
Abundance Scan 1821 (12.798 min): BF133559.D\data.ms (-
202.1
sub 50000
50
101.0
0 62.0 L \“ 1500 L H“ 259.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\‘\\\
m/z-> 50 100 150 200 250 Time--> 12.75 12.80 12.85

Abundance Scan 1848 (12.957 min): BF133487.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 88.301 ng

RT: 12.951 min Scan# 1847
Ref 50 Delta R.T. -0.000 min

Lab File: BF133559.D

21 821 122.1 160.1 212.2 Acq: 02 Jun 2023 13:24

miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1283664
Abundance Scan 1847 (12.951 min): BF133559.D\data.ms 10N Ratio Lower Upper
244.2 244 100
212 6.6 5.8 8.6
122 9.6 8.5 12.7
Raw 50
Abundance
12,951
122.1
ola21 801 “TT AL 2122 | o,
T T ‘ T T T T ’ T T T T ‘ T T T ‘ T T T i ‘ T T L 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1847 (12.951 min): BF133559.D\data.ms (-
244.2
500000
Sub
50
122.1
ol 541 901 1601 2122 | g 0!
A L L L o
miz--> 50 100 150 200 250 Time--> 12.90 13.00
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Abundance Scan 2025 (13.998 min): BF133487.D\data.ms (- #81
1491 228.1 Benzo(a)anthracene
Concen: 3.265 ng
RT: 13.986 min Scan# 2(Eigil=laies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF133559.D (SlEERISEIIAE
113.1 Acq: 02 Jun 2023 13:24 PLYMOUTH-XRDS-001
oL \H““\ ‘H‘h ‘H\‘h\ T ‘ \‘\1\8\ “\ \‘L } T \2\7?\1‘ T
miz--> 50 100 150 200 250 300 T&t Ton:228 Resp: 56225
Abundance Scan 2023 (13.986 min): BF133559.D\data.ms 10" Ratio Lower Upper
2402 228 100
226 27.7 22.3 33.5
229 19.8 16.1 24.1
Raw 50
Abundance
571 120.1 ‘ 60000 13.986
ol T 1561 2001 [ | 2810
m/z--> 50 100 150 200 250 300
Abundance Scan 2023 (13.986 min): BF133559.D\data.ms (- 40000
240.2
Sub
u 50 20000
118.1
0 570 156.1 ‘20\0\\1\ “h”‘ 279.1
- T ’ L ’ ‘ L ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300 Time--> 13.95  14.00
Abundance Scan 2032 (14.039 min): BF133487.D\data.ms (- #83
228.1 Chrysene
Concen: 3.041 ng
RT: 14.021 min Scan# 2029
Ref 50 Delta R.T. -0.012 min
Lab File: BF133559.D
113.1 Acq: 02 Jun 2023 13:24
0?\)8\1‘ \7\5\0\ “ ‘“ T ‘:\1_7\4\1\ i“\ \‘i L L
miz--> 50 100 150 200 250 300 T8t Ton:228 Resp: 52867
Abundance Scan 2029 (14.021 min): BF133559.D\data.ms Ion Ratio Lower Upper
228.1 228 100
226 30.9 24.1 36.1
229 18.9 15.8 23.8
Raw 50
Abundance
14.021
31 60000
0 T \‘“ ‘H\ ‘\ \H \“H H‘h \ \J-\S‘]-\l\l\g\g‘o\ \‘ } \‘ ‘26\4\.()\3\0‘0.\]-
miz--> 50 100 150 200 250 300
Abundance Scan 2029 (14.021 min): BF133559.D\data.ms (- 40000
228.1
Sub
50 20000
113.1
0560 | 15111870 | 26403001
e e e A m e
miz--> 50 100 150 200 250 300 Time--> 14.00 14.05
BF133559.D 8270-BF052523.M Fri Jun 02 13:59:04 2023

Page 16



Abundance Scan 2275 (15.468 min): BF133487.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.457 min Scan# 2[Eigil=ies

Ref 50 Delta R.T. -0.000 min |
Lab File: BF133559.D [(GlEhISEIlellEll0f
132.1 Acq: ©2 Jun 2023 13:24 HAAVICIORTERIRIRIRVE
os0 880 | aoax J
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 274212
Abundance Scan 2273 (15.457 min): BF133559.D\data.ms 10" Ratio Lower Upper
264.2 264 100

260 22.9 19.0 28.4
265 21.8 16.8 25.2

Raw 50
Abundance
132.1 15457
440852 | 2070 || 313035 200000
\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2273 (15.457 min): BF133559.D\data.ms (- 190000
264.1
100000
Sub
50
50000
132.1
0390 901 h\‘ 208.1, || 307.1 355. 0|
98 a0yl SUFL 999 e m——
miz--> 50 100 150 200 250 300 350 Time--> 15.40  15.60

Abundance Scan 2203 (15.045 min): BF133487.D\data.ms (- #88

252.1 Benzo(b)fluoranthene
Concen: 5.302 ng
RT: 15.027 min Scan# 2200
Ref 50 Delta R.T. -0.006 min
Lab File: BF133559.D
126.1 Acq: 02 Jun 2023 13:24
0369 740 | 17412111 |
\\‘\\\\‘\\\‘\\\\‘\\\\\\\\‘\\ . .
m/z--> 50 100 150 200 250 300 gt Ion:252 Resp: 94676
Abundance Scan 2200 (15.027 min): BF133559.D\data.ms Ion Ratio Lower Upper
25D.1 252 100
253 24.3 17.2 25.8
125 12.7 8.1 12.1#
Raw 50
Abundance
6.1 15.027
44.0 207.0
0 T \H‘ ‘ H\ o % H‘ HH \“H\ \]‘-6\3\]-\ \ ‘ ‘\ \‘“\ T ‘\ \2§9.9\ T 40000
miz--> 50 100 150 200 250 300
Abundance Scan 2200 (15.027 min): BF133559.D\data.ms (4 30000
252.1
20000
Sub
50
10000
126.1
50.0 87.0 4 ‘H 163.1200.0 289.0
e R e o
m/z--> 50 100 150 200 250 300  Time--> 15.00 15.10
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Abundance Scan 2208 (15.074 min): BF133487.D\data.ms (- #89
252.1 Benzo(k)fluoranthene
Concen: 5.438 ng
RT: 15.027 min Scan#t 2/gigiil=gles
Ref 50 Delta R.T. -0.041 min |
Lab File: BF133559.D |(®lEIEE isliEllof
126.1 Acq: 02 Jun 2023 13:24 PLYMOUTH-XRDS-001
03\8\0‘ \7\4-\0\ i \‘“ \“‘\ T ‘:!-7\4\1\2‘1\1\9\ T ““\ L B
m/z--> 50 100 150 200 250 300  'gt Ion:252 Resp: 94676
Abundance Scan 2200 (15.027 min): BF133559.D\data.ms 10" Ratio Lower Upper
55D 1 252 100
253 24.3 17.4 26.2
125 12.7 8.3 12.5#
Raw 50
Abundance
15.027
44.0 126.1
207.0
0oL \H“H\ “\‘8:\%“‘%“ ‘\‘H \“H\ \]‘-6\3\1\ t ‘i ‘\ \‘“\ [ \2\‘8\9‘0\ T 40000
m/z--> 50 100 150 200 250 300
Abundance Scan 2200 (15.027 min): BF133559.D\data.ms (- 30000
252.1
20000
Sub
50
10000
126.1
50.0 87.0 | | 162.1200.0 318.
e —T
miz--> 50 100 150 200 250 300 Time--> 1500 15.10
Abundance Scan 2265 (15.410 min): BF133487.D\data.ms (- #90
2521 Benzo(a)pyrene
Concen: 3.138 ng
RT: 15.392 min Scan# 2262
Ref 50 Delta R.T. -0.006 min
Lab File: BF133559.D
126.1 Acq: 02 Jun 2023 13:24
0L T \71\1‘\0\ T \“‘\M\ T ?—\9?.\0\‘“\ \“\ L \3\’5‘5\
miz--> 50 100 150 200 250 300 350 '8t Ion:252 Resp: 56988
Abundance Scan 2262 (15.392 min): BF133559.D\datams = 1°" Ratio Lower Upper
2591 252 100
253 21.7 17.4 26.0
125 11.9 9.4 14.0
Raw 50
Abundance
440 126.1 2071 40000 15/392
oL ‘\H“M\ “\“8%\9“ “i‘” \”‘H\ T \‘ “\.\m\ T ‘H\ f \‘3\0‘2\1\- \3\5‘0\]
miz--> 50 100 150 200 250 300 350 30000
Abundance Scan 2262 (15.392 min): BF133559.D\data.ms (-
252.1
20000
Sub 50
10000
126.1
ofL0 831 | 1751 | 316.1 0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\’\\
miz--> 50 100 150 200 250 300 350 Time--> 15.35 15.40 15.45
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