Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126476.D

Acqg On : 4 Jan 2022 19:34
Operator : JU/CG

Sample : M5338-01MS

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Manual Integrations
Quant Time: Jan 05 02:00:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M Reviewed By :Christian Giraldo  01/05/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/05/2022
QLast Update : Wed Jan 05 01:57:07 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.787 152 135298 20.000 ng 0.00
21) Naphthalene-d8 8.069 136 565944 20.000 ng 0.00
39) Acenaphthene-di10 9.828 164 262484 20.000 ng 0.00
64) Phenanthrene-d10 11.310 188 420726 20.000 ng 0.00
76) Chrysene-di12 13.951 240 230084 20.000 ng 0.00
86) Perylene-di12 15.386 264 227243 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.410 112 1014357 107.664 ng 0.02

7) Phenol-d6 6.428 99 1299754 106.513 ng 0.00
23) Nitrobenzene-d5 7.351 82 861288 78.142 ng 0.00
42) 2,4,6-Tribromophenol 10.616 330 251520 124.003 ng 0.00
45) 2-Fluorobiphenyl 9.151 172 1181235 79.192 ng 0.00
79) Terphenyl-di4 12.898 244 998314 84.302 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 2.599 88 216645 45.855 ng 98

3) Pyridine 3.316 79 479214 37.603 ng 99

4) n-Nitrosodimethylamine 3.275 42 233080 44.484 ng 97

6) Aniline 6.445 93 307874 20.290 ng # 91

8) 2-Chlorophenol 6.569 128 484629 51.580 ng 95

9) Benzaldehyde 6.334 77 318887 42.213 ng 96
10) Phenol 6.440 94 596292 43.787 ng 96
11) bis(2-Chloroethyl)ether 6.522 93 508197 48.874 ng 96
12) 1,3-Dichlorobenzene 6.728 146 457853 48.764 ng 97
13) 1,4-Dichlorobenzene 6.804 146 461782 49.273 ng 98
14) 1,2-Dichlorobenzene 6.957 146 454150 49.734 ng 97
15) Benzyl Alcohol 6.928 79 418808 49.053 ng 97
16) 2,2'-oxybis(1-Chloropr... 7.063 45 788298 48.271 ng 99
17) 2-Methylphenol 7.045 107 394270 47.705 ng 100
18) Hexachloroethane 7.298 117 187151 50.121 ng 96
19) n-Nitroso-di-n-propyla.. 7.204 70 313851 45.072 ng 97
20) 3+4-Methylphenols 7.198 107 431890 43.893 ng 91
22) Acetophenone 7.198 105 621109 47.472 ng 96
24) Nitrobenzene 7.369 77 507521 46.014 ng 96
25) Isophorone 7.610 82 945606 47.924 ng 98
26) 2-Nitrophenol 7.687 139 253991 51.946 ng 95
27) 2,4-Dimethylphenol 7.728 122 420525 55.004 ng 99
28) bis(2-Chloroethoxy)met... 7.822 93 611675 47.455 ng 97
29) 2,4-Dichlorophenol 7.928 162 356446 51.059 ng 929
30) 1,2,4-Trichlorobenzene 8.010 180 361477 49.683 ng 98
31) Naphthalene 8.092 128 1318637 49.364 ng 99
32) Benzoic acid 7.869 122 343529 59.883 ng 95
33) 4-Chloroaniline 8.134 127 107402 9.597 ng 97
34) Hexachlorobutadiene 8.210 225 176859 50.013 ng 98
35) Caprolactam 8.516 113 139577m 78.593 ng
36) 4-Chloro-3-methylphenol 8.634 107 417903 49.051 ng 95
37) 2-Methylnaphthalene 8.781 142 835397 53.014 ng 99
38) 1-Methylnaphthalene 8.881 142 767252 50.360 ng 100
49) 1,2,4,5-Tetrachloroben... 8.951 216 280311 49.145 ng 99
41) Hexachlorocyclopentadiene 8.939 237 298014 128.331 ng 97
43) 2,4,6-Trichlorophenol 9.063 196 216692 51.371 ng 97

8270-BF122921.M Wed Jan 05 14:26:01 2022 Pag 1



Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126476.D

Acqg On : 4 Jan 2022 19:34
Operator : JU/CG

Sample : M5338-01MS

Misc

ALS Vvial : 10 Sample Multiplier: 1

Manual Integrations

Quant Time: Jan 05 02:00:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\827@-BF122921.M Reviewed By :Christian Giraldo  01/05/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/05/2022

QLast Update : Wed Jan 05 01:57:07 2022
Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)
44) 2,4,5-Trichlorophenol .104 196 223765 49.283 ng 99
46) 1,1'-Biphenyl .251 154 952827 49.493 ng 99
47) 2-Chloronaphthalene .275 162 701990 48.142 ng 99
48) 2-Nitroaniline .369 65 258127 43.837 ng 92
49) Acenaphthylene .686 152 1086580 49.132 ng 99
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50) Dimethylphthalate 801290 48.900 ng 100
51) 2,6-Dinitrotoluene .616 165 183848 51.952 ng 90
52) Acenaphthene .863 154  768176ém  52.982 ng

53) 3-Nitroaniline .775 138 98972 20.398 ng 99
54) 2,4-Dinitrophenol .892 184 183339 99.773 ng # 80
55) Dibenzofuran 10.033 168 926064 47.247 ng 98
56) 4-Nitrophenol 9.951 139 340019 98.535 ng 96
57) 2,4-Dinitrotoluene 10.016 165 244676 53.590 ng 95
58) Fluorene 10.375 166 667389 48.158 ng 99
59) 2,3,4,6-Tetrachlorophenol 10.151 232 168499 51.705 ng 94
60) Diethylphthalate 10.251 149 780487 49.422 ng 99
61) 4-Chlorophenyl-phenyle... 10.369 204 289169 47.815 ng 94
62) 4-Nitroaniline 10.398 138 200226 43.816 ng 93
63) Azobenzene 10.528 77 922582 45.354 ng 99
65) 4,6-Dinitro-2-methylph... 10.428 198 119236 52.334 ng 97
66) n-Nitrosodiphenylamine 10.486 169 629656 48.238 ng 100
67) 4-Bromophenyl-phenylether 10.857 248 185818 49.759 ng 99
68) Hexachlorobenzene 10.927 284 225171 51.837 ng # 91
69) Atrazine 11.016 200 193590 86.130 ng 98
70) Pentachlorophenol 11.122 266 223505 105.866 ng 98
71) Phenanthrene 11.339 178 1033268 48.038 ng 100
72) Anthracene 11.386 178 1059301 49.218 ng 100
73) Carbazole 11.545 167 967625 45.912 ng 99
74) Di-n-butylphthalate 11.874 149 1210191 50.437 ng 99
75) Fluoranthene 12.522 202 976451 49.739 ng 98
77) Benzidine 12.645 184 330078 90.237 ng 100
78) Pyrene 12.751 202 980378 50.420 ng 98
80) Butylbenzylphthalate 13.374 149 458516 53.216 ng 90
81) Benzo(a)anthracene 13.939 228 620006 46.857 ng 100
82) 3,3'-Dichlorobenzidine 13.904 252 183210 29.679 ng # 96
83) Chrysene 13.974 228 680884 50.166 ng 99
84) Bis(2-ethylhexyl)phtha... 13.933 149 510504 57.172 ng 99
85) Di-n-octyl phthalate 14.545 149 943322 60.915 ng 97
87) Indeno(1,2,3-cd)pyrene 16.809 276 807989 53.129 ng 99
88) Benzo(b)fluoranthene 14.974 252 693050 51.196 ng 98
89) Benzo(k)fluoranthene 15.004 252 656729 50.080 ng 99
90) Benzo(a)pyrene 15.327 252 678007 59.732 ng 99
91) Dibenzo(a,h)anthracene 16.827 278 668866 54.504 ng 99
92) Benzo(g,h,i)perylene 17.245 276 726992 55.634 ng 97

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126476.D

Acqg On : 4 Jan 2022 19:34
Operator : JU/CG

Sample : M5338-01MS

Misc

ALS Vvial : 10 Sample Multiplier: 1

Manual Integrations
Quant Time: Jan 05 02:00:48 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M Reviewed By :Christian Giraldo  01/05/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 01/05/2022
QLast Update : Wed Jan 05 01:57:07 2022
Response via : Initial Calibration

Abundance TIC: BF126476.D\data.ms

4400000

4200000

4000000

3800000

feenols

3600000

2-Fluorophenol,S

3400000

Phenol-d6,S

3200000

Benzo(ajis{@rateylbexyl)phthalate

1y1._Bipheﬁg}|=luorobiphenyl,s

Tluorene 4-Chlorophenyl-phenylether

ami
Terphenyl-d14,S

N
meNitroso=di-n-f

phthene,C
ol

3000000

Acena
ipheny|,

Dibenzofuran

Ahenasheene

2800000

Naphthalene
CNE ene

Acenaphthylene
Fluoranthene,C
Pyrene

2-Me

Eo%q@hlorocy

2600000

Di-n-butylphthalate

Z=CITororapimr Iait‘l e
Carbazole

Prenor€

2,4,6-Tribrol
phenyl-phenylether

rﬁggﬁlorophenol,c

2400000

Butylbenzylphthalate

Nitrobenzene-d5,S
4-Dj |Sﬁylphenol

3-DiEHRIBROBERSene,C
R4RPHhenol
Di-n-octyl phthalate,c

Chrysene

2200000

etracmofﬁ%%thalate

4-Bromo

2000000

Benzyl|

2,2 =oxybis{I=Chiorofiro
Isophorone

1800000

Benzaldehyde
Bis(Z-Chloieroyhesns!

1,3

Py

4-Chloro-3-methylphenol,C

exachlorobutadiene,C

2-Nitroaniline
T &-Dinifrotoluene Dimethylphthalate

2
Benzo(b)R@nasthEneoranthene

Benzo(a)pyrene,C

Hexachlor
Hexachlorobenzene

Phenanthrene-d104

1600000

Jat

Z-Nitrophenal,C.

1400000

indenoQiZeB-aspyenehracene

Benzo(g,h,i)perylene

1200000

Anitire—
T
D

Benzidine

2 3N
-d1Z,T

1000000

Caprolactam

Feryl

800000

Benzoic acid

1,4-Dioxane

-Nitrosodimpgifitamine,

600000

400000

200000

MWJLJM

)17 1§ G WU | G S ARSI PR AR AR AN LB TN L R S e e R et
Time--> 300 400 500 600 700 800 900 1000 11.00 1200 13.00 14.00 1500 16.00 17.00 18.00

8270-BF122921.M Wed Jan 05 14:26:04 2022 Page: 3



Abundance Scan 801 (6.798 min): BF126402.D\data.ms (-79 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.787 min Scan# 7l e
Ref 50 115.0 Delta R.T. ©.001 min o
500 780 Lab File: BF126476.D [(lElSElellEIl0f
‘ ‘ Acq: 4 Jan 2022 19:34 SEeREESONE
0Ll oy 1,969 | 1320 _
miz--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 13529 Manual Integrations
Abundance  Scan 799 (6.787 min): BF126476 D\data.ms 10N Ratio Lower Upper BRAGLON=0)
150.0 152 160 Reviewed By :Christian Giraldo  01/05/2022
156 158.5 128.1 192.1 Supervised By :Jagrut Upadhyay 01/05/2022
115 64.0 56.7 85.1
Raw
%0 1150 Abundance
52 g 780
\\ ”‘ Lol 200000
Ottt \HH\H‘”HHH\“‘““M
miz--> 40 60 100 120 140 160
Abundance Scan 799 (6.787 mm). BF126476.D\data.ms (-78 150000 !
150.0
100000
Sub
%0 1150 50000
500 780
0 “\“‘gﬁ-‘g“\”“‘”“‘\M\““ 0 B
miz--> 40 60 80 100 120 140 160 Time--> 6.75 6.80

Abundance Scan 70 (2.498 min): BF126402.D\data.ms (-65) #2

8.0 88.0 1,4-Dioxane
' Concen:  45.855 ng
RT: 2.599 min Scan# 87
Ref 50 Delta R.T. ©.112 min
43.0 Lab File: BF126476.D
‘ ‘ Acq: 4 Jan 2022 19:34
G‘\\\\‘“\\‘\\\\“\\\\‘\\\\‘\\\“‘\\\\
m/z--> 30 40 50 60 70 80 90 Tgt Ion:.88 Resp: 216645
Abundance  Scan 87 (2.599 min): BF126476.D\datams ~ 10N Ratlo Lower Upper
84.0 88 100
58.0 58 77.5 62.8 94.2
43 26.1 22.3 33.5
Raw 50
430 Abundance 5 400
‘ ‘ 150000 :
69.1
0‘\\\\‘“\\‘\\\\‘\\\\‘\\\\‘\\\"\\\\
miz-> 30 40 50 60 70 80 90
Abundance Scan 87 (2.599 min): BF126476.D\data.ms (-17) 100000
88.0
58.0
Sub
50 50000
43.0
oLyt 891 L Eae
miz-> 30 40 50 60 70 80 90 Time--> 2.55 2.60 2.65

BF126476.D 8270-BF122921.M Wed Jan 05 14:26:04 2022 Page 4



Abundance Scan 193 (3.222 min): BF126402.D\data.ms (-18 #3

79.0

Ref 50
207.1
0' T ‘ TTT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 40 60 80 100 120 140 160 180 200
Abundance  Scan 209 (3.316 min): BF126476.D\data.ms
79.0

Raw 50
0' \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Pyridine
Concen: 37.603 ng

RT: 3.316 min Scan# 2{gEiigtll=ples

Delta R.T. 0.106 min

Lab File: BF126476.D |(®lEIEEIsllEIl0f
Acq: 4 Jan 2022 19:34 SESECESIE]

Tgt Ion: 79 Resp: 47921
Ion Ratio Lower Upper
79 100
52 70.1 56.2 84.4
51 32.5 26.7 40.1

Abundance
200000 3416

miz—> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 209 (3.316 min): BF126476.D\data.ms (-17
79.0
100000
Sub
50 50000
O' \‘\\\\}\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 3.203.303.403.50

Abundance Scan 185 (3.175 min): BF126402.D\data.ms (-17 #4

74.0 n-Nitrosodimethylamine
420 Concen: 44.484 ng
’ RT: 3.275 min Scan# 202
Ref 50 Delta R.T. ©0.112 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
G\\\"w\\\’\\\\’\\\\’\\\\’\\\\’\\T\’\\\\‘\\\\‘\\\'\‘\\
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion: 42 Resp: 233080
Abundance  Scan 202 (3.275 min): BF126476.D\data.ms Ion Ratio Lower Upper
74.0 42 100
74 160.3 125.6 188.4
42.0 44 8.3 5.7 8.5
Raw 50
Abundance
150000
0\\\“"\‘\\\"\\\\’\\\\’\\\\’\\\\]_’4\\7\(\)’\\\\‘]\-\9§‘0\\2\\2‘]-\\(
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 202 (3.275 min): BF126476.D\data.ms (-16 s
240 100000
42.0
Sub 50000
Ny 147.0  193.0 221.C
R s e B e P AT B o =
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 3.20 3.30 3.40
BF126476.D 8270-BF122921.M Wed Jan 05 14:26:05 2022

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

01/05/2022
01/05/2022
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Abundance Scan 564 (5.404 min): BF126402.D\data.ms (-55 #5

112.0 2-Fluorophenol
Concen: 107.664 ng
64.0 RT: 5.410 min Scan# St glERies
Ref 50 Delta R.T. 0.018 min \A_
92.0 Lab File: BF126476.D [SUEERISEIIAEI
Acq: 4 Jan 2022 19:34 SESECESIE]
w0500 | qop ||
0\\\\‘\\\\\“\‘\\\‘1\‘\\\\\\\\\\\\\\\\\\ TTTTT .
miz--> 3b 4‘0 5‘0 6‘0 7‘0 8‘0 gb 160 1]‘_0 150 Tgt Ion:112 Resp: 101435 Manual Integratlons
Abundance  Scan 565 (5.410 min): BF126476.D\datams 10N Ratio Lower Upper BVE i OMN=0)
1120 112 160 Reviewed By :Christian Giraldo  01/05/2022
64 63.0 49.5 74.3 Supervised By :Jagrut Upadhyay 01/05/2022
64.0 63 29.8 23.9 35.9
Raw 50
Abundance
92.0 5.410
ol 380 500 \ 0 | ‘ 800000
\‘\\\‘\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 565 (5.410 min): BF126476.D\data.ms (-51 600000
112.0
64.0 400000
Sub
50
920 200000
38.0 50.0 ‘ ‘ ‘
0 Ww\‘_m{uhlw‘lm‘uwmwmwm‘ e e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 540 550

Abundance Scan 743 (6.457 min): BF126402.D\data.ms (-73 #6

93.0 Aniline
Concen: 20.290 ng
RT: 6.445 min Scan# 741
Ref 50 66.0 Delta R.T. ©0.000 min
Lab File: BF126476.D
39.0 Acq: 4 Jan 2022 19:34
ST .. N
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 93 Resp: 367874
Abundance  Scan 741 (6.445 min): BF126476 D\datams ~ 10N Ratlo Lower Upper
93.1 93 100
66 45.8 32.2 48.4
65 25.2 16.3 24.5%#
Raw 50 66.0
Abundance
0 ww‘“}“ v W” N ‘”‘“‘ R 78\0 ERAREARSRRRE .
m/z--> 30 40 50 60 70 80 90 100 400000
Abundance Scan 741 (6.445 min): BF126476.D\data.ms (-69
93.1 300000 6.445
su 6.0 200000
100000 /
39.0
0 5107801 ARERRESRREREREN
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.45 6.50

BF126476.D 8270-BF122921.M Wed Jan 05 14:26:06 2022 Page 6



Abundance Scan 738 (6.428 min): BF126402.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 106.513 ng
RT: 6.428 min Scan# 71EdllEgies
Ref 50 Delta R.T. ©0.006 min |
71.1 Lab File: BF126476.D [(lElSElellEIl0f
421 ‘ Acq: 4 Jan 2022 19:34 SEeREESONE
0 w‘~M“J‘M“M%fw‘uwwwwmh‘uw .
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 129975 Manual Integratlons
Abundance  Scan 738 (6.428 min): BF126476 D\datams 10N Ratio Lower Upper BRAGLON=0)
99.1 99 160 Reviewed By :Christian Giraldo  01/05/2022
42 17.6 14.2 21.4 Supervised By :Jagrut Upadhyay 01/05/2022
71  30.5 24.3 36.5
Raw 50
711 Abundance
2.1 6.428
0 WHHJM‘mw‘11"_;Mmﬁz‘pw_!‘l“”H‘ 500000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 738 (6.428 min): BF126476.D\data.ms (-68 900000
99.1
400000
Sub 50
711 200000
421
bt 40 il szo L
miz--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.50

Abundance Scan 764 (6.581 min): BF126402.D\data.ms (-75 #8

128.0 2-Chlorophenol
Concen: 51.580 ng
64.0 RT: 6.569 min Scan# 762
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
39.0 ‘ 92.0 Acq: 4 Jan 2022 19:34
0L ‘\”‘ N ‘\\ “ ‘\m‘ e !‘ : \’\H:‘lqg‘-g‘ — ‘\‘ -
m/z—> 40 80 100 120 Tgt Ion:128 Resp: 484629
Abundance  Scan 762 (6.569 min): BF126476.D\data.ms Ion Ratio Lower Upper
128.0 128 100
130 33.0 12.7 52.7
64 50.2 35.6 75.6
Raw 50 64.0
Abundance
39.0 ‘ 92.0 o0
o) ‘\\“ il ‘M “‘ E?-‘g‘ : !‘ : \’\H‘ — \“ - 400000
m/z--> 80 100 120
Abundance Scan 762 (6.569 min): BF126476.D\data.ms (-71 300000
128.0
200000
Sub 50 64.0
100000
39.0 ‘ 92.0
0‘H\\““‘\‘\“M“"WY-‘Q““‘\’\HHH“\““ LA B e
miz--> 40 0 80 100 120 Time--> 6.55 6.60

BF126476.D 8270-BF122921.M

Wed Jan 05 14:26:06 2022
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Abundance Scan 724 (6.345 min): BF126402.D\data.ms (-71 #9

71.0 10p.0 Benzaldehyde
Concen: 42.213 ng
RT: 6.334 min Scan# 7lgSidtigl=lgies
Ref 50 51.0 Delta R.T. ©.000 min .
Lab File: BF126476.D [SUEERISEIIAEI
Acq: 4 Jan 2022 19:34 SERSCEERINE
39.0
0 \‘\H‘H‘\H\"!‘\H?%\.O\\‘\‘1”\\‘\\\\‘-\\\\‘\\ ‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion:'77 Resp: 31888 RVERIEINIIElolElilo]gk
Abundance  Scan 722 (6.334 min): BF126476 D\datams 10N Ratio Lower Upper BRAGINON=0)
71.0 105.0 77 160 Reviewed By :Christian Giraldo  01/05/2022
165 98.8 74.9 114.98 supervised By :Jagrut Upadhyay — 01/05/2022
106 96.7 72.4 112.4
Raw gg 51.0
Abundance
6.334
39.0 ‘ 63.0 ‘
0 ul . “ 0 Ju - |
\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\ 300000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 722 (6.334 min): BF126476.D\data.ms (-67
71.0 105.0 200000
Sub
50 510 100000
39.0 ‘ 630 |
Y S | Y | - 1 | N s
miz--> 30 40 50 60 70 80 90 100 110 Time-> 6.30 6.35 6.40

Abundance Scan 740 (6.439 min): BF126402.D\data.ms (-73 #10

94.0 Phenol
Concen: 43.787 ng
RT: 6.440 min Scan#t 740
Ref 50 Delta R.T. ©0.006 min
290 66.0 Lab File: BF126476.D
55.0 Acq: 4 Jan 2022 19:34
O+ T \‘\‘ l iy }‘\‘\‘\ T “H\ T "\17\7\.(‘)\ T = ‘\ H‘ T
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 94 Resp: 596292
Abundance  Scan 740 (6.440 min): BF126476.D\data.ms Ion Ratio Lower Upper
94.0 94 100
65 27.5 7.2 47.2
66 38.8 14.5 54.5
Raw 50
66.0 Abundance
39.0 6.440
55.0
O+ T \‘\‘ l‘\ —h }‘i‘\‘\ T T \17\7\0‘\ T T ‘\ \“ T 600000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 740 (6.440 min): BF126476.D\data.ms (-68
94.0 400000
Sub
50 66.0 200000
39.0
| 55.0 ‘
G \‘H\‘\‘“H\‘\“1‘\‘\\“}‘1\‘\’\M\‘HH‘\ ‘\\“\\\\‘ [TT T T[T T T T TTTT[TTTT]
m/z-—-> 30 40 50 60 70 80 90 100 Time-->  6.35 6.40 6.45 6.50

BF126476.D 8270-BF122921.M Wed Jan 05 14:26:07 2022
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Abundance Scan 756 (6.534 min): BF126402.D\data.ms (-75 #11

63.0 93.0 bis(2-Chloroethyl)ether
Concen: 48.874 ng
RT: 6.522 min Scan# 7{gSidtipgl=lpies
Ref 50 Delta R.T. ©.000 min \A_
Lab File: BF126476.D [(lElSElellEIl0f
Acq: 4 Jan 2022 19:34 EERHEESNE
0 43\"0\‘ Uy . 142.0
Miz-> 4‘0 Gb 8‘0 160 150 1)10 Tgt Ion: 93 Resp: 50819 Manual Integrations
Abundance  Scan 754 (6.522 min): BF126476 D\datams 10N Ratio Lower Upper BRAGLON=0)
93.0 93 160 Reviewed By :Christian Giraldo  01/05/2022
63.0 63 76.0 60.5 100.58 supervised By :Jagrut Upadhyay —01/05/2022
95 31.5 12.9 52.9
Raw 50
Abundance
6.522
| a0 ‘ | oo 500000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 400000
Abundance Scan 754 (6.522 min): BF126476.D\data.ms (-70
93.0 300000
63.0
Sub 200000
50
100000\\
ol 230 ‘ 142.0 0
| N wLL S T
m/z--> 40 60 80 100 120 140  Time-> 650  6.55

Abundance Scan 791 (6.739 min): BF126402.D\data.ms (-78 #12

146.0 1,3-Dichlorobenzene
Concen: 48.764 ng

RT: 6.728 min Scan# 789
Ref 50 111.0 Delta R.T. ©.000 min

50.0 780 Lab File: BF126476.D
’ Acq: 4 Jan 2022 19:34
oL T \“\ ‘\ “ T \“1 T U”\ T \“}‘ LI L ‘\“\ ™
m/z--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 457853

Abundance  Scan 789 (6.728 min): BF126476.D\datams 10N Ratio Lower Upper
146.0 146 100

148 65.3 50.9 76.3
75 32.5 28.4 42.6

Raw 50 111.0
75.0 Abundance
50.0 500000 6.728
0 \\\‘\\“\‘\‘\\\“}‘U\g:\)’\o‘\\‘}‘\‘\\\\‘\w\\‘ 400000
m/z--> 80 100 120 140
Abundance
u Scan 789 (6 728 min): BF126476. D\dateiinos (-73 300000
200000
Sub 111.0
75.0 100000
50.0
om"J‘H‘m‘“‘:mwmmmw‘u‘w e
m/z--> 40 60 80 100 120 140 Time--> 6.70 6.75
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Abundance Scan 804 (6.816 min): BF126402.D\data.ms (-79 #13

146.0 1,4-Dichlorobenzene
Concen: 49.273 ng
RT: 6.804 min Scan# S{{EidllEies
Ref 50 750 111.0 Delta R.T. ©0.000 min Ay
50.0 ‘ Lab File: BF126476.D [(lElSElellEIl0f
: Acq: 4 Jan 2022 19:34 EERHEESNE
0 T \ ‘ T \“\ ‘\ “\ T \“\ ‘ “ \9\4-\0‘ T \”‘\ ‘ L ‘ \‘\‘\ T ‘
miz--> 40 60 80 100 120 140 Tgt IOI’]Z:!.46 RESpZ 46178 WY ERIEL Integrations
Abundance  Scan 802 (6.804 min): BF126476.D\datams 10" Ratio Lower Upper BRVEON=0)
146.0 146 100 Reviewed By :Christian Giraldo  01/05/2022
148 64.0 49.8 74.6 supervised By :Jagrut Upadhyay — 01/05/2022
111 43.8 36.1 54.1
Raw 5o 111.0
75.0 Abundance
500000 6.804
G\\\‘\\‘\‘\“\\\“ }\\\‘\\\\‘\\\\‘\‘\“\\‘
miz--> 40 60 100 120 140 400000
Abundance Scan 802 (6.804 mln). BF126476.D\data.ms (-75
146.0 300000
Sub 200000
50 111.0
75.0 100000
50.0
oL~ “‘WMu‘u‘ ”:‘w“““wd““““hﬂ“‘ o
m/z-> 80 100 120 140 Time-> 675 6.80 6.85

Abundance Scan 830 (6.969 min): BF126402.D\data.ms (-82 #14

146.0 1,2-Dichlorobenzene
Concen: 49.734 ng

111.0 RT: 6.957 min Scan# 828
Ref 50 Delta R.T. ©.000 min

Lab File: BF126476.D
Acq: 4 Jan 2022 19:34

50.0
G T \ ‘ T \“\ ‘\ ‘ T \“\ ‘ \‘\ T .\g‘ T \‘}‘ T ‘ T ‘ T ‘\“\ T ‘
m/z--> 40 60 80 100 120 140 Tgt Ion:146 Resp: 454150

Abundance  Scan 828 (6.957 min): BF126476.D\datams 10N Ratio Lower Upper
146.0 146 100

148 65.0 51.6 77.4
111 45.9 40.2 60.2

Raw gg 111.0
75.0 Abundance
50.0 6057
400000
0\\\‘\\“‘\‘\‘\\\“}‘“‘\9\3.\9‘\\”‘\‘\\\\‘\‘\“\\‘
miz--> 40 60 80 100 120 140
Abundance Scan 828 (6.957 min): BF126476.D\data.ms (-77 500000
146.0
200000
sub o 111.0
75.0 100000
50.0
0”“”“&‘_”“ T I0 I— oL
miz--> 60 80 100 120 140 Time--> 690 6.95 7.00
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Abundance Scan 825 (6.939 min): BF126402.D\data.ms (-81 #15

79.0
108.0 Benzyl Alcohol
Concen: 49.053 ng
RT: 6.928 min Scan# 8lgiidtipl=lgies
Ref 50 Delta R.T. ©.000 min |
51.0 Lab File: BF126476.D |(GUCINEEIIEIR
| 15?.0 Acq: 4 Jan 2022 19:34 SESECESIE]

0! b “w T \“1 T ‘\H\ T \‘ T ‘\‘ T 1 T .
miz--> 20 go 80 160 1%0 140 1%0 Tgt Ion:‘79 RESpZ 41880 hﬂanualnuegranons
Abundance  Scan 823 (6.928 min): BF126476 D\datams 10N Ratio Lower Upper BRAGLON=0)

790 1081 79 160 Reviewed By :Christian Giraldo  01/05/2022
1e8 83.7 63.2 94.8 Supervised By :Jagrut Upadhyay 01/05/2022
77 61.9 49.4 74.2
Raw 50
510 Abundance
400000
‘ 6.928

0! \“w\\“i“‘\\uw\‘\‘\‘\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 300000
Abundance Scan 823 (6.928 min): BF126476.D\data.ms (-77

790 1081
200000
Sub
50 100000
51.0

Ow 0 — T

m/z--> 40 60 80 100 120 140 160 Time-> 6.90  7.00

Abundance Scan 848 (7.075 min): BF126402.D\data.ms (-84 #16

45.0 2,2"'-oxybis(1-Chloropropane)
Concen: 48.271 ng
RT: 7.063 min Scan# 846
Ref 50 Delta R.T. ©0.000 min
Lab File: BF126476.D
770 121.0 Acq: 4 Jan 2022 19:34
G\\\“M\‘\‘\\‘\\\\M“\\\.\O’\H\“\\\\‘\\\\"\
miz--> 40 60 80 100 120 140 160 18t Ion: 45 Resp: 788298
Abundance  Scan 846 (7.063 min): BF126476.D\data.ms Ion Ratio Lower Upper
458.0 45 100
77 12.7 0.0 32.4
79 9.6 0.0 29.8
Raw 50
Abundance
7.063
77.0 121.0
0 \\\“M\‘\“\\‘\\\\““\\9\4.\0’\H\“‘\\\\‘\:\LS\A\L‘Q\
m/z--> 40 60 80 100 120 140 160
. 400000
Abundance Scan 846 (7.063 min): BF126476.D\data.ms (-79
48.0
Sub 200000
50
77.0 121.0
G\\\““\‘\“\\‘\\\\““\\9\4.\0’\\\\“\\\\‘\454\“‘9\ G\\\‘\\\\‘\\\\‘\\\\‘\
m/z-—-> 40 60 80 100 120 140 160 Time--> 7.00 7.05 7.10
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Abundance Scan 844 (7.051 min): BF126402.D\data.ms (-83 #17

108.0 2-Methylphenol
Concen: 47.705 ng
RT: 7.045 min Scan# 8{lgiiidtipl=lgies
Ref 50 77.0 Delta R.T. ©0.000 min \A_
90.0 Lab File: BF126476.D [(lElSElellEIl0f
51.0 ‘ Acq: 4 Jan 2022 19:34 EESSCESNE
0\’\\\}’\\\\H‘\M\\‘Gﬂ\(\)‘\\\1“\\\\“‘\\\\‘\\\“\\\\‘\\\\‘\ .
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt IOI’]Z:!.@7 Resp: 39427 WY ERIEL Integratlons
Abundance ~ Scan 843 (7.045 min): BF126476.D\datams 10N Ratio Lower Upper BRVEON=0)
108.1 167 100 Reviewed By :Christian Giraldo  01/05/2022
le8 117.0 93.4 140.0 Supervised By :Jagrut Upadhyay 01/05/2022
77 45.0 36.1 54.1
Raw 5 79 43.0 34.9 52.3
7.0 Abundance
51.0 90.0 400000 7045
G \’\\3\8\’9\\‘\\}“\‘}‘\\‘6\?\’\0\‘\\\1l\\\\‘!‘\\\\‘\\\ “\\]\.\2“1\-.\0\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 300000
Abundance Scan 843 (7.045 min): BF126476.D\data.ms (-79
108.1
200000
Sub
%0 77.0 100000
90.0
51.0 ‘
by 2200 eS80 e b 2220 e
miz--> 30 40 50 60 70 80 90 100110120  Time-> 7.00 7.05

Abundance Scan 888 (7.310 min): BF126402.D\data.ms (-88 #18

116.9 Hexachloroethane
200.8  Concen: 50.121 ng
RT: 7.298 min Scan# 886
Ref 50 165.9 Delta R.T. ©.000 min
47.0 93.9 Lab File: BF126476.D
‘ ‘ Acq: 4 Jan 2022 19:34
I T
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:117 Resp: 187151
Abundance  Scan 886 (7.298 min): BF126476.D\data.ms Ion Ratio Lower Upper
116.9 117 100
2008 119 94.6 75.4 113.0
201  77.9 56.8 85.2
Raw 50 165.9
93.9 Abundance
470 200000 7 998
0’
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 886 (7.298 min): BF126476.D\data.ms (-83
1159 200.8 100000
Sub
50 165.9 50000
93.9
47.0 ‘ ‘
0”w‘”‘\””\‘”“r””\“H‘“\”w“‘“w”w“m R
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.25 7.30
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Abundance Scan 872 (7.216 min): BF126402.D\data.ms (-86 #19

43.1 70.1 n-Nitroso-di-n-propylamine
105.0 Concen: 45.072 ng
RT: 7.204 min Scan# 8lgSiidtipl=lpies
Ref 50 Delta R.T. ©0.000 min VA
Lab File: BF126476.D [SUEERISEIIAEI
130.1 Acq: 4 Jan 2022 19:34 EESECESUNIE
0\\\“\\““\"\\}‘\h‘\\\\‘\‘H\‘\1\\‘\\‘\\\\‘\\\\‘]\-\9?’\9\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 70 Resp: 31385 \ERIEL Integratlons
Abundance  Scan 870 (7.204 min): BF126476 D\datams 10N Ratio Lower Upper BRGINON=0)
431 770 107.1 70 160 Reviewed By :Christian Giraldo  01/05/2022
42 59.7 45.8 68.8F supervised By :Jagrut Upadhyay — 01/05/2022
101 8.8 6.9 10.3
Raw 50 130 19.0 14.4 21.6
Abundance
‘ 130.1 250000 7.204
0 \“ \\‘\M M\ L1 ‘ ‘ ‘ 193.0
\\\‘\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 870 (7.204 min): BF126476.D\data.ms (-81
! - 150000
43.0 77.0 1Q7.1
100000
Sub
50
50000
‘ ‘ 130.1
0ty “,‘L‘:M‘}H“‘w“ “‘1”“‘_‘”_”“‘19?9”‘ e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 715 7.20 7.25

Abundance Scan 870 (7 204 min): BF126402.D\data.ms (-86 #20

0 1071 3+4-Methylphenols
Concen: 43.893 ng
RT: 7.198 min Scan# 869
Ref 50 51.0 Delta R.T. ©0.000 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
‘H ‘H N ‘m“\ ‘ F30'1 .
Ottt b b e
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:187 Resp: 431890
Abundance  Scan 869 (7.198 min): BF126476.D\data.ms Ion Ratio Lower Upper
77.0 105.0 le7 100
108 93.6 72.4 112.4
77 122.6 83.8 123.8
Raw g 431 79  28.3 8.5 48.5
Abundance
oL ‘\“Fﬁc‘)‘]‘.‘H“HH‘]‘-‘Q?“‘O‘H‘ 400000 71198
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 869 (7.198 min): BF126476.D\data.ms (-81 300000
77.0 105.0
200000
sub 1 430
100000
H‘ \‘ 301 93.0 —
0Hw‘H‘”“\“‘““‘“}H“Hw “www”w”w”w”” e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 720  7.30
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Abundance Scan 1019 (8.080 min): BF126402.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.069 min Scan# 1{gfSidtipl=lpies
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF126476.D [(lElSElellEIl0f
540 108.1 Acq: 4 Jan 2022 19:34 EESECERUNE
0\\\‘\\1‘\‘\‘1\“iw\\\‘\1\\‘\\}H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\.\ .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt IOI’]Z:!.36 Resp: 56594 Manual Integrations
Abundance Scan 1017 (8.069 min): BF126476.D\datams 10" Ratio Lower Upper BVEOMN=0)
13p.1 136 100 Reviewed By :Christian Giraldo  01/05/2022
137 1e.7 8.6 13.0f/ supervised By :Jagrut Upadhyay —01/05/2022
54 8.9 7.8 11.
Raw 5 68 6.8 6.3 9.5
Abundance
8.069
G\\\‘\S\ﬂ.\‘o\w\s}‘%\\].\\]-‘0\18\\]-‘\1\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 500000
m/z--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1017 (8.069 min): BF126476.D\data.ms (-9
1361 300000
Sub 200000
50
100000
miz--> MWWMMMMMMMﬂW>MM%M

Abundance Scan 871 (7 210 min): BF126402.D\data.ms (-86 #22

.0 105.0 Acetophenone
Concen: 47.472 ng
RT: 7.198 min Scan# 869
Ref 50 431 Delta R.T. ©.000 min
Lab File: BF126476.D
‘H e PS\O . Acq: 4 Jan 2022 19:34
O b et T e
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 621169
Abundance  Scan 869 (7.198 min): BF126476.D\data.ms Ion Ratio Lower Upper
71.0 105.0 le5 1ee0
71 6.6 5.4 8.0
51 38.4 27.4 41.0
Raw g5g| 43.1 120 21.6 17.0 25.6
Abundance
7(198
oL \H‘\u‘“‘\‘“‘\‘\‘\“}“}u“u‘\ ‘\“Fﬁc‘)‘]‘.‘H“HH‘]‘-‘Q?“‘O‘H‘ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 869 (7.198 min): BF126476.D\data.ms (-81 300000
77.0 105.0
200000
sub 1 430
100000
H‘ \‘ 30 ' 93.0
0”‘\‘”‘““\“““““}”“‘w “w”w”w”‘w”w”” B NRERRS
miz--> 40 60 80 100 120 140 160 180 200  Time--> 715 7.20 7.25
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Abundance Scan 897 (7.363 min): BF126402.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 78.142 ng
54.0 RT: 7.351 min Scan# 8{gSiidiipl=lgies
Ref 50 128.1 Delta R.T. ©0.000 min \
Lab File: BF126476.D [(lElSElellEIl0f
98.0 Acq: 4 Jan 2022 19:34 EEEECEEIINE
o400 || eso | | 1120 |
Miz-> jo go go 160 1éo Tgt Ion: 82 Resp: 861288MVENIENIGIE[EHNE
Abundance  Scan 895 (7.351 min): BF126476.D\datams 10" Ratio Lower Upper BRNEOMN=0)
84.1 82 100 Reviewed By :Christian Giraldo  01/05/2022
128 44.2 32.7 49.1F supervised By :Jagrut Upadhyay — 01/05/2022
54 50.1 41.7 62.5
Raw 5 54.0 128.1
Abundance
98.0 7.351
o400 || eso, | | m21 | 600000
LI ‘ L ‘ L ‘ T T T ‘ T T ‘ L
m/z--> 40 60 80 100 120
Abundance Scan 895 (7.351 min): BF126476.D\data.ms (-84
{ e ( 400000
Sub g 54.0 128.1 200000
98.0
oL 40 || 680 | | 1121 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\’\\\\‘\\\\
miz--> 40 60 80 100 120 Time--> 7.30 7.35 7.40
Abundance Scan 900 (7.381 min): BF126402.D\data.ms (-89 #24
71.0 Nitrobenzene
Concen: 46.014 ng
51.0 RT: 7.369 min Scan# 898
Ref 50 ' 123.0 Delta R.T. ©0.000 min
Lab File: BF126476.D
93.0 Acq: 4 Jan 2022 19:34
0 3?\'0 ‘ , . ‘ Jul] ‘ 107.0 ,
\‘HH‘H\\‘\H\‘\H\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\‘\H . .
miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 77 Resp: 567521
Abundance  Scan 898 (7.369 min): BF126476.D\data.ms Ion Ratio Lower Upper
77.0 77 100
123 46.6 34.6 52.0
510 65 12.9 10.6 15.8
Raw 50 ’ 123.0
Abundance
93.0 7.369
: 500000
0 3?\'\0 “ , . ‘ mil ‘ 107.0 ,
\‘HH‘H\\‘\H\‘\H\‘\H\‘\\H‘HH‘H\\‘\H\‘\H\‘\H
m/z--> 30 40 50 60 70 80 90 100110120130 400000
Abundance Scan 898 (7.369 min): BF126476.D\data.ms (-84
71.0 300000
51.0 200000
Sub 123.0
100000
‘ 93.0
0 "?Z(‘OH‘“1HWu‘u_1‘11_m_“H“m"‘m_mw T
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.30 7.40

BF126476.D 8270-BF122921.M Wed Jan 05 14:26:10 2022
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Abundance Scan 941 (7.622 min): BF126402.D\data.ms (-93 #25

82.0 Isophorone

Concen: 47.924 ng
RT: 7.610 min Scan# 9lgfSiidtipl=lgies

Ref 50 Delta R.T. 0.000 min L
Lab File: BF126476.D [(lElSElellEIl0f
39.0 54.0 1381  Acq: 4 Jan 2022 19:34 EEREEERIONS
0\\\“‘\\\“‘\ [ ‘\HH‘:‘U‘-Q'Q“H““H

m/z--> 60 80 100 120 140 Tgt Ion: 82 RESpZ 94560 WY ERIEL Integrations
Abundance Scan 939 (7.610 min): BF126476.D\datams 10N Ratio Lower Upper BRAGLMN=0)
82.0 82 1600 Reviewed By :Christian Giraldo  01/05/2022

95 6.1 5.0 7. Supervised By :Jagrut Upadhyay — 01/05/2022
138 16.7 12.3 18.
Raw 50
Abundance
39.0 54.0 138.1 7.410
‘\ i | | | 110.0 ‘
G T T ‘ T \ T ‘ T T \ ‘ LI ‘ T T T ‘ LI ‘ L 600000
miz--> 60 80 100 120 140
Abundance Scan 939 (7.610 min): BF126476.D\data.ms (-88
82.0 400000
Sub
50 200000
39.0 54.0 138.1
miz--> 60 80 100 120 140 Time--> 7.55 7.60 7.65

Abundance Scan 954 (7.698 min): BF126402.D\data.ms (-94 #26

139.0  2-Nitrophenol

Concen: 51.946 ng

RT: 7.687 min Scan# 952

Ref 50| 39.0 62.0 Delta R.T. ©0.000 min
8L.0 090 Lab File: BF126476.D
‘ Acq: 4 Jan 2022 19:34
euwm u SRRR
m/z--> 100 120 140 Tgt Ion:139 Resp: 253991

Abundance Scan952 (7.687 mm). BF126476.D\datams 1on Ratio Lower Upper
139.0 139 100

109 23.8 20.0 30.0
65 47.1 406.8 61.2

Raw 50 65.0
39.0 81.0 Abundance
‘ ‘ 109.0 250000 7.687
130
0 T \ T \ \ T \ \ ‘ T \‘\ ‘ \‘\ T T ‘2\ T T T “ T T 200000
miz-> 100 120 140
Abundance Scan 952 (7.687 m|n). BF126476.D\data.ms (-90
130.0 150000
sub 100000
u
65.0
>0 39.0 50000
8L.0 1090
‘ ‘ 124.0
G\\\‘\\\\ \\\‘\“\\\\‘\‘\‘\\‘2‘\\\\“\\ \\\\’\\\\‘\\\\\
m/z-> 100 120 140  Time-> 7.65 7.70
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Abundance Scan 960 (7.733 min): BF126402.D\data.ms (-95 #27

107.0 2,4-Dimethylphenol
Concen: 55.004 ng
RT: 7.728 min Scan# 9{EidllElies
Ref 50 Delta R.T. ©0.000 min \A_
7.0 Lab File: BF126476.D (GUCHSCUIEIE
51.0 Acq: 4 Jan 2022 19:34 EERHEESNE
0\\\"‘\\““‘H\‘\\\“‘\\‘“\‘\1\\1‘\-\1-\\‘\\\\‘
miz--> 60 100 120 140 Tgt Ion:122 RESpZ 42052 WY ERIEL Integrations
Abundance Scan 959 (7. 728 mm) BF126476.D\datams 10N Ratio Lower Upper BRCUdi{oNiz)
107.0 122 1ee Reviewed By :Christian Giraldo  01/05/2022
le7 112.7 91.2 136.8 Supervised By :Jagrut Upadhyay 01/05/2022
121 57.0 44.4 66.6
Raw 50
770 Abundance
‘ 7.128
G T \"‘\ \‘m ‘\ ‘9\ T \“‘ T \‘“\ “\“1 T \1‘ )\4..\1-\ T ‘ \1\5\2.\0‘ 400000
miz--> 60 100 120 140
Abundance Scan 959 (7.728 mm). BF126476.D\data.ms (-90 300000
107.0
200000
Sub
50
77.0 100000
39.0
o 8% w\ 4l 120 1520 e
m/z--> 40 60 100 120 140 Time--> 7.70 7.75

Abundance Scan 977 (7.833 mln) BF126402.D\data.ms (-97 #28

3.0 bis(2-Chloroethoxy)methane
63.0 Concen: 47.455 ng
RT: 7.822 min Scan# 975
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
123.0 Acq: 4 Jan 2022 19:34
0 44‘(\)\ ‘ W \ I, 171.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 100 120 140 160 Tgt Ion: ] 93 Resp: 611675
Abundance  Scan 975 (7.822 min): BF126476.D\datams 100 Ratio Lower Upper
93.0 93 100
95 33.8 25.4 38.2
63.0 123 11.4 8.9 13.3
Raw 50
Abundance
123.0 2
ol 249 ‘ ) 1419 1710 500000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 100 120 140 160 400000
Abundance Scan 975 (7.822 min): BF126476.D\data.ms (-92
93.0 300000
63.0
Sub 200000
50
100000
123.0
ol 249 ‘ 0L 1419 1710
L i L e AL
m/z--> 40 60 80 100 120 140 160 Time--> 7.75 780 7.85

BF126476.D 8270-BF122921.M
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Abundance Scan 995 (7.939 min): BF126402.D\data.ms (-98 #29

162.0  2,4-Dichlorophenol
63.0 Concen: 51.059 ng
' RT: 7.928 min Scan# 9{giSiidtipl=lgies
Ref 50 98.0 Delta R.T. ©0.000 min !
Lab File: BF126476.D [SUEERISEIIAEI
70 ‘ 126.0 Acq: 4 Jan 2022 19:34 SEEEEERIVE
0! L T }H\ gty \“} e ‘\“\ T .
m/z--> 40 60 8‘0 100 150 1)10 1éo Tgt Ion:162 Resp: 35644FRVERNEIRGICHIETOIFE
Abundance  Scan 993 (7.928 min): BF126476 D\datams 10N Ratio Lower Upper BRGNON=0)
16p.0 162 100 Reviewed By :Christian Giraldo  01/05/2022
164 62.7 43.8 83. Supervised By :Jagrut Upadhyay — 01/05/2022
63.0 98 43.4 23.6 63.
Raw 50 98.0
Abundance
126.0 [ G
37.0 ’
0! T \“H\ ‘”‘\ e T \‘} Ly T “\“\ T 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 993 (7.928 min): BF126476.D\data.ms (-94
162.0 200000
63.0
Sub
50 98.0 100000
37.0 ‘ 1250
0! \}H\“\\‘\\‘\‘\‘\\‘\‘\\“\‘\\\\“\“\\\ OV\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160  Time-> 7.90  8.00

Abundance Scan 1009 (8.022 min): BF126402.D\data.ms (-1 #30

1799  1,2,4-Trichlorobenzene
Concen: 49.683 ng

RT: 8.010 min Scan# 1007

Ref 50 Delta R.T. 0.000 min
740 1000 1450 Lab File: BF126476.D
50.0 ‘ Acq: 4 Jan 2022 19:34
[o) i“‘ ‘\““u‘ i“‘ , M ‘ !M“Hi T N‘i aman }\L\‘ T N‘L—v—v
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:180 Resp: 361477

Abundance Scan 1007 (8.010 min): BF126476. D\datams 10N Ratio Lower Upper
179.9 180 100

182 96.8 75.5 113.3
145 31.9 26.2 39.2

Raw 50
740 1090 1450 Abundance
8.010
50.0 ‘h ‘ ‘ 300000
0\\i“‘\‘\“\”\i“\\1\‘1”\”\\‘\N‘H‘HH‘M‘H’HH
m/z--> 40 60 80 100 120 140 160 180
Abundance in): -
Scan 1007 (8.010 min): BF126476.D\dat1a7.m;( 9 200000
Sub 100000
740 1090 1450
00 oL
G\\1“‘\‘\“\”\‘“\\H\‘!“\‘\\‘H“H‘HH‘M‘H’HH 0 [T T T T T T T T T
miz--> 40 60 80 100 120 140 160 180  Time-> 7.95 8.00 8.05
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Abundance Scan 1023 (8.104 min): BF126402.D\data.ms (-1 #31

128.1  Naphthalene
Concen: 49.364 ng
RT: 8.092 min Scan# 1{gSidtipl=lpies
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126476.D [(lElSElellEIl0f
. . SB-1-(9.5-10)MS
510 150 1020 Acq: 4 Jan 2022 19:34
oL \3\7“9\ \“\ T "H\ T \H}.M’ T "‘\ T \‘H\ ™
Miz-> 40 60 80 100 120 Tgt Ion:128 Resp: 131863 Manual Integrations
Abundance Scan 1021 (8.092 min): BF126476.D\datams 10" Ratio Lower Upper BRtE i OMN=0)
1281 128 100 Reviewed By :Christian Giraldo  01/05/2022
129 11.1 8.6 13.0f/ supervised By :Jagrut Upadhyay —01/05/2022
127 12.7 10.3 15.
Raw 50
Abundance
8.092
51.0 102.0
0L 37.0 " "0 880 ] Il
LI ’ T T ’ L ’ T T T ’ L ’ T L ‘ 1000000
m/z--> 40 60 80 100 120
Abundance Scan 1021 (8.092 min): BF126476.D\data.ms (-9
128.1
500000
Sub
50
51.0 102.0
N N N NN
miz--> 40 60 80 100 120 Time--> 8.05 8.10

Abundance Scan 981 (7.857 min): BF126402.D\data.ms (-97 #32

770 105.0 ;559  Benzoic acid
’ Concen: 59.883 ng
RT: 7.869 min Scan# 983
Ref 50 51.0 Delta R.T. 0.024 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
380 ‘ 64,0
0 \‘H\‘“‘H‘\\“1‘\H‘H"‘H“‘MH‘HH‘\}H‘HE\‘HH‘\‘H\‘\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion:122 Resp: 343529
Abundance  Scan 983 (7.869 min): BF126476.D\data.ms Ion Ratio Lower Upper
1050 15959 122 100
77.0 ' 105 120.4 10l1.0 141.0
' 77 84.1 74.5 114.5
Raw 50
51.0 Abundance
400000
0 \‘\:\3\‘8\”.‘]\-\‘\\‘11‘\\\‘6?’\‘-19\“‘1‘”‘\\\\‘\1H‘Hl\‘uu‘\‘H\‘\
m/z--> 30 40 50 60 70 80 90 100 110120 130 300000
Abundance Scan 983 (7.869 min): BF126476.D\data.ms (-92
105.0
1220 200000
77.0
Sub 50 7.869
51.0 100000 /
0 "f’ﬁﬂlm“11“”_“-9“1‘11_”‘;H_‘lww_m_ e
m/z-—-> 30 40 50 60 70 80 90 100 110 120 130 Time--> 7.707.807.90 8.00
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Abundance Scan 1031 (8.151 min): BF126402.D\data.ms (-1 #33

127.0 4-Chloroaniline

Concen: 9.597 ng

RT: 8.134 min Scan# 1{gSidtipl=lpies

Ref 50 Delta R.T. -0.006 min
65.0 Lab File: BF126476.D ([GUCWEETIETE
20.0 QTO Acq: 4 Jan 2022 19:34 SEeREESONE
0l ‘w\‘\ AT ‘MH\‘ L, — ‘\“\ : ‘lwl‘o‘B‘o‘ ‘ “1“ — y
m/z--> 40 60 80 100 120 140 Tgt Ion:127 Resp: 10740 Manual Integratlons
Abundance Scan 1028 (8.134 min): BF126476.D\datams 10N Ratio Lower Upper BRNEOMN=0)
12f.0 127 100 Reviewed By :Christian Giraldo  01/05/2022
129 31.8 26.5 39.78 supervised By :Jagrut Upadhyay — 01/05/2022
65 30.2 26.6 39.8
Raw sgg 92 19.4 16.1 24.1
65.0 Abundance
300 ‘ 970 150000
0l ‘”‘i‘ ““m} : ‘MM‘\‘ u, - “““‘l“‘ — “1““ -
miz--> 40 80 100 120 140
Abundance Scan 1028 (8.134 min): BF126476.D\data.ms (-9 100000
127.0
134
sub 50000
65.0
92.0
45.5 ‘ ‘
O vy \“H“* e “l“* BB T T T T T T
miz--> 40 80 100 120 140 Time-> 8.10 8.20 8.30
Abundance Scan 1044 (8.228 min): BF126402.D\data.ms (-1 #34
224.9 Hexachlorobutadiene
Concen: 50.013 ng
RT: 8.210 min Scan# 1041
Ref 50 117.9 189.9 259.8 Delta R.T. ©0.000 min
Lab File: BF126476.D
470 830 ‘ ﬂ549 ‘ Acq: 4 Jan 2022 19:34
0 ‘H“ ‘M‘ " “\ ‘m‘h\‘ “‘ iy ‘\’H\‘ — “‘\’ , ‘m“w — M‘
m/z--> 50 100 150 200 250 Tgt IOI’IZ?ZS Resp: 176859
Abundance Scan 1041 (8.210 min): BF126476.D\data.ms Ion Ratio Lower Upper
224.9 225 100
223 62.8 48.6 73.0
227 63.4 51.4 77.0
Raw 50 189.9

259.8 Abundance

8.210
ol 150000
miz--> 50 100 150 200 250
Abundance Scan 1041 (8.210 min): BF126476.D\data.ms (-9
224.9 100000
Sub
50000
- ‘ T T T ‘ L ‘ T
m/z--> 50 100 150 200 250  Time-> 8.15 820 825

BF126476.D 8270-BF122921.M
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Abundance Scan 1092 (8.510 min): BF126402.D\data.ms (-1 #35

BF126476.D 8270-BF122921.M

53.0 Caprolactam
Concen: 78.593 ng m
420 1131 RT: 8.516 min Scan# 1{gfidtipl=lgies
Ref 50 ' 88.0 * Delta R.T. 0.012 min IA_
Lab File: BF126476.D |(GUCINEEIIEIR
‘ | 67‘ 0 Acq: 4 Jan 2022 19:34 EESECERUNE
0\‘\\\\‘\1\\‘\\\‘\‘\\\1“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\ .
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:}13 Resp: 13957 Manual Integratlons
Abundance Scan 1093 (8.516 min): BF126476.D\datams 10N Ratio Lower Upper SRALLICNISE
55.0 113 1ee Reviewed By :Christian Giraldo  01/05/2022
55 192.3 183.9 223.9 Supervised By :Jagrut Upadhyay 01/05/2022
56 134.1 129.9 169.9
Raw 5o/ 421 85.0 1131
Abundance
67.0
‘ ‘\ il i, 98.0
G \‘HH‘H\\‘\H\‘HH‘H\\‘\\H‘HH‘HH‘\\H‘H 100000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1093 (8.516 min): BF126476.D\data.ms (-1
55.0 8/516
Sub 1131 50000
u 42.1 :
50 85.0
‘ 67.0
Ol ol A 880 oL
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 850 8.60
Abundance Scan 1113 (8.633 min): BF126402.D\data.ms (-1 #36
107.0 4-Chloro-3-methylphenol
142.0 Concen:  49.051 ng
770 RT: 8.634 min Scan# 1113
Ref 50 ’ Delta R.T. ©.012 min
510 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
0\\\‘\\“H\‘\\\H‘\H‘W\\\‘\‘1\‘\]_‘2\5\-()\\“‘\‘\\\
miz--> 40 60 80 100 120 140 Tgt Ion: :!.07 Resp ;417903
Abundance Scan 1113 (8.634 min): BF126476.D\datams 10N Ratlo Lower Upper
107.0 107 100
142.0 144 24.3 18.5 27.7
142 77.3 58.1 87.1
Raw 50 77.0
Abundance
51.0 8.634
0 L \“‘ T \“\‘\ “\ T \H‘\ ‘ T \ L ‘ \“1 \‘ \J-‘Z\S\.()\ T ‘H\‘\ 1 300000
miz--> 60 80 100 120 140
Abundance Scan 1113 (8.634 min): BF126476.D\data.ms (-1
107.0 200000
142.0
Sub
50 71.0 100000
51.0
okl 1250 oL
m/z--> 40 60 80 100 120 140  Time-> 860  8.70
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Abundance Scan 1140 (8.792 min): BF126402.D\data.ms (-1 #37

142.1 2-Methylnaphthalene
Concen: 53.014 ng
RT: 8.781 min Scan# 1llgfidtipgl=lgiss
Ref 50 115.0 Delta R.T. ©0.000 min VA
: Lab File: BF126476.D [SUEERISEIIAEI
. . SB-1-(9.5-10)MS
63.0 go. Acq: 4 Jan 2022 19:34
0\\7\‘(\)\”\\"“\\H‘\H\‘\\\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ .
m/z—> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:}42 RESpZ 83539 Iwanualnuegranons
Abundance Scan 1138 (8.781 min): BF126476.D\datams 10N Ratio Lower Upper BRGIEON=0)
1421 142 1e0 Reviewed By :Christian Giraldo  01/05/2022
141  86.5 68.6 102.88 supervised By :Jagrut Upadhyay — 01/05/2022
Raw 50
115.0 Abundance
8.781
63.0
G\\\‘\\H\\"“\\“‘\H\ﬁg\\(\)‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘2\\3\3\.‘2 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1138 (8.781 min): BF126476.D\data.ms (-1
142.1 400000
Sub
50 200000
115.0
0870 00 L 28 ot L)
miz--> 40 60 80 100 120 140 160 180 200220  Time--> 8.70 8.75 8.80

Abundance Scan 1157 (8.892 min): BF126402.D\data.ms (-1 #38

142.1 1-Methylnaphthalene
Concen: 50.360 ng
RT: 8.881 min Scan# 1155
Ref 50 115.0 Delta R.T. ©.000 min
’ Lab File: BF126476.D
63.0 Acq: 4 Jan 2022 19:34
G \?‘9\\”\\““\\I‘\H\‘\\H‘\\H‘H\\“‘H\\‘\\\\‘\\\2\(‘)\3\§‘\2\:\3‘\5‘§
miz--> 40 60 80 100 120 140160 180200220240 I8t Ion:142 Resp: 767252
Abundance Scan 1155 (8.881 min): BF126476.D\datams 10N Ratlo Lower Upper
142.1 142 100
141 89.7 72.1 1e8.1
Raw 50
115.0 Abundance
8.481
0880, 00, LIl 1680 2029 2359 0000
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1155 (8.881 min): BF126476.D\data.ms (-1
142.1 400000
Sub 50
1150 200000
0850 10 LIl 1689 2009 2359 ol
miz--> 40 60 80 100120 140 160 180 200220 240 Time..> 8.80 8.85 8.90
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Abundance Scan 1318 (9.839 min): BF126402.D\data.ms (-1 #39

162.1  Acenaphthene-d1e

Concen: 20.000 ng
RT: 9.828 min Scan# 1lgiigilpgl=gles

Ref 50 Delta R.T. ©0.000 min

80.0 Lab File: BF126476.D [(GICHIEEGIelE(6H
Acq: 4 Jan 2022 19:34 EERHEESNE
bt 1981 1L |
m/z--> 4‘0 65 8‘0 160 150 1)10 160 Tgt Ion:164 Resp: 262488V ERIEINIIEIEl[o]gf

Abundance Scan 1316 (9.828 min): BF126476.D\datams 10" Ratio Lower Upper BRNEOMN=0)
1

16 164 100 Reviewed By :Christian Giraldo  01/05/2022
162 102.9 81.4 122.08 supervised By :Jagrut Upadhyay — 01/05/2022
160 44 .3 36.6 54.8

Raw 50
Abundance
80.1 9.828
0 54\'0 [, uu‘ 106.1 13%'1 \‘\ 250000
H“H}\‘MH‘H‘H‘\‘M\‘H\i‘\\\\
miz--> 40 60 80 100 120 140 160 200000
Abundance Scan 1316 (9.828 min): BF126476.D\data.ms (-1
163.1 150000
Sub 100000
50
80.1 50000
54.0 ‘ ‘ 108.0 132.1 ‘
Ot P S e e BB
miz--> 40 60 80 100 120 140 160  Time-> 9.80 9.85

Abundance Scan 1169 (8.963 min): BF126402.D\data.ms (-1 #40

215.9 1,2,4,5-Tetrachlorobenzene
Concen: 49.145 ng

RT: 8.951 min Scan# 1167

Ref 50 Delta R.T. 0.000 min
74.0 108.0 178.9 Lab File: BF126476.D
_ 142.9 Acq: 4 Jan 2022 19:34
ol 271.8
m/z--> 50 100 150 200 250 Tgt Ion:216 Resp: 280311
Abundance Scan 1167 (8.951 min): BF126476.D\datams 10N Ratlo Lower Upper
215.9 216 100

214  79.5 64.6 96.8
179 23.8 19.5 29.3

Raw 50 108 26.4 21.1 31.7
Abundance
74.0 108.0 ,,, 5 178.9 300000 8.951
obid 271.8
miz--> 50 100 150 200 250
Abundance Scan 1167 (8.951 min): BF126476.D\data.ms (-1 200000
215.9
Sub
50 100000
178.9
74.0 108.0 142.9
o 87.0 273.¢
- T T ‘ T T T T ‘ T T T 7T
miz--> 50 100 150 200 250 Time--> 8.90 8.95
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Abundance Scan 1167 (8.951 min): BF126402.D\data.ms (-1 #41

236.8 Hexachlorocyclopentadiene
Concen: 128.331 ng
RT: 8.939 min Scan# 1UgSiAtTIEls
Ref 50 Delta R.T. ©.000 min |
Lab File: BF126476.D |(®lEIEEIsllEIl0f
Acq: 4 Jan 2022 19:34 EEEECEEIINE
0- .
m/z--> 50 100 150 200 250 Tgt Ion:gB7 Resp: 2980148VEGIENIgIETolE=1ilo] gk
Abundance Scan 1165 (8.939 min): BF126476.D\datams ~ 1oN Ratio Lower Upper BEUuCNZE
236.9 237 100 Reviewed By :Christian Giraldo  01/05/2022
235 61.2 38.9  78.98 supervised By :Jagrut Upadhyay — 01/05/2022
272 14.1 0.0 33.5
Raw 50
Abundance
300000 8.939
0,
m/z--> 50 100 150 200 250
Abundance Scan 1165 (8.939 min): BF126476.D\data.ms (-1 200000
Sub 100000
LI ‘ L ’ L
miz--> 50 100 150 200 250 Time--> 890 895

Abundance Scan 1451 (10.621 min): BF126402.D\data.ms (- #42

62.0 329.€ 2,4,6-Tribromophenol
’ Concen: 124.003 ng
RT: 10.616 min Scan# 1450
Ref 50 142.9 Delta R.T. 0.000 min
Lab File: BF126476.D
2219 Acq: 4 Jan 2022 19:34
0 ‘\‘\“H 1“‘;\‘\\ ‘i“‘#‘O‘SWH“ ;h‘ Al e Uhh‘ : le‘ M
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 251520
Abundance Scan 1450 (10.616 min): BF126476.D\datams 190 Ratio Lower Upper
320 330 100
332 96.6 76.0 114.0
62.0 141 34.6 30.1 45.1
Raw 50
141.0 Abundance
2910 250000 10616
0 \“‘\‘W‘ l”M ‘i“‘]\“O‘Z\*%\W‘ 1“‘ \‘“‘M TT “ T U“h\ T “l“‘ T ‘” T
miz--> 50 100 150 200 250 300 200000
Abundance Scan 1450 (10.616 min): BF126476.D\data.ms (-
320.¢ 150000
62.0 100000
Sub
50 141.0
: 50000
221.9 L
obbludozg b b g e
miz--> 50 100 150 200 250 300 Time--> 10.60 10.70
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Abundance Scan 1187 (9.069 min): BF126402.D\data.ms (-1 #43

97.0 193.9  2,4,6-Trichlorophenol

Concen: 51.371 ng

RT: 9.063 min Scan# 1lgSiEgill=gles
Delta R.T. ©0.000 min
Lab File: BF126476.D |(GUCINEEIIEIR
Acq: 4 Jan 2022 19:34 EERHEESNE

Ref 50

0! )
Mz 40 60 80 100 120 140 160 180 200 T8t Ion:196 Resp: 21669 FMNENITEINIgICTo[E=1i0]g

Abundance Scan 1186 (9.063 min): BF126476.D\data.ms 10N Ratio Lower Upper BRAGIHONZD)

19r.9 196 100 Reviewed By :Christian Giraldo  01/05/2022

198 1e1.2 78.5 117.78 supervised By :Jagrut Upadhyay — 01/05/2022
200 32.3 24.9 37.3

Raw 50
Abundance

' 9.063
ok 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1186 (9.063 min): BF126476.D\data.ms (-1 150000
’ 100000
Sub
50000
=y 01 :

miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.00  9.05

Abundance Scan 1194 (9.110 min): BF126402.D\data.ms (-1 #44

1979  2,4,5-Trichlorophenol

97.0 Concen: 49.283 ng

RT: 9.104 min Scan# 1193
Delta R.T. 0.006 min

Lab File: BF126476.D
Acq: 4 Jan 2022 19:34

Ref 50

O,
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:196 Resp: 223765

Abundance Scan 1193 (9.104 min): BF126476 D\datams 10N Ratio Lower Upper
197.9 196 100

198 101.4 82.0 123.0

97.0 97 67.4 53.5 80.3
Raw 50 132 36.0 28.7 43.1
Abundance
. 9.104
ol i 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1193 (9.104 min): BF126476.D\data.ms (-1 150000
197.9
97.0 100000
Sub
50000

miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.05 9.10 9.15
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Abundance Scan 1202 (9.157 min): BF126402.D\data.ms (-1 #45

1721 2-Fluorobiphenyl

Concen: 79.192 ng

RT: 9.151 min Scan# 1lEIANlEiss

Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126476.D [(GICHIEEGIelE(6H
Acq: 4 Jan 2022 19:34 SERSCEESNE
5¥0 Hsﬁo 1200\149& ‘ !

[0 e e B e e e .
m/z--> 4b 66 go 160 150 1Ao 1%0 1éo 260 Tgt Ion:172 Resp: 118123 hAanuaIHuegranons
Abundance Scan 1201 (9.151 min): BF126476.D\datams 10" Ratio Lower Upper BRVGE oM =0)

17p.1 172 100 Reviewed By :Christian Giraldo  01/05/2022
171 34.3 28.3 42. Supervised By :Jagrut Upadhyay 01/05/2022
170 23.3 19.0 28.6
Raw 50
Abundance
9.151
1000000
0 . 51\70 . \\\\85\.0‘ . 129"‘0\14‘\6\.\‘1‘ | ‘ 195.8
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 1201 (9.151 min): BF126476.D\data.ms (-1
172.1 600000
Sub 400000
50
200000
85.0 146.1
51.0 120.0

Ol i | 195.8 O

miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.05 9.10 9.15 9.20

Abundance Scan 1220 (9.263 min): BF126402.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 49.493 ng
RT: 9.251 min Scan# 1218
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
76.0 Acq: 4 Jan 2022 19:34
o 5]‘..0H ‘ 1020‘1%§0 195.9
H\“H‘i\“\H”\‘\\‘H“HH‘\‘\H“H‘\‘HH’HH"H . .
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:154 Resp: 952827
Abundance Scan 1218 (9.251 min): BF126476.D\datams 10N Ratlo Lower Upper
154.1 154 100
153 39.7 19.0 59.0
76 14.0 0.0 34.5
Raw 50
Abundance
1000000
510 60 1970 M 9.§51
: 102.1 .
0 T \“i T “‘1 T \”‘\“ T “\ Pk T iy T “\ T ‘]‘_?"5’_‘9‘ 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1218 (9.251 min): BF126476.D\data.ms (-1 600000
154.1
400000
Sub
50
200000
76.0
051'0115'°M L) T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.25 9.30
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Abundance Scan 1224 (9.286 min): BF126402.D\data.ms (-1 #47

162.0  2-chloronaphthalene
Concen: 48.142 ng
RT: 9.275 min Scan#t 1Sl
Ref 50 127.0 Delta R.T. ©0.000 min |
Lab File: BF126476.D [SUEERISEIIAEI
. . SB-1-(9.5-10)MS
6%0 ?%O 101.0 ‘ ‘ Acq: 4 Jan 2022 19:34
0\\\-\\”\\”\1\‘\"\”H\H“HH e .
Miz-> 45 go 8b 160 150 140 1é0 Tgt Ion:162 Resp: 70199 Manual Integrations
Abundance Scan 1222 (9.275 min): BF126476.D\datams 10" Ratio Lower Upper BVEOMN=0)
16p.0 162 100 Reviewed By :Christian Giraldo  01/05/2022
127 42.4 33.5 5@.38 supervised By :Jagrut Upadhyay — 01/05/2022
164 32.6 26.2 39.4
Raw 50 127.0
’ Abundance
9.275
63.0
oL \3\9"(\)\”\ T ““\ t \‘ﬁ]“-‘-?\ \1\91‘1\.(\)\ ] \“1 T T “\‘\ T 600000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1222 (9.275 min): BF126476.D\data.ms (-1
162.0 400000
Sub
50 127.0 200000
63.0 g1.0
miz--> 40 60 80 100 120 140 160  Time-> 920 925 9.30

Abundance Scan 1239 (9.375 min): BF126402.D\data.ms (-1 #48

63.0 138.0 2-Nitroaniline
Concen: 43.837 ng
RT: 9.369 min Scan# 1238
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
‘ ‘ 108.0 Acq: 4 Jan 2022 19:34
G:\;Z‘i“o‘ ”‘“ \“H‘ " }“ T ‘\ \h T ‘\ LA L B B B
m/z--> 50 100 150 200 250 T8t Ion: .65 Resp: 258127
Abundance Scan 1238 (9.369 min): BF126476.D\datams 10N Ratlo Lower Upper
65.0 138.0 65 100
92 69.3 54.4 81.6
138 102.9 72.5 108.7
Raw 50
AUSEESSs
‘ 108.0 9.369
0 3\7“”‘0 ”‘“ \“H‘ T ‘””‘! }“ T ‘\ \h T ‘\ T T T T T \2\46‘8
miz--> 50 100 150 200 250
Abundance Scan 1238 (9.369 min): BF126476 D\data.ms (-1~ 200000
65.0 138.0
Sub 100000
50
‘ 108.0 L
03\7‘1"‘()”‘“\”‘\‘”‘! 1“ T ‘\ \“ T ‘\ T [ — \2\46‘8 L B R R B
m/z--> 50 100 150 200 250 Time--> 9.30 9.35 9.40
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Abundance Scan 1294 (9.698 min): BF126402.D\data.ms (-1 #49

152.1  Acenaphthylene

Concen: 49.132 ng

RT: 9.686 min Scan# 1lEHATlEalss

Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126476.D |(®lEIEEIsllEIl0f
76.0 Acq: 4 Jan 2022 19:34 EEEECEEIINE
0 5.0 , | 980 1260
miz--> a ‘4‘0‘ h ‘6‘0‘ h ‘8‘0‘ ‘ “1(')6‘ “12‘6‘ “1)16‘ 160 Tgt Ion:152 Resp: 108658V ERIEINNIE[ETiel kS

Abundance Scan 1292 (9.686 min): BF126476.D\datams 10" Ratio Lower Upper BRVEON=0)

1521 152 100 Reviewed By :Christian Giraldo  01/05/2022

151 20.2 15.7 23. Supervised By :Jagrut Upadhyay 01/05/2022
153 14.8 11.4 17.0

Raw 50
Abundance
76.0 1000000 9.486
0 5Q.0 | M‘ 98.0 12§.0
\\\‘\\‘\\“\\\\‘\”\\\“’\\\\‘\‘\\\‘\\‘
miz--> 40 60 80 100 120 140 160 800000
Abundance Scan 1292 (9.686 min): BF126476.D\data.ms (-1
152.1 600000
Sub 400000
50
200000
76.0
50.0 ‘ 98.0 126.0 0
G‘““‘h“‘\““”“‘u“‘h"““‘\\“““\ ‘\\\\‘\\\\‘\\\\\
m/z--> 40 60 80 100 120 140 160 Time--> 9.60 9.65 9.70

Abundance Scan 1271 (9.563 min): BF126402.D\data.ms (-1 #50

163.0 Dimethylphthalate
Concen: 48.900 ng
RT: 9.557 min Scan# 1270
Ref 50 Delta R.T. ©0.006 min
77.0 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
0 51.0 ‘10ﬁ.0 13%.0 | 194.0
\\\‘\\‘\\‘\H1”‘H\\‘\\Hi\\\\‘\u\‘\u\‘u\‘\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 861296
Abundance Scan 1270 (9.557 min): BF126476. D\datams ~ 100 Ratio Lower Upper
168.1 163 100
194 3.4 2.6 3.8
164 9.9 7.8 11.8
Raw 50
Abundance
77.0 9.657
\\\“\\‘\\ﬂH”\”‘H\\‘\‘\Hi\\\\‘\u\‘\u\‘u\‘\‘\
miz--> 40 60 80 100 120 140 160 180 200  ©00000
Abundance Scan 1270 (9.557 min): BF126476.D\data.ms (-1
163.1 400000
Sub
50 200000
77.0
ol 500 | 1040 1330 1041 0
\\\“\\‘\\‘\\\\“\\\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\‘\‘\ \\\\‘\\\\‘\\\\‘\\\\
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 9.50 9.55 9.60
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Abundance Scan 1281 (9.622 min): BF126402.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
89.0 Concen: 51.952 ng
' RT: 9.616 min Scan# 1lgiEgilpl=gles
Ref 50 63.0 Delta R.T. 0.006 min \A_|
121 0 Lab File: BF126476.D [(GICHIEEGIelE(6H
39.0 ‘ H ‘ Acq: 4 Jan 2022 19:34 EERHEESNE
0\\\‘\\!‘\‘1”\\\“\“\\\"\H‘l\\H’\\\‘\‘\\\\‘\‘\\\‘\\
miz--> 40 80 100 120 140 160 180 Tgt IOHZ%GS Resp: 18384 Manualnuegraﬂons
Abundance Scan 1280 (9.616 min): BF126476 D\datams 10N Ratio Lower Upper BRAGLOMN=0,
165.0 165 160 Reviewed By :Christian Giraldo  01/05/2022
63 52.2 48.4 72.6Q supervised By :Jagrut Upadhyay — 01/05/2022
89.0 89 56.2 50.5 75.
63.0 :
Raw 50
Abundance
39.0 121.0 200000 9.616
0' i\\‘\\"\H“\\\‘H"\\\\‘\!\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1280 (9.616 min): BF126476.D\data.ms (-1
165.0
100000
sub 63.0 890
50000
0! i\”\‘}‘\ ‘H“\‘H‘\\\\‘\!\\‘\‘\\\‘\\ L L B B e B
miz--> 40 60 80 100 120 140 160 180 Time—> 955 9.60 9.65

Abundance Scan 1323 (9.869 min): BF126402.D\data.ms (-1 #52

158.1  Acenaphthene

Concen: 52.982 ng m

RT: 9.863 min Scan# 1322

Ref 50 Delta R.T. ©.000 min
76.1 Lab File: BF126476.D
510 126.0 Acq: 4 Jan 2022 19:34
102.
0 1T ‘ T \“\ T “ T \““ \ \ T \0‘\(\)\ T ’ \h\ T ’ T \\J'LLL—’_V

m/z--> 40 60 80 100 120 140 160 T8t Ion:154 Resp: 768176

Abundance Scan 1322 (9.863 min): BF126476.D\datams 10N Ratio Lower Upper
158.1 154 100

153 109.6 87.8 131.6
152 48.4 39.4 59.2

Raw 50
Abundance
76.0 9,863
51.0 126 0
Ol— \“ i “ T \“\“ T \9\8‘0\ T Pl T \“\ ‘\ T 600000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1322 (9.863 min): BF126476.D\data.ms (-1
158.1 400000
Sub
50 200000
76.0 M
5.0 | 1020 1260 |
G\\\‘\\\\“1\\‘\‘\‘\\\“‘\\\\’\\\\’\\ L L I R I R I
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 9.85 9.90
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Abundance Scan 1309 (9.786 min): BF126402.D\data.ms (-1 #53

65.0 92.0 3-Nitroaniline
138.0 Concen: 20.398 ng
RT: 9.775 min Scan# 1][EANalEaiss
Ref 50 Delta R.T. -0.006 min \A_
39.0 Lab File: BF126476.D [(lElSElellEIl0f
. . SB-1-(9.5-10)MS
m || weoy, Acq: 4 Jan 2022 19:34
0\\\‘”\‘\”\\ e \\“ T T T T .
m/z--> 40 ‘ sb 160 150 140 Tgt Ion:}38 Resp: 9897 MEVEUIERINIE[EUlolIS
Abundance Scan 1307 (9.775 min): BF126476 D\datams ~ 10N Ratio Lower Upper SRAUULGISIE
650 920 138 166 Reviewed By :Christian Giraldo  01/05/2022
1380 18 11.@ 8.6 13.0f supervised By :Jagrut Upadhyay —01/05/2022
92 129.6 105.0 157.6
Raw 50
39.0 Abundance
‘ ‘ 108.0
G\\\“i“\‘\”\\““”\\‘\“\\M\‘\1\\‘\\\\“\\ 9.775
miz--> 40 80 100 120 140 100000
Abundance Scan 1307 (9.775 min): BF126476.D\data.ms (-1
65.0 92.0
138.0
Sub 50000
50
39.0
‘ ‘ 108.0
o O R N N A e
miz--> 40 60 80 100 120 140 Time-> 9.70 9.75 9.80 9.85

Abundance Scan 1327 (9.892 min): BF126402.D\data.ms (-1 #54

184.0

580 910

‘h L, Al 138.0 | |

\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘ T

40 60 80 100 120 140 160 180

Scan 1327 (9.892 min): BF126476.D\data.ms
184.0

63.0

91.0 154.0

38.0 ‘
ol ‘ \1200 . IR |

40 60 80 100 120 140 160 180

Scan 1327 (9.892 min): BF126476.D\data.ms (-1

184.0

153.9

53.0 91.0

_ \‘ || 120.0 ‘ |

Ref 50
0
m/z-->
Abundance
Raw 50
0,
m/z-->
Abundance
Sub
50
0
m/z-->

BF126476.D 8270-BF122921.M

40 60 80 100 120 140 160 180

Wed Jan 05 14:

2,4-Dinitrophenol

Concen: 99.773 ng
RT: 9.892 min Scan# 1327
Delta R.T. ©0.006 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
Tgt Ion:184 Resp: 183339
Ion Ratio Lower Upper
184 100
63 62.0 70.4 105.6#
154 55.0 49.7 74.5
Abundance
600000
400000
200000 892
‘ L ‘ T 1T ‘ L
Time--> 9.80 9.90 10.00
26:22 2022
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Abundance Scan 1353 (10.045 min): BF126402.D\data.ms (- #55

168.1  pibenzofuran
Concen: 47 .247 ng
RT: 10.033 min Scan# 11gEigial=lies
Ref 50 139.0 Delta R.T. ©0.000 min VA
Lab File: BF126476.D |(®lEIEEIsllEIl0f
84.0 Acq: 4 Jan 2022 19:34 SESECERDIE
;g0 630 M0 1130 |
0\\\\\\\‘\\\‘\ \\\\\\‘\\\\\\\\\\\\ .
Miz-> 4b 6‘0 8‘0 1(‘)0 12‘0 1)10 1é0 | Tgt Ton:168 Resp: 92606 Manual Integrations
Abundance Scan 1351 (10.033 min): BF126476.D\datams 10N Ratio Lower Upper SRALLICNISE
168.1 168 160 Reviewed By :Christian Giraldo  01/05/2022
139 39.9 30.6 46.08 supervised By :Jagrut Upadhyay — 01/05/2022
169 13.1 10.0 15.0
Raw 50
139.1 Abundance
1000000 10.p33
o 820 840 w30 | |
G\\\‘\\\\“\\\H\‘\\\\‘\\\\‘\\\\‘\\\\’\\\‘
m/z--> 40 60 80 100 120 140 160 800000
Abundance Scan 1351 (10.033 min): BF126476.D\data.ms (-
168.1 600000
400000
Sub
50 139.1
200000
390 630 B0 1130 | 0
oSNNS M ERTAMMEESES ESMMS WS R Lk
miz--> 40 60 80 100 120 140 160 Time--> 9.95 10.00 10.05

Abundance Scan 1336 (9.945 min): BF126402.D\data.ms (-1 #56

63.0 139.0 4-Nitrophenol
Concen: 98.535 ng
39.0
109.0 RT: 9.951 min Scan# 1337
Ref 50 Delta R.T. ©0.012 min
Lab File: BF126476.D
‘ ‘ Acq: 4 Jan 2022 19:34
0! H”\“\\i‘\‘\\‘H"HH}HH‘HH‘H\ . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:139 Resp: 340019
Abundance Scan 1337 (9.951 min): BF126476.D\datams 10N Ratlo Lower Upper
658.0 130.0 139 100
109 62.3 44 .1 84.1
39.0 109.0 65 99.7 85.5 125.5
Raw 50
Abundance
400000
,.860 | | 163.11840
0' \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ 9951
miz--> 40 60 80 100 120 140 160 180 300000 '
Abundance Scan 1337 (9.951 min): BF126476.D\data.ms (-1
63.0 139.0
200000
39.0 109.0
Sub 50
100000
0 $6 ‘ | 163.1184.0
- \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90 9.95 10.00
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Abundance Scan 1349 (10.022 min): BF126402.D\data.ms (- #57

89.0 165.0 2,4-Dinitrotoluene
Concen: 53.590 ng
63.0 RT: 10.016 min Scan# 1[QE{d0IElles
Ref 50 Delta R.T. ©0.000 min |
119.0 Lab File: BF126476.D [(lElSElellEIl0f
39.0 ‘ ‘ Acq: 4 Jan 2022 19:34 SEeREESONE
o) “‘i \‘\‘H - ‘H‘ ‘H}Hh‘ Ay M - ‘HH , “‘ , ‘]" ‘?‘0‘ o ‘M e ]
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:165 RESpZ 24467 WY ERIEL Integratlons
Abundance Scan 1348 (10.016 min): BF126476.D\datams 10" Ratio Lower Upper BEVEOMN=0)
89.0 165.0 165 1@e Reviewed By :Christian Giraldo  01/05/2022
63 50.8 43.0 64.6 Supervised By :Jagrut Upadhyay 01/05/2022
89 83.1 71.0 106.4
Raw 59 63.0 182 2.1 1.6 2.4
Abundance
39.0 119.0 10.016
[ =0 |
0‘“\‘J‘wJ“””W”ﬂ‘\‘W‘J\H“\““wh“v“‘ 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1348 (10.016 min): BF126476.D\data.ms (- 150000
89.0 165.0
100000
Sub 50 63.0
390 119.0 50000
= |
qu‘ h H\hwu “H\‘H“HH‘HH’“H“‘H 01 — —
miz--> 40 60 80 100 120 140 160 180 Time--> 10.00

Abundance Scan 1411 (10.386 min): BF126402.D\data.ms (- #58
. Fluorene

Concen: 48.158 ng

RT: 10.375 min Scan# 1409

Delta R.T. ©.000 min

Lab File: BF126476.D

Acq: 4 Jan 2022 19:34

Ref 50

0,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:166 Resp: 667389
Abundance Scan 1409 (10.375 min): BF126476.D\datams 10N Ratlo Lower Upper
166.1 166 100
165 95.8 77.7 116.5
167 13.5 10.7 16.1
Raw 50
Abundance
204.0 10.675
0\\\‘\\‘\\“‘\\‘\H\“\\\\‘\\\‘\‘\\\\“\\\\‘\\\‘\\\\‘\“\\\ 600000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1409 (10.375 min): BF126476.D\data.ms (-
166.1 400000
Sub
50 200000
51 O 115 1139.0 M 20‘4.0
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.30 10.35 10.40
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Abundance Scan 1372 (10.157 min): BF126402.D\data.ms (- #59

2319 2,3,4,6-Tetrachlorophenol
130.9 Concen: 51.?05 ng
RT: 10.151 min Scan#t 1Sl
Ref 50 167.8 Delta R.T. ©0.000 min |
61.0 96.0 ' Lab File: BF126476.D [SUEERISEIIAEI
‘ 195.9 Acq: 4 Jan 2022 19:34 SEeREESONE
0 \\”‘\‘U\‘\U\H\m\“!m\‘uh‘ \“M‘ }\‘“\ ‘H\\H‘\‘\H\\‘\\\H“”H\\‘\\H!‘\ .
miz--> 40 60 80 100120140160180200220240 Tgt IOHZ?32 Resp: 16849 Iwanualnuegranons
Abundance Scan 1371 (10.151 min): BF126476.D\datams 10" Ratio Lower Upper BUEOMN=0)
2319 232 160 Reviewed By :Christian Giraldo  01/05/2022
131 55.4 50.0 75.0 Supervised By :Jagrut Upadhyay 01/05/2022
130.9 130 2.6 2.2 3.2
Raw 50 166 35.5 29.0 43.4
e AUrggsSo
610 96.0 193.9 10.151
G T ”‘ \‘U\‘\ }“\“\m\ ‘HH\‘\ !h‘ \“”\w } \‘H\ “\ T ‘ \‘\H\ T ‘ T \H“H\ TTT ‘ T \H‘! ‘ T
miz--> 40 60 80 100120140160180200220240 150000
Abundance Scan 1371 (10.151 min): BF126476.D\data.ms (-
231.9
100000
sub 130.9
50 165.9 50000
610 960 193.9
oot b el g il ‘Hu - e
m/z--> 40 60 80 100120 140 160 180 200 220 240 Time->  10.10 10.20

Abundance Scan 1389 (10.257 min): BF126402.D\data.ms (- #60

149.0 Diethylphthalate
Concen: 49.422 ng
RT: 10.251 min Scan# 1388
Ref 50 Delta R.T. ©.000 min
1770 Lab File: BF126476.D
500 76:0 105.0 ‘ Acq: 4 Jan 2022 19:34
0\\\‘\\\\’\‘\\!“\\\‘\‘U\\\‘\\\\‘\\‘\\‘\\\1‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180200220 18t Ion:149 Resp: 780487
Abundance Scan 1388 (10.251 min): BF126476.D\datams 10N Ratlo Lower Upper
140.0 149 100
177 21.4 16.7 25.1
150 12.6 9.8 14.8
Raw 50
Abu c
177.1 %bgo 10.251
65.0 105.0
390, 1) L2210
0\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 600000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1388 (10.251 min): BF126476.D\data.ms (-
149.0
400000
Sub
50 200000
177.1
76.0 105.0
000 4 | L2220 0
R a S RaSASaans G
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 10.20 10.25 10.30
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Abundance Scan 1409 (10.374 min): BF126402.D\data.ms (- #61
204.0  4-chlorophenyl-phenylether

770 141.1 166.1 Concen: 47.815 ng

RT: 10.369 min Scan#t 14{{gfSidtil=lgles
Delta R.T. ©0.000 min
Lab File: BF126476.D [(lElSElellEIl0f
L Acq: 4 Jan 2022 19:34 EERHEESNE

Ref 50

0 :
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:204 RESpZ 28916 Manual Integratlons
Abundance Scan 1408 (10.369 min): BF126476.D\datams 10N Ratio Lower Upper BRGNON=0)

166.1 204.1 204 100 Reviewed By :Christian Giraldo  01/05/2022
206 33.0 26.3 39. Supervised By :Jagrut Upadhyay — 01/05/2022

141.1 141 66.6 59.0 88.
Raw 5 77.0
51.0 Abundance
115.1 10.869
L 300000
0,
m/z--> 40 60 80 100 120 140 160 180 200
Al in): -
bundance Scan 1408 (10.369 min): BF126476.D\data.ms ( 200000
Sub 100000
- ‘ L ’ L ’ T
m/z--> 40 60 80 100 120 140 160 180 200  Tjme--> 10.30 10.35 10.40

Abundance Scan 1413 (10.398 min): BF126402.D\data.ms (- #62

65.0 4-Nitroaniline
138.0 Concen: 43.816 ng
108.0 RT: 10.398 min Scan# 1413
Ref 50 ' Delta R.T. ©0.006 min
39.0 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
0 \“i“\‘\”‘\“\ “‘H‘\ \”\‘1 T \“\‘\ T e “\ T[T \:\L‘G‘\?\%‘ ARRNERRRERRRRE
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:138 Resp: 200226
Abundance Scan 1413 (10.398 min): BF126476.D\datams 100 Ratio Lower Upper
68.0 138.0 138 100
92 51.5 36.2 76.2
108.0 108 60.0 46.7 86.7
Raw 50 '
Abundance
39.0 10.898
0 \\‘\\\ AL 1649 1980 231
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 150000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1413 (10.398 min): BF126476.D\data.ms (-
63.0 138.0 100000
Sub 108.0
50 50000
39.0
O et e d b 1649 198, o
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.30 10.40
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Abundance Scan 1437 (10.539 min): BF126402.D\data.ms (- #63

71.0 Azobenzene

Concen: 45.354 ng

RT: 10.528 min Scan#t 14gigiipl=gles

Ref 50 Delta R.T. ©.000 min |
51.0 105.0 Lab File: BF126476.D (SUEIEEIICIEE
1821 Acq: 4 Jan 2022 19:34 SEEEEEELINS
128.0 152.0
0\\\“\\‘M“i\\i“HH‘\‘\H’H\.\‘Hl‘\‘\u\“m\ .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 77 Resp: 92258 Manual Integratlons

Abundance Scan 1435 (10.528 min): BF126476.D\datams 10N Ratio Lower Upper BRNZZNONZS
771 77 160 Reviewed By :Christian Giraldo  01/05/2022

182 20.0 0.0 39.08 supervised By :Jagrut Upadhyay — 01/05/2022
105 23.5 3.2 43.2
Raw g 51 28.9 8.2 48.2
51.0 Abundance
105.0 182.1 1000000 10.528
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 800000
Abundance Scan 1435 (10.528 min): BF126476.D\data.ms (-
740 600000
400000
Sub
50
51.0 105.0 1821 200000
Ok e 1270 270 O
miz--> 40 60 80 100 120 140 160 180 Time.-> 10.50 10.55 10.60

Abundance Scan 1570 (11.321 min): BF126402.D\data.ms (- #64

188.1 Phenanthrene-d10

Concen: 20.000 ng

RT: 11.310 min Scan# 1568

Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
80.0 158.1 Acq: 4 Jan 2022 19:34
0 \4\2-?‘ by “! i“]‘-lp(\) =TT “‘\‘ t \m\ T T ‘2\65\‘
m/z—> 50 100 150 200 250 Tgt Ion: :!.88 Resp: 420726
Abundance Scan 1568 (11.310 min): BF126476.D\datams 10" Ratio Lower Upper
188.1 188 100

94 13.1 10.1 15.1
80 14.0 11.8 17.6

Raw 50
Abundance
801 - 11.810
o421 | | 1180 i 265.¢ 400000
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 1568 (11.310 min): BF126476.D\data.ms (- 300000
188.1
200000
Sub
50
100000
80.0
ol 499, | ym20 9B 63 ol —
miz--> 50 100 150 200 250  Time-> 11.25 11.30 11.35
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Abundance Scan 1419 (10.433 min): BF126402.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 52.334 ng
RT: 10.428 min Scan#t 1{gEigil=lies
105.0 °
Ref 50{ 510 Delta R.T. 0.006 min _
77.0 168.0 Lab File: BF126476.D |(®lEIEEIsllEIl0f
: Acq: 4 Jan 2022 19:34 EERHEESNE
0 \H“H‘H‘\L\‘\H““\\\‘H“\‘H\‘:}%ﬁl‘?\‘l\‘\\‘\\i‘HH“HH‘HH‘ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:}98 Resp: 11923 Manualnuegranons
Abundance Scan 1418 (10.428 min): BF126476.D\datams 10" Ratio Lower Upper BRVEOMN=0)
198.0 198 1600 Reviewed By :Christian Giraldo  01/05/2022
51 50.4 32.0 72.0 Supervised By :Jagrut Upadhyay 01/05/2022
105 50.1 32.7 72.7
Raw go 510 105.0
Abundance
77.0 ‘ 168.0 300000
134.0
0! i\‘\”}“\ T ‘\‘\ TT “\ i TT \‘1 T 1T “\ T \“ TTT \%3\;\;6
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1418 (10.428 min): BF126476.D\data.ms (- 200000
197.9 10.428
Sub 50 51.0 105.0 100000
77.0
167.9
o 1m:‘h‘\“Hﬂ?’ﬂﬁl"?wlwlu‘um‘_uwm‘ s
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.40 10.50

Abundance Scan 1430 (10.498 min): BF126402.D\data.ms (- #66

169.1 n-Nitrosodiphenylamine
Concen: 48.238 ng
RT: 10.486 min Scan# 1428

Ref 50 Delta R.T. 0.000 min
Lab File: BF126476.D
51.0 83.6 Acq: 4 Jan 2022 19:34
0+ \“‘ T \“1 T “\‘H\”\ \“‘ L T T i]\-%?‘ow t \lﬂﬁ-\.:\l-\‘\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:169 Resp: 629656

Abundance Scan 1428 (10.486 min): BF126476.D\datams 10N Ratio Lower Upper

169.1 169 100
168 66.3 53.4 80.0
167 37.0 29.4 44.0
Raw 50
Abundance
51.0 83.5 600000 10.486
115.0
Ot~ \“‘ T \“1 \“‘\‘H\”\ i“‘ ‘\ T T = \‘\ T f \:I-\4‘.i‘]‘:\.:\l-\‘\ T \u“d‘v_v—(
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1428 (10.486 min): BF126476.D\data.ms (- 400000
169.1
Sub
50 200000
51.0 835
‘ | ‘ 115.0 141.1
0\\\“‘\\”\“‘\‘H\M\“‘\\”1\‘1\\‘\‘\1\\‘“”\\\‘\‘\ O'uu‘uu‘uu‘\
m/z--> 40 60 80 100 120 140 160 Time--> 10.45 10.50
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Abundance Scan 1493 (10.869 min): BF126402.D\data.ms (- #67

0 141.1 248.0 4-Bromophenyl-phenylether
. Concen: 49.759 ng
RT: 10.857 min Scan# 1{gEigil=laies
Ref 50 Delta R.T. ©.000 min \A_
Lab File: BF126476.D |(GUCINEEIIEIR
390 Acq: 4 Jan 2022 19:34 EERHEESNE
ol “H.‘\\H“\APZW M2 2190
m/z--> 50 100 150 200 250 Tgt Ion:g48 Resp: 185818 VEGIENIgIETolE=1ilo] gk
Abundance Scan 1491 (10.857 min): BF126476 Didatams 10N Ratio Lower Upper BRULEENIZE
1411 2480 248 1600 Reviewed By :Christian Giraldo
77.0 250 97.6 76.2 114.4F supervised By :Jagrut Upadhyay
141 82.8 66.2 99.4
Raw 50
Abundance
9. O‘ l 200000 e
oL \‘ L ‘\‘H‘\‘H‘ \‘u‘ Shi MH i ‘\:I\.‘g‘ %1%9 : H :
m/z--> 100 150 200 250
Abundance Scan 1491 (10.857 min): BF126476.D\data.ms (- 120000
S 141.1 243.0
’ 100000
Sub
50
50000
39. ‘ Lp
ot L il la0eg | 219 ago | oL L
m/z--> 50 100 150 200 250 Time-> 10.80 10.85 10.90

Abundance Scan 1504 (10.933 min): BF126402.D\data.ms (- #68

283.8  Hexachlorobenzene
Concen: 51.837 ng
RT: 10.927 min Scan# 1503
Ref 50 141.9 Delta R.T. ©.006 min
106.9 Lab File: BF126476.D
6.0 71.0 ‘ 176921‘ Acq: 4 Jan 2022 19:34
s AV WU N
m/z--> 50 100 150 200 250 Tgt IOHZ?84 Resp: 225171
Abundance Scan 1503 (10.927 min): BF126476.D\datams 10N Ratlo Lower Upper
288.8 284 100
142 29.9 30.7 46.1#
249 25.4 21.1 31.7
Raw 50
Abundance
141.9
248.9 100627
213.9
36.0 /10 ‘ | 178.9 | 200000
[ “ t \h‘ Tt “’H‘\ h\‘i \“ T \H‘ T \M‘\ T
miz--> 50 100 150 200 250
Abundance Scan 1503 (10.927 min): BF126476.D\datams (- 50000
283.8
100000
Sub
50
141.9 50000
1070 2488
1789
0360 LI I B N A BN B
m/z--> 50 100 150 200 250 Time--> 10.90 10.95
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Abundance Scan 1519 (11.021 min): BF126402.D\data.ms (- #69

2001 Atrazine
58.0 Concen: 86.130 ng
RT: 11.016 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. ©0.006 min \A_
925 173.0 Lab File: BF126476.D [(QICHIEEylelEC
132.0 Acq: 4 Jan 2022 19:34 EESSCESNE
0 .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:200 Resp: 19359 Manual Integratlons
Abundance Scan 1518 (11.016 min): BF126476.D\datams 10" Ratio Lower Upper BENEOM=0)
200.1 200 100 Reviewed By :Christian Giraldo  01/05/2022
58.1 173 27.7 9.2 49.2 Supervised By :Jagrut Upadhyay 01/05/2022
215 42.2 23.2 63.2
Raw 50
Abundance
926 1359 ‘ 11.p16
G \\\‘\\\“W““\‘\\“‘\‘\‘\m‘i!h‘\\\“‘\ \“‘!M“\‘\\\Hii\!”\‘\\\\ \\\‘1“\\
miz--> 40 60 80 100 120 140 160 180 200 220 120000
Abundance Scan 1518 (11.016 min): BF126476.D\data.ms (-
58.1 20p-1 100000
Sub
50 50000
173.1
o‘Hw\“wmm‘\lulw Wbk A e
miz--> 40 60 80 100 120 140 160 180 200 220 Time-> 10.95 11.00 11.05

Abundance Scan 1537 (11.127 min): BF126402.D\data.ms (- #70

265.8 pentachlorophenol
Concen: 105.866 ng
RT: 11.122 min Scan# 1536
Ref 50 Delta R.T. ©.006 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
O,
m/z--> 50 100 150 200 250 Tgt IOI’IZ?GG Resp: 223505
Abundance Scan 1536 (11.122 min): BF126476.D\datams 10N Ratio  Lower Upper
265.9 266 100
268 68.7 52.3 78.5
264 63.2 50.4 75.6
Raw 50
Abundance
200000, 1122
0,
m/z--> 50 100 150 200 250 150000
Abundance Scan 1536 (11.122 min): BF126476.D\data.ms (-
265.9
100000
Sub
50000
| L —
m/z--> 50 100 150 200 250 Time--> 11.00 11.20
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Abundance Scan 1574 (11.345 min): BF126402.D\data.ms (- #71

178.1  phenanthrene
Concen: 48.038 ng
RT: 11.339 min Scan#t 1{gigiipl=gles

Ref 50 Delta R.T. ©0.006 min |
Lab File: BF126476.D [(lElSElellEIl0f
76.0 1521 Acq: 4 Jan 2022 19:34 EESSCESNE
SIC.LIN RNE-CREE L
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:178 Resp: 103326 Manual Integrations
Abundance Scan 1573 (11.339 min): BF126476.D\datams 10" Ratio Lower Upper BRVEOMN=0)
1781 178 100 Reviewed By :Christian Giraldo  01/05/2022

176  19.5 15.7 23.5
179 15.4 12.3 18.5

Supervised By :Jagrut Upadhyay 01/05/2022

Raw 50
Abundance
11,839
1521 1000000
ol 500 ‘\ 199.0 126.0 ") |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 800000
Abundance Scan 1573 (11.339 min): BF126476.D\data.ms (-
178.1 600000
Sub 400000
50
200000
152.1
ob,.90.0 ‘\ 980 126.0 A 0
e e S S ST | S T
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.30 11.35

Abundance Scan 1583 (11.398 min): BF126402.D\data.ms (- #72

178.1  Anthracene

Concen: 49.218 ng

RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. ©.000 min

Lab File: BF126476.D

Acq: 4 Jan 2022 19:34
301 630 [0 1260 121 |

G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:178 Resp: 10659301

Abundance Scan 1581 (11.386 min): BF126476.D\datams 10N Ratio Lower Upper
178.1 178 100

176  18.9 15.0 22.6
179 15.7 12.5 18.7

Raw 50
Abundance
1521 1000000, || 11f86
39.0 630 ‘\\ 1260 F |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 800000
Abundance Scan 1581 (11.386 min): BF126476.D\data.ms (-
178.1 600000
Sub 400000
50
200000
ohs0 630 710 waso 1| o UL
miz--> 40 60 80 100 120 140 160 180 Time--> 11.40
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Abundance Scan 1609 (11.551 min): BF126402.D\data.ms (- #73

167V.1  carbazole

Concen: 45.912 ng

RT: 11.545 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.006 min |
Lab File: BF126476.D [SUEERISEIIAEI

835 139.1 Acq: 4 Jan 2022 19:34 EERHEESNE
5,320 30 *° 130 T
Miz-> h 20‘ " ‘6‘0‘ h é‘d ' ‘1‘(‘)(‘)‘ ‘1‘2‘(‘)‘ ‘i)l(‘)‘ ‘iéo‘ Tgt Ion:167 Resp: 967628 NVEWIENGIE[EHRNE

Abundance Scan 1608 (11.545 min): BF126476.D\datams 10N Ratio Lower Upper BRAGLOMN=0)

167.1 167 1600 Reviewed By :Christian Giraldo  01/05/2022
166 21.6 16.9 25.38 sypervised By :Jagrut Upadhyay — 01/05/2022
139 13.3 11.3 16.9

Raw 50
Abundance
1000000 11.6545
83.5 139.1
39.0 63.0 | 113.0 | M
G\\\‘\\\\“\\H\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 800000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1608 (11.545 min): BF126476.D\data.ms (- 600000
167.1
400000
Sub
50
200000
83.5
39.0 637 0 | 113.0 H ‘
\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Time--> 11.50 11.60

Abundance Scan 1666 (11.886 min): BF126402.D\data.ms (- #74

149.0 Di-n-butylphthalate
Concen: 50.437 ng
RT: 11.874 min Scan# 1664
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
41.0
[V \‘ ‘“\‘7\6‘\0\ l:!-4\9\ T } T T T “\22\3\1\ T \2\78\
miz--> 50 100 150 200 250 Tgt Ion:}49 Resp: 1210191
Abundance Scan 1664 (11.874 min): BF126476.D\datams 100 Ratio Lower Upper
149.0 149 100
150 9.5 7.2 10.8
104 5.5 4.2 6.2
Raw 50
Abundance
11.874
41.1
[ ‘\‘ i‘”\‘\“\ Tt ‘?\.0\“\ T l T T T “\22\\‘?’;1\ T \2\78\ 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1664 (11.874 min): BF126476.D\data.ms (-
149.0
500000
Sub
50
41.0
ol L2 %0 1140 | 2231 o78. 0
\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 11.85 11.90
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Abundance Scan 1776 (12.533 min): BF126402.D\data.ms (- #75

202.1  Fluoranthene
Concen: 49.739 ng
RT: 12.522 min Scan#t 11gEgl=gles

Ref 50 Delta R.T. ©.000 min _
Lab File: BF126476.D (SUEIEEIICIEE
101.0 Acq: 4 Jan 2022 19:34 EEEECEEIINE
ol 500 750, | 1260150.01740 h\

Mz 40 60 80 100 120 140 160 180 200 Tgt Ion:202 Resp: 976458 MVERITEINIIE]E o]
Abundance Scan 1774 (12.522 min): BF126476.D\data.ms 10N Ratio Lower Upper BRAGIHONZD)
202.1 202 100 Reviewed By :Christian Giraldo  01/05/2022

le1i 16.6 0.0 35.7 Supervised By :Jagrut Upadhyay 01/05/2022
203 17.6 0.0 37.1
Raw 50
Abundance
51.0 75.0 126.0150.1174.1 ‘
G\\\‘\\\\‘\\\\‘\‘1\\U\\\\’\\\\‘\\\\‘\\\\‘\\\\’H\\\ 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1774 (12.522 min): BF126476.D\data.ms (- 00000
202.1
400000
Sub
50
200000
101.0
500 750, | 126015011741 |
R R R e R EEN L
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 12.50 12.60

Abundance Scan 2018 (13.957 min): BF126402.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 13.951 min Scan# 2017
Ref 50 Delta R.T. ©.000 min
Lab File: BF126476.D
120.1 Acq: 4 Jan 2022 19:34
ola10. 760, || 1669 2081 oe0.
m/z--> 50 100 150 200 250 Tgt IOI’IZ?40 Resp: 230084
Abundance Scan 2017 (13.951 min): BF126476.D\datams 10N Ratio Lower Upper
240.2 240 100
120 15.0 14.4 21.6
236 25.3 20.5 30.7
Raw 50
Ponggss
1201 ‘ 13.951
0 \4\3‘1\7\8‘\0\‘ “ H \1?6\1\- T by ‘L\‘“““ T \2\8\1\‘
miz--> 50 100 150 200 250
Abundance Scan 2017 (13.951 min): BF126476.D\datams (- 200000
240.2
Sub 100000
50
120.1 ‘
0420 780 | 1551 2081 g,
miz--> 50 100 150 200 250 Time-->  13.90 13.95 14.00
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Abundance Scan 1796 (12.651 min): BF126402.D\data.ms (- #77

184.1 Benzidine
Concen: 90.237 ng
RT: 12.645 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.006 min \A_
Lab File: BF126476.D [(lElSElellEIl0f
Acq: 4 Jan 2022 19:34 SESECESIE]
o300 650 201170 1561 | 50 T
Miz-> ”‘4‘0‘ i gd i é‘d ‘ ‘1‘(‘,6‘ ‘1‘56‘ ‘1‘)1‘0‘ ‘1‘(‘5‘0‘ ‘1‘5‘30‘ ‘2‘(‘)‘0‘ i Tgt Ion:184 Resp: 330078 WVERUEINIEIE[o]gf
Abundance Scan 1795 (12.645 min): BF126476.D\datams 10" Ratio Lower Upper BRVEON=0)
184.1 184 100 Reviewed By :Christian Giraldo  01/05/2022
185 14.5 11.8 17.8 Supervised By :Jagrut Upadhyay 01/05/2022
183 10.2 8.2 12.2
Raw 50
Abundance
12,645
410 650 70 13001561 | 300000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1795 (12.645 min): BF126476.D\data.ms (-
184.1 200000
Sub
Y 5 100000
o410 650 920 13001561 0
e S i Y A —
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.60  12.70

Abundance Scan 1815 (12.763 min): BF126402.D\data.ms (- #78

202.1 Pyrene

Concen: 50.420 ng

RT: 12.751 min Scan# 1813
Ref 50 Delta R.T. ©.000 min

Lab File: BF126476.D

101.0 Acq: 4 Jan 2022 19:34

510 750, | 1240 1500175.1 “H

miz--> 40 60 80 100 120 140 160 180 200 18t Ion:2082 Resp: 980378

Abundance Scan 1813 (12.751 min): BF126476.D\datams 10N Ratio Lower Upper
20p.1 202 100

200 21.7 16.6 24.8
203 18.1 13.8 20.8

o

Raw 50
Abundance
101.0 1000000 12.51
50.0 740, | 124015001750 ‘H
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\ 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance in): -
Scan 1813 (12.751 min): BF126476.D\da;%?i ( 600000
400000
Sub
50
200000
101.0
oL 510 750, H 1240 15001750 | 0
R AR S e R AALARRRRE AR S BRI A O
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 12.70 12.80 12.90
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Abundance Scan 1839 (12.904 min): BF126402.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 84.302 ng
RT: 12.898 min Scan#t 1{giigiipnl=iles
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126476.D [(lElSElellEIl0f
122.1 Acq: 4 Jan 2022 19:34 EESSCESNE
(5 \‘5‘4‘.'\0‘\8%.%‘ “ “\ ‘\‘ Tl ]’.6“(1:‘]:\1- T “21\‘2'\2‘\ “M“ q
m/z--> 50 100 150 200 Tgt Ion:244 Resp: 99831 Manual Integrations
Abundance Scan 1838 (12.898 min): BF126476.D\datams 10" Ratio Lower Upper BRVEOMN=0)
24n2 244 100 Reviewed By :Christian Giraldo
212 6.5 5.0 7.4 Supervised By :Jagrut Upadhyay
122 13.7 13.3 19.9
Raw 50
Abundance
1000000
1221 L6041 12.898
oL ‘”\‘\ o \”‘ e T (R e “ [ ‘\”‘ 800000
m/z--> 50 100 150 200
A in): f
bundance Scan 1838 (12.898 min): BF126476.D\data.ms ( 600000
244.2
Sub 400000
u
50
200000
122.1
N O sl e
miz--> 50 100 150 200 Time--> 12.80 12.90 13.00

Abundance Scan 1920 (13.380 min): BF126402.D\data.ms (- #80

91.0  149.0 Butylbenzylphthalate
Concen: 53.216 ng
RT: 13.374 min Scan# 1919
Ref 50 Delta R.T. ©0.000 min
Lab File: BF126476.D
110 206.1 Acq: 4 Jan 2022 19:34
o4 ‘\‘ V‘“\“\‘“‘\ ‘ih ‘““\ \“‘ \L“\ T T ““\ T T T T
m/z--> 50 100 150 200 250 300 'gt Ion:149 Resp: 458516
Abundance Scan 1919 (13.374 min): BF126476.D\data.ms izg ig;m Lower  Upper
149.0
91.1 91 78.7 70.5 105.7
206 18.3 12.6 19.0
Raw 50
Abundance
206.1 500000 13.874
0‘\1:!\1.:;-‘“\“\ h‘\ ‘i“ ‘““\ \“‘ \L“\ l R ““\ T ‘2\67\\0\3‘1\2\
m/z--> 50 100 150 200 250 300 400000
Abundance Scan 1919 (13.374 min): BF126476.D\data.ms (-
149.0 300000
91.1
200000
Sub 50
100000
206.1
41.0
e BN R M 17 -3
m/z-—-> 50 100 150 200 250 300 Time-> 13.3013.3513.40
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Abundance Scan 2016 (13.945 min): BF126402.D\data.ms (- #81

149.0 228.1 Benzo(a)anthracene
Concen: 46.857 ng
RT: 13.939 min Scan#t ¢Sl
Ref 50 Delta R.T. ©0.000 min \A_
571 oy Lab File: BF126476.D [(lElSElellEIl0f
‘ ‘ ‘ Acq: 4 Jan 2022 19:34 SEeREESONE
oL H ‘\“\‘\M\“M\”\ T ‘ T ‘1‘8‘% \“L } T \2\7??
m/z--> 50 100 150 200 250 Tgt Ion:228 Resp: 62000 Manual Integrations
Abundance Scan 2015 (13.939 min): BF126476.D\datams 10" Ratio Lower Upper BRUEOMN=0)
228.1 228 100 Reviewed By :Christian Giraldo  01/05/2022
149.0 226 27.1 21.4 32.0 Supervised By :Jagrut Upadhyay 01/05/2022
229 19.3 15.4 23.2
Raw 50
Abundance
57.1 113.1
G T \H ““\ \H‘\‘H\ H‘ \‘H \ \ T T ‘\1\87\ q \“ ‘\‘ ‘\‘ ‘ \2\7?'% 600000 13.939
miz--> 50 100 150 200 250
Abundance Scan 2015 (13.939 min): BF126476.D\data.ms (-
228.1 400000
149.0
Sub gy 200000
57.0 113.1
ST - -
m/z--> 50 100 150 200 250 Time--> 13.90 13.95

Abundance Scan 2010 (13.910 min): BF126402.D\data.ms (- #82

252.0 3,3'-Dichlorobenzidine
Concen: 29.679 ng
RT: 13.904 min Scan# 2009
Ref 50 Delta R.T. ©0.000 min
Lab File: BF126476.D
1541 Acq: 4 Jan 2022 19:34
oh 20 0 1y, ?%ﬁ Lage?e0
m/z--> 50 100 150 200 250 18t IOI"I:?SZ Resp: 183210
Abundance Scan 2009 (13.904 min): BF126476.D\datams 10" Ratio Lower Upper
25p.0 252 100
254 65.4 51.0 76.4
126 12.8 13.4 20.0#
Raw 50
Abundance
1260 200000 13904
LA N B e S
miz--> 50 100 150 200 250 150000
Abundance Scan 2009 (13.904 min): BF126476.D\data.ms (-
2520 100000
Sub 50
50000
50 910 12ﬁ0 | 182.1 515 ¢ |
GH‘H‘\‘H“ ““H\HH‘H\““\N “\\\“H‘\H‘ 0“”“””“‘
miz--> 50 100 150 200 250 Time--> 13.85 13.90 13.95
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Abundance Scan 2023 (13.986 min): BF126402.D\data.ms (- #83

.974 min

50.166 ng

et aplinstrument :
T. ©.000 min L
BF126476.D [(®EHIEEIsIE0f

Jan 2022 19:34 SESNCEERNE
228 Resp: 680884V ENIEINIgI=To]gidlelpks
io Lower Upper BWAEEI{@N/=D)
Reviewed By :Christian Giraldo
7 23.7 35.5 Supervised By :Jagrut Upadhyay
9 15.5 23.3
13.974

2281  Chrysene
Concen:
RT: 13
Ref 50 Delta R.
Lab File:
113.0 Acq: 4
o390 750 | 1500 2001
\\‘H\\‘\\\\‘\\H‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\\\‘ .
m/z--> 40 60 80 100 120 140 160 180200220240 T8t Ion:
Abundance Scan 2021 (13.974 min): BF126476.D\datams 10N Rat
228.1 228 100
226 29.
229  19.
Raw 50
Abundance
113.0
5300 751 | 1s00 2001 600000
\\‘H\\‘\\\\‘\\H‘H\\‘\\\\‘\\H‘\H\‘H\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 2021 (13.974 min): BF126476.D\data.ms (-
228.1 400000
sub 200000
113.0
0390 781 | 163.0 200.1
AN AN N AN st i
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-->

Abundance Scan 2016 (13.945 min): BF126402.D\data.ms (- #84

13.95 14.00 14.05

148.9 228.1 Bis(2-ethylhexyl)phthalate
Concen: 57.172 ng
RT: 13.933 min Scan# 2014
Ref 50 Delta R.T. ©.000 min
57.1 1131 Lab File: BF126476.D
‘ Acq: 4 Jan 2022 19:34
ok ‘H“‘ N \H‘\U“H‘ - , “1‘87‘1\ , ‘HL L ‘ ‘2‘7\9'?
miz--> 50 100 150 200 250 Tgt Ion: :!.49 Resp: 510504
Abundance Scan 2014 (13.933 min): BF126476.D\data.ms Ion Ratio Lower Upper
149.0 149 100
228.1 167 26.4 21.4 32.2
279 3.0 2.4 3.6
Raw 50
57.1 Abundance
113.1 13.933
‘ ‘ ‘ 500000
oL H ‘\ ‘ " ‘\m \H “h PR “1‘87“(‘)\‘ : ‘M“ — ‘2‘7\9"‘
m/z--> 50 100 150 200 250 400000
Abundance Scan 2014 (13.933 min): BF126476.D\data.ms (-
149.0 298.1 300000
sub 200000
50
57.0 100000
113.1
G\\H‘h\ H\‘M\\H“h“‘ 1870279'j "HH‘HH‘HH‘
m/z--> 50 100 150 200 250 Time--> 13.85 13.90 13.95
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Abundance Scan 2120 (14.557 min): BF126402.D\data.ms (- #85

149.0 Di-n-octyl phthalate
Concen: 60.915 ng
RT: 14.545 min Scan#t 21gigil=gles
Ref 50 Delta R.T. ©.000 min \A_
Lab File: BF126476.D [(lElSElellEIl0f
Acq: 4 Jan 2022 19:34 EERHEESNE
0 0 1000 193.0 2791
miz--> 5‘0 160 150 260 25‘0 360 Tgt IOI’]Z:!.49 Resp: 94332 Manual Integrations
Abundance Scan 2118 (14.545 min): BF126476.D\datams 10N Ratio Lower Upper BRAGLLMON=0)
149.0 49 100 Reviewed By :Christian Giraldo  01/05/2022
167 1.4 1.1 1.7 Supervised By :Jagrut Upadhyay 01/05/2022
43 11.2 9.9 14.9
Raw 50
Abundance
1000000 14.545
43.1
|4 p31, 190.9 2792
G\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\ 800000
m/z--> 50 100 150 200 250 300
A in): g
bundance Scan 2118 (14.545 min): BF126476.D\data.ms ( 600000
149.0
400000
Sub
50
200000
0 0 ea1 193.0 2791 ,
\\‘\\\\\\\\\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Time--> 1450 14.60

Abundance Scan 2263 (15.398 min): BF126402.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.386 min Scan# 2261

Ref 50 Delta R.T. ©.000 min
132.0 Lab File: BF126476.D
‘ Acq: 4 Jan 2022 19:34
[Ol8 \5‘3 \9 T 8\5\9‘” H h‘ 1\66\9 - 2\3\%\1‘ 4
m/z—> 50 100 150 200 250 Tgt Ion:264 Resp: 227243

Abundance Scan 2261 (15.386 min): BF126476.D\data.ms Ion Ratio Lower Upper
264.2 264 100

260 24.6 19.2 28.8
265 22.5 17.4  26.2

Raw 50
Abundance
132.1 15.886
430  86.6 | \H 166.0198.0 232.1 M
0\\‘\\\\\\\\\\\\‘\\\\ T 150000
miz--> 50 100 150 200 250
Abundance Scan 2261 (15.386 min): BF126476.D\data.ms (-
264.1 100000
Sub
50 50000
132.1
ol 540 866 | ‘H 154919802321 M 0
et S R T
m/z--> 50 100 150 200 250 Time-> 15.30  15.40
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Abundance Scan 2504 (16.815 min): BF126402.D\data.ms (- #87

276.1 1Indeno(1,2,3-cd)pyrene

Concen: 53.129 ng

RT: 16.809 min Scan#t 2!gigiil=gles
Ref 50 Delta R.T. ©.000 min _
138.0 Lab File: BF126476.D (®IEIEEqI](E08
Acq: 4 Jan 2022 19:34 EERHEESNE

51.0 920 | \‘\ 174.0 2240 A

miz--> 50 100 150 200 250 Tgt IOI’]Z?76 Resp: 80798 Manual Integrations
Abundance Scan 2503 (16.809 min): BF126476.D\datams 10" Ratio Lower Upper BRUEOM=0)

276.1 276 100 Reviewed By :Christian Giraldo  01/05/2022
138 35.5 29.2  43.8Q supervised By :Jagrut Upadhyay —01/05/2022
277 24.9 19.8 29.8

o

Raw 50
138.0 Abundance
300000 16,809
ol 570 913 | \‘ 174.0 2250 |||
T T ‘ T T T \ ‘ T T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 2503 (16.809 min): BF126476.D\data.ms (- 200000
276.1
Sub
50 100000
138.0
ol 510 913 | | 1729 241 || 0
e e il —
m/z--> 50 100 150 200 250 Time--> 16.80

Abundance Scan 2192 (14.980 min): BF126402.D\data.ms (- #88

252.1 Benzo(b)fluoranthene
Concen: 51.196 ng
RT: 14.974 min Scan# 2191
Ref 50 Delta R.T. ©0.000 min
126.0 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
0\39\0‘ \7\5-\0\ ‘i ‘H ‘H 1589\2\0?\0\ T “‘\ T T
miz--> 50 100 150 200 250 Tgt IOI’IZ?52 Resp: 693050
Abundance Scan 2191 (14.974 min): BF126476.D\datams 10N Ratio Lower Upper
2591 252 100
253 21.9 17.8 26.8
125 13.6 12.4 18.6
Raw 50
Abundance
126.0 600000 14.974
0411 750 | M 157.9 2000 , |
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 2191 (14.974 min): BF126476.D\data.ms (- 400000
252.1
Sub
50 200000
126.0
0B9:0 750 | ‘H 159.0_ 2021 1 ol
S AR et T
m/z--> 50 100 150 200 250 Time--> 14.95 15. 00
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Abundance Scan 2197 (15.009 min): BF126402.D\data.ms (- #89

252.1 Benzo(k)fluoranthene
Concen: 50.080 ng
RT: 15.004 min Scan#t 2l
Ref 50 Delta R.T. ©0.000 min \A_
126.0 Lab File: BF126476.D [(lElSElellEIl0f
Acq: 4 Jan 2022 19:34 EERHEESNE
ol 50.9 860 | ‘\‘ 1740 210 |
N 50 100 150 200 250 Tgt Ion:252 Resp: 656728 ERIENGICLICHELE
Abundance Scan 2196 (15.004 min): BF126476.D\datams 10" Ratio Lower Upper BRUEOM=0)
25.1 252 100 Reviewed By :Christian Giraldo  01/05/2022
253 21.9 17.5 26.3 Supervised By :Jagrut Upadhyay 01/05/2022
125 13.5 11.8 17.6
Raw 50
Abundance
126.0 600000]  15.p04
0l43.0 750 ‘\‘ 158.0 199.0 | ‘H
T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 2196 (15.004 min): BF126476.D\data.ms (- 400000
252.1
Sub
50 200000
126.0
ol 510 860 | ‘\‘ 162.0 200.0 ‘H 0
T T ‘ T T T T T ‘ T T T T ‘ T T T ‘ T T T T T T 7T ‘ T T L ‘ L T
miz--> 50 100 150 200 250 Time--> 15.00 15.10

Abundance Scan 2252 (15.333 min): BF126402.D\data.ms (- #90

25p.1 Benzo(a)pyrene
Concen: 59.732 ng
RT: 15.327 min Scan# 2251
Ref 50 Delta R.T. ©0.000 min
126.0 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
0400 839 | ‘“ 1980, |
\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
m/z--> 50 100 150 200 250 300 Tgt Ion:252 Resp: 678607
Abundance Scan 2251 (15.327 min): BF126476.D\data.ms 1N Ratlo Lower Upper
25D.1 252 100
253 22.0 17.1 25.7
125 16.4 13.0 19.6
Raw 50
Abundance
126.0 500000 15.327
75.0 ‘ 199.0 .
0 T \“‘\“\ L L by \h“\ T \\3?\’6\9 400000
miz--> 50 100 150 200 250 300
Abundance Scan 2251 (15.327 min): BF126476.D\data.ms (- 300000
252.1
200000
Sub
50
100000
126.0
043.9 832 | ‘“ 2000, || 304.1344. 0
e e T
m/z--> 50 100 150 200 250 300 Time--> 15.30  15.40
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Abundance Scan 2507 (16.833 min): BF126402.D\data.ms (- #91

278.1 Dibenzo(a,h)anthracene
Concen: 54.504 ng
RT: 16.827 min Scan#t 2!{igiil=gles
Ref 50 Delta R.T. ©0.006 min \A_
139.0 Lab File: BF126476.D [(lElSElellEIl0f
Acq: 4 Jan 2022 19:34 EERHEESNE
ol 510 87.0 , | ‘\H 187.0 225.0 ML
miz--> 5’0 1(’)0 150 260 2‘1_")0 Tgt IOI’]Z?78 Resp: 66886 Manual Integrations
Abundance Scan 2506 (16.827 min): BF126476.D\datams 10N Ratio Lower Upper BRAGLON=0)
278.1 278 100 Reviewed By :Christian Giraldo  01/05/2022
139 21.8 18.0 27.0 Supervised By :Jagrut Upadhyay 01/05/2022
279 23.4 18.6 27.8
Raw 50
Abundance
139.0 400000 16.827
ol 57.0 919 | ‘\H 200.1 237.1
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 300000
Abundance Scan 2506 (16.827 min): BF126476.D\data.ms (-
278.1
200000
Sub
50 100000
139.0
o430 919 ‘\H 200.1 237.1 0
T S o e e e e ———
miz--> 50 100 150 200 250 Time--> 16.80

Abundance Scan 2577 (17.245 min): BF126402.D\data.ms (- #92

276.1 Benzo(g,h,i)perylene
Concen: 55.634 ng

RT: 17.245 min Scan# 2577

Ref 50 Delta R.T. 0.012 min
138.0 Lab File: BF126476.D
Acq: 4 Jan 2022 19:34
G \4\3 P T T \9]\_ 3‘ T \‘H T ‘ \1\76\ 9\ ‘ 2\2\2 \1\ ‘ T \h“\ T
m/z—> 50 100 150 200 250 Tgt Ion:276 Resp: 726992

Abundance Scan 2577 (17.245 min): BF126476.D\datams 10N Ratio Lower Upper
276.1 276 100

277 23.4 18.5 27.7
138 29.8 25.9 38.9

Raw 50
138.0 Abundance
300000 17245
0 55.0 913 | | 1740 2240 il
T T ‘ T T T \ ‘ T T T T T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 2577 (17.245 min): BF126476.D\data.ms (- 200000
276.1
Sub
50 100000
138.0
oBo.o 913 \H 170.0 2220 1 ol
o T i e e B e B ——
m/z--> 50 100 150 200 250 Time--> 17.20
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