Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Nov 15 10:03:44 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Nov 15 ©8:09:33 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.828 152 253516 20.000 ng 0.00
21) Naphthalene-d8 8.116 136 934330 20.000 ng # 0.00
39) Acenaphthene-di10 9.869 164 528514 20.000 ng 0.00
64) Phenanthrene-d10 11.357 188 759170 20.000 ng 0.00
76) Chrysene-di12 13.992 240 490635 20.000 ng #-0.01
86) Perylene-di12 15.456 264 570847 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.451 112 266147 18.028 ng 0.00

7) Phenol-dé6 6.457 99 346548 16.653 ng -0.01
23) Nitrobenzene-d5 7.392 82 1354454 68.366 ng 0.00
42) 2,4,6-Tribromophenol 10.657 330 302721 49.980 ng 0.00
45) 2-Fluorobiphenyl 9.192 172 2442840 62.461 ng 0.00
79) Terphenyl-di4 12.939 244 1788965 58.797 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.375 77 771 Below Cal # 56
16) 2,2'-oxybis(1-Chloropr... 7.145 45 127257 4.465 ng 82
17) 2-Methylphenol 7.233 107 78927 5.879 ng # 74
19) n-Nitroso-di-n-propyla.. 7.281 70 41202 3.003 ng # 54
20) 3+4-Methylphenols 7.233 107 78927 4.349 ng # 75
25) Isophorone 7.392 82 1350105 37.850 ng # 59
27) 2,4-Dimethylphenol 7.851 122 40892 3.144 ng # 8
32) Benzoic acid 7.851 122 40892 13.246 ng 91
48) 2-Nitroaniline 9.433 65 1108 2.948 ng # 1
51) 2,6-Dinitrotoluene 9.869 165 68074 10.321 ng # 28
53) 3-Nitroaniline 9.745 138 180078 26.634 ng # 13
56) 4-Nitrophenol 9.745 139 15521 2.909 ng # 40
57) 2,4-Dinitrotoluene 9.869 165 68074 9.858 ng # 19
65) 4,6-Dinitro-2-methylph... 10.657 198 709 8.477 ng # 1
67) 4-Bromophenyl-phenylether 10.657 248 19904 2.165 ng # 1
73) Carbazole 11.816 167 1829464 47.990 ng # 63

(#) = 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\BF111321\
Data File : BF126184.D

Acqg On : 13 Nov 2021 23:41
Operator : JU/CG

Sample : M4573-01

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Nov 15 10:03:44 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Nov 15 ©8:09:33 2021

Response via : Initial Calibration

Abundance TIC: BF126184.D\data.ms
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Abundance Scan 811 (6.857 min): BF126018.D\data.ms (-80

150.0

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

Ref 50 115.0 Delta R.T. -0.006 min |
520 780 Lab File: BF126184.D [(GlEREERIEIE
‘ Acq: 13 Nov 2021 23:41 WIS
[ \‘w T \“\“\‘ ‘”‘i T \““ \“\ \9§ 9\ \‘\‘ 1“ \1:3%[\9 \H‘
m/z--> 40 60 8 100 120 140 160 T8t Ton:152 Resp: 253516
Abundance  Scan 806 (6.828 min): BF126184.D\datams 10" Ratlo Lower Upper
150.0 152 100
150 149.0 117.6 176.4
115 64.0 47.1 70.7
Raw 50 115.0
500 780 Abundance
‘ 400000
0\\\“*\\‘\‘\‘\\\“‘ \“\9\6\‘0\\\1“\1\3-}.\9‘\\
mlz--> 40 60 80 100 120 140 160 300000 6.828
Abundance Scan 806 (6.828 min): BF126184.D\data.ms (-79
150.0
200000
Sub gy 115.0
520 780 ' 100000
G\\\H‘ T \“\9\6\0\ T 1“ \l?)%l-\g‘ T 07\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90
Abundance Scan 574 (5.463 min): BF126018.D\data.ms (-56 #5
64.0 112.0 2-Fluorophenol
Concen: 18.028 ng
RT: 5.451 min Scan# 572
Ref 50 Delta R.T. ©0.006 min
Lab File: BF126184.D
38.1 $ ‘ Acq: 13 Nov 2021 23:41
0! ‘i‘\m\’\gu‘q‘\\“\‘HH‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 266147
Abundance  Scan 572 (5.451 min): BF126184.D\datams = 100 Ratio Lower Upper
11p.0 112 100
64.0 64 69.6 44.2 66.24
' 63 38.8 26.2 39.2
Raw 50
Abundance
41.1 300000 5.451
8‘7.F
0' ”\“‘\’\‘\\\‘\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7\.2\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 572 (5.451 min): BF126184.D\data.ms (-52 200000
112.0
64.0
Sub
50 100000
39.0
8‘7.F
o TR W E—— D O
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 540 550

BF126184.D 8270-BF110321.M

Mon Nov 15 10:

03:54 2021
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Abundance Scan 748 (6.487 min): BF126018.D\data.ms (-74 #7
99.1 Phenol-d6
Concen: 16.653 ng
RT: 6.457 min Scan# 74{gSidtigl=lgies
Ref 50 Delta R.T. -0.012 min \A_
421 Lab File: BF126184.D [(®ICHIEEIelEI(CH
Acq: 13 Nov 2021 23:41 WMI=&EE
0 }‘H‘\M‘HJ‘ \ \‘“ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250 Tgt Ion:‘99 RESpZ 346548
Abundance Scan 743 (6.457 min): BF126184.D\datams | 10N Ratio  Lower Upper
99.1 99 100
42 21.1 23.5 35.3#
71 35.7 25.6 38.4
Raw 50
Abundance
421 6.457
G T ‘“‘h “H ‘\ “U T T ‘ T T T T ‘ T T T \2‘07\.(\) T T ‘ \2\8\]“\: 300000
m/z--> 50 100 150 200 250
Abundance Scan 743 (6.457 min): BF126184.D\data.ms (-69
93.1 200000
Sub
50 100000
42.0
ow\wuﬂ N T ¥ o\
m/z--> 100 150 200 250 Time--> 6.40 6.50 6.60
Abundance Scan 858 (7.134 min): BF126018.D\data.ms (-84 #16
45.1 2,2"'-oxybis(1-Chloropropane)
Concen: 4.465 ng
RT: 7.145 min Scan# 860
Ref 50 Delta R.T. ©.035 min
Lab File: BF126184.D
77.0 121.0 Acq: 13 Nov 2021 23:41
G\\\““\ \‘\\’\\\\“‘\\9\5\(‘)\\\\“\\\\‘\%55\’0\
miz--> 40 60 80 100 120 140 160 gt Ion: 45 Resp: 127257
Abundance  Scan 860 (7.145 min): BF126184.D\datams | 10N Ratlo Lower Upper
55.1 45 100
77 2.3 0.0 30.6
79 3.1 0.0 27.5
Raw 50
Abundance
1011 7.145
0'38. \\\\‘\\\\‘\\\\‘\\\\’\ 30000
m/z--> 40 100 120 140 160
Abundance Scan 860 (7 145 m|n) BF126184.D\data.ms (-80
55.0 20000
Sub
50 10000
101 1
38| 0
0' \ T \ ‘ T T T ‘ T T ‘ T T ’ T T T 7T T ‘ T LI ‘ T T
miz--> 40 100 120 140 160 Time--> 710 7.20
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Abundance Scan 853 (7.104 min): BF126018.D\data.ms (-84 #17

108.0 2-Methylphenol
Concen: 5.879 ng
77.0 RT: 7.233 min Scan# 8t
Ref 50 Delta R.T. ©.147 min _
51.0 Lab File: BF126184.D |SIEHIEEIICIEE
‘ Acq: 13 Nov 2021 23:41 WMI=&EE
ol ww‘\”\\”_ e o 2970
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:107 Resp: 78927
Abundance  Scan 875 (7.233 min): BF126184.D\datams | 10N Ratlo Lower Upper
107.0 107 100
108 79.9 90.6 135.8#
77 38.6 35.7 53.5
Raw 50 79 23.5 34.0 51.0#
7.0 Abundance
51.0 7.233
0l ‘M‘i““““l““ !H“““‘\““‘\‘\‘\‘\‘ - U e s R e aas 80000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 875 (7.233 min): BF126184.D\data.ms (-79 60000
107.0
40000
Sub
50
o 20000 \
51.0
GM‘W‘EH‘1“”\“““\“‘ L — 0']”“””\_”“””‘
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.20 7.25 7.30

Abundance Scan 882 (7.275 min): BF126018.D\data.ms (-87 #19

43.0 n-Nitroso-di-n-propylamine
Concen: 3.003 ng
RT: 7.281 min Scan# 883
Ref 50 105.0 Delta R.T. ©.029 min
’ Lab File: BF126184.D
‘ Acq: 13 Nov 2021 23:41
0 \‘ }“\\ \“\ T ‘ \H T ‘ TT \2\0‘7\\0\\ ‘2\\8\]-\0 355()\\4].\6\\]\-‘4\7\5\
m/z--> 50 100 150 200 250 300 350 400 450 18t Ion: 7@ Resp: 41202
Abundance  Scan 883 (7.281 min): BF126184.D\datams | 10N Ratlo Lower Upper
60.0 70 100
42 123.2 72.2 108.2#
101 59.3 7.8 11.84#
Raw go 130 0.0 21.8 32.6%#
Abundance
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 883 (7.281 min): BF126184.D\data.ms (-82
60.0
100000
Sub
S0 50000
| 1 X
0 \ Jm“quwaH,w_m,ww e =
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.20 7.30
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Abundance Scan 879 (7.257 min): BF126018.D\data.ms (-87 #20

107.0 3+4-Methylphenols
Concen: 4.349 ng
RT: 7.233 min Scan# 8gSiidtipl=lpies
Ref 50{ 51.0 Delta R.T. -0.006 min
Lab File: BF126184.D (GUCIEERTIEIH
Acq: 13 Nov 2021 23:41 WMI=&EE

M ‘\ I “ ‘\ 147.0 193’.9 2531 327.

m/z--> 0 100 150 200 250 300 Tgt Ion:107 Resp: 78927

Abundance  Scan 875 (7.233 min): BF126184.D\data.ms | 1N Ratio Lower Upper
107.0 107 100

168 79.9 76.6 116.6
77 38.6 53.3 93.3#

o

5

Raw 5q 79  23.5 8.7 48.7
Abundance
60.0 7.233
0 T “LH‘ }“H 1““ \‘L “\L Hl‘ ‘H\ LI L L L L L I B 80000
miz--> 50 100 150 200 250 300
Abundance Scan 875 (7.233 min): BF126184.D\data.ms (-82 60000
107.0
40000
Sub
50
20000 \
51.0
G\“L‘”}“““!‘“‘“\““‘\“”1"H\ L L B B B :7\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 Time--> 7.20 7.25 7.30

Abundance Scan 1029 (8.139 min): BF126018.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 8.116 min Scan# 1025

Ref 50 Delta R.T. -0.006 min
Lab File: BF126184.D
54.1 108.1 Acq: 13 Nov 2021 23:41
Y SRR TR S| ES—
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:136 Resp: 934330
Abundance Scan 1025 (8.116 min): BF126184.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137  10.9 9.8 14.6
54 8.6 6.4 9.6
Raw 5 68 5.8 3.3  4.9%
Abundance
540 108.1 1000000 8.116
Ot B0 Ll 2070
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 1025 (8.116 min): BF126184.D\data.ms (-9
1361 600000
400000
Sub
50
200000
54.0 108.1
O L 207 a—
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 8.10 8.20
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Abundance Scan 907 (7.422 min): BF126018.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
541 Concen: 68.366 ng
' RT: 7.392 min Scan# 9(EidllEies
Ref 50 Delta R.T. -0.006 min
1281 Lab File: BF126184.D [(SlEIEEIsliEl0f
Acq: 13 Nov 2021 23:41 WMI=&EE
[ \‘H\ \H!“\‘\”\‘\ U‘i“\ T \“ T H‘\“\ T RARREERRE ‘;\9\3\‘1
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 1354454
Abundance  Scan 902 (7.392 min): BF126184.D\datams 10N Ratio Lower Upper
82.1 82 100
128 38.7 40.6 60.8#
R 54.1 54 56.1 49.6 74.4
aw 50
128.1 Abundance
7.392
0\\\‘“\\‘!‘\‘\‘\‘\H‘\\\\“\\H‘H‘H‘HH‘HH‘HH‘
m/z--> 40 60 80 100 120 140 160 180 1000000
Abundance Scan 902 (7.392 min): BF126184.D\data.ms (-85
82.1
Sub 54.0 500000
50 128.1
miz--> 40 60 80 100 120 140 160 180  Time-> 7.30 7.40 7.50

Abundance Scan 951 (7.681 min): BF126018.D\data.ms (-94 #25

82.0 Isophorone
Concen: 37.850 ng
RT: 7.392 min Scan# 902
Ref 50 Delta R.T. -0.265 min
390 Lab File: BF126184.D
-~ 54.0 138.1 Acq: 13 Nov 2021 23:41
Ob— \“‘”\ \“i“‘\ T \“\ T \H“‘\ \‘\gﬁ.‘g\ T \1‘2?’?—\ \“ T
miz--> 40 60 80 100 120 140 Tgt IOI’]Z.SZ Resp: 1350105
Abundance  Scan 902 (7.392 min): BF126184.D\datams = 100 Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
54.1 138 0.0 18.4 27 .6#
Raw 50 '
128.1 Abundance
7.392
98.1
0\\3\8‘.‘9\\‘!‘\‘\‘\‘\}‘i‘\\\\“\171\279‘\\‘\\‘\\
m/z--> 40 60 80 100 120 140 1000000
Abundance Scan 902 (7.392 min): BF126184.D\data.ms (-89
82.1
Sub 54.1 500000
50 128.1
98.1
o2 Il e | e
m/z-—-> 40 60 80 100 120 140 Time--> 7.40 750
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Abundance Scan 969 (7.787 min): BF126018.D\data.ms (-96 #27

107.0 2,4-Dimethylphenol
Concen: 3.144 ng
RT: 7.851 min Scan# 9l Elies
Ref 50 770 Delta R.T. ©0.082 min \A_
' Lab File: BF126184.D [SUERISER I
51.0 ‘ Acq: 13 Nov 2021 23:41 WMI=&EE
0\\\“i“\\“1“\“‘\‘\\\“\\}H\‘\\‘\\“\\\\‘\\\\‘\\\\‘\1\9\2\.‘9
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:122 Resp: 48892
Abundance  Scan 980 (7.851 min): BF126184.D\datams 190 Ratlo Lower Upper
105.0 122 100
77.0
: 107 2.0 85.0 127.6#
121 0.0 43.3  64.9%
Raw 50, 510
Abundance
20000{  /-$51
0! ‘i“‘l”\‘\‘\“‘c“\ = “\ T T T I T [T I T[T
miz--> 40 60 80 100 120 140 160 180 15000
Abundance Scan 980 (7.851 min): BF126184.D\data.ms (-91
105.0
o 10000
Sub 50 0
5L 5000
0 e e
miz--> 40 60 80 100 120 140 160 180 Time--> 7.80 7.90 8.00

Abundance Scan 991 (7.916 min): BF126018.D\data.ms (-97 #32

77.0 105.0 Benzoic acid
122.0 Concen: 13.?46 ng
RT: 7.851 min Scan# 980
Ref 50 51.0 Delta R.T. -0.047 min
Lab File: BF126184.D
Acq: 13 N :
38.1 cq ov 2021 23:41
G \‘\\\‘“‘\\‘\\"‘\\\\‘6\\\\‘\!“\1‘\\\\‘\1\\‘\\1\‘\\\\‘\‘\\\‘\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion:122 Resp: 48892
Abundance  Scan 980 (7.851 min): BF126184.D\datams | 10N Ratlo Lower Upper
770 105.0 122.0 122 100
' 105 114.0 97.6 137.6
77 93.9 59.6 99.6
Raw 50 51.0
Abundance
Obr \‘1 H\‘\ T ‘ ‘\‘\ ‘\‘\ \W\“‘ ‘M 1“ M‘\‘\ “\ \‘ \‘\ ‘\ t 1 T T T \‘\ T 20000
m/z--> 30 40 50 60 70 80 90 100 110120 130
Abundance Scan 980 (7.851 min): BF126184.D\data.ms (-93 15000
105.0
77.0 10000
Sub 50
60.0 122.0 5000
a0 |
miz--> 30 40 50 60 70 80 90 100 110 120 130 Time--> 7.80 7.90 8.00
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Abundance Scan 1327 (9.892 min): BF126018.D\data.ms (-1 #39

162.1 Acenaphthene-dle
Concen: 20.000 ng
RT: 9.869 min Scan# 1lgfidtipgl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF126184.D (GUCIEERTIEIH
Acq: 13 Nov 2021 23:41 WMI=&EE

80.0

106.1 132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:164 Resp: 528514
Abundance Scan 1323 (9.869 min): BF126184.D\datams 10" Ratlo Lower Upper
162.1 164 100

162 101.4 81.3 121.9
160 42.9 38.0 57.0

Raw 50
Abundance
80.1 9.869
O 54 O\‘\ HH‘ 108 1 13% 1 1l 1911 600000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1323 (9.869 min): BF126184.D\data.ms (-1
1621 400000
sub 4, 200000
80.1
0 54 oyl 106.0 13? 1 \‘ 191.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\ \‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time->  9.809.859.909.95

Abundance Scan 1461 (10.680 min): BF126018.D\data.ms (- #42

329.€ | 2,4,6-Tribromophenol
Concen: 49.980 ng

RT: 10.657 min Scan# 1457

Ref 50| 620 Delta R.T. -0.006 min
140.9 Lab File: BF126184.D
‘ H 2218 Acq: 13 Nov 2021 23:41
oL N \“ Ly 1“02 § m\\ R “H“‘ : \l\\ AR
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 302721

Abundance Scan 1457 (10.657 min): BF126184.D\datams 10N Ratio Lower Upper
3206 330 100

332 97.1 76.2 114.4
141 35.1 44.6 66.8#

Raw 50/ 620

142.9 Abundance
221.9 10.557

UW“W‘ ) 300000

‘ ‘ . H \HM .
T ‘ T L ‘ L
m/z--> 150 200 250 300
Abundance Scan 1457 (10.657 min): BF126184.D\data.ms (-
329.¢ 200000

O

Sub
501 62.0 100000

142.9
221.9

\\ M b 1}03 9 H o \h “Hh \‘\\ 0

I
miz--> 50 100 150 200 250 300 Time-> 10.60  10.70

o
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Abundance Scan 1212 (9.216 min): BF126018.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 62.461 ng
RT: 9.192 min Scan# 1lgfidtipgl=lgies
Ref 50 Delta R.T. -0.006 min _
Lab File: BF126184.D (GUCIEERTIEIH
Acq: 13 Nov 2021 23:41 WMI=&EE

51.0 85.0 1200 146.1 ‘

207.C
0\\\’\\\\‘\\\‘H}‘\h\\\‘\\\\i\\\‘\‘}‘\‘\‘\‘\\‘ \‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:172 Resp: 2442848
Abundance Scan 1208 (9.192 min): BF126184.D\datams 19" Ratlo Lower Upper
172.1 172 100
171  38.1 26.5 39.7
170 24.9 18.8 28.2
Raw 50
Abundance
9.192
85.0 146.0 2500000
0 TTT ’\5\].\\0‘ \ T \w ‘ \h\ T \ ‘ T \]\-\2‘()\(\)\‘\ ‘ H\“\‘ T ‘ T \‘ ‘\ ‘ TTT \2‘(\)\7-\9
miz--> 40 60 80 100 120 140 160 180 200 2000000
Abundance Scan 1208 (9.192 min): BF126184.D\data.ms (-1
172.1 1500000
Sub 1000000
50
500000
51.0 850 190 146.0
YRt N B 07 O e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25

Abundance Scan 1248 (9 428 min): BF126018.D\data.ms (-1 #48

65. 2-Nitroaniline
138.0 Concen: 2.948 ng
92.0 RT: 9.433 min Scan# 1249
Ref 50 Delta R.T. ©0.017 min
Lab File: BF126184.D
Acq: 13 Nov 2021 23:41
0 H”‘w‘ w!“w”‘w‘ww”w“lg?\'?
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 65 Resp: 1108
Abundance Scan 1249 (9. 433 min): BF126184.D\data.ms Ig; ig;io Lower Upper
430 . 92 0.8 55.5 83.3#
138 0.0 93.5 140.3#
Raw 50
Abundance
‘ ‘ ‘ 164.0 1000
. \H_‘\‘\‘WMHWWIWH_
m/z--> 40 60 80 100 120 140 160 180 200 800 9433
Abundance Scan 1249 (9.433 min): BF126184.D\data.ms (-1
104.0 600
Sub 400
50
50.9 200
T 164.0
0"‘\“H“w”w“”w \\\‘\\ AR RASA RARRRRARR
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.40 9.42 9.44 9.46
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Abundance Scan 1290 (9.675 min): BF126018.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
89.0 Concen: 10.321 ng
63.0 RT: 9.869 min Scan# 1lQSIdtlyl=lais
Ref 50 Delta R.T. ©0.212 min \A_
121 0 Lab File: BF126184.D |(SUCEEEIEIE
39.1 . NPR\VBR1
‘ ‘ ‘ Acq: 13 Nov 2021 23:41
0\\‘\\!‘\“!“\\\“\H\\\“\‘H‘\\\’\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 68074
Abundance Scan 1323 (9.869 min): BF126184.D\datams | 10N Ratlo Lower Upper
1601 165 100
63 1.0 42.6 63.8#
89 1.2 40.6 60.8#
Raw 50
Abundance
80.1 9.869
) 10611821 80000
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1323 (9.869 min): BF126184.D\data.ms (-1
162.1
40000
Sub
50
20000
80.1
G 54 0\‘\ HH‘ 1060 132 1 Ly 1911 0
SN ST FT! 'Yt VRSN L MM 6 LS e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.85  9.90
Abundance Scan 1318 (9.839 min): BF126018.D\data.ms (-1 #53
65.0 3-Nitroaniline
92.0 Concen: 26.634 ng
138.0 RT: 9.745 min Scan# 1302
Ref 50 Delta R.T. -0.083 min
39.0 Lab File: BF126184.D
Acq: 13 Nov 2021 23:41
O' \\\‘\\‘\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:138 Resp: 186078
Abundance Scan 1302 (9.745 min): BF126184.D\datams = 100 Ratio Lower Upper
128.0 138 100
108 1.1 9.3 13.9%
92 3.5 76.5 114.7#
Raw 50
95.0 Abundance
200000 9.745
411 67.0
0 W“\‘\‘U‘\ ‘ \‘”\\H T \\!‘\\‘\\‘1\\\‘]-\5\]\_\0‘\ T \\‘\\\\2‘9\6\9\
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1302 (9.745 min): BF126184.D\data.ms (-1
128.0
100000
Sub 50
95.0 50000
41.0 67.0
Ot bbb ASLO_ 206.€ O A
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.70 9.75 9.80
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Mon Nov 15 10:03:58 2021

Page 11



Abundance Scan 1344 (9.992 min): BF126018.D\data.ms (-1 #56

63.0 4-Nitrophenol
39.0 1090 1499 Concen: 2.909 ng
RT: 9.745 min Scan# 1lgfSidtipgl=lgies
Ref 50 Delta R.T. -0.241 min |
Lab File: BF126184.D [(®ICHIEEIelEI(CH
Acq: 13 Nov 2021 23:41 WMI=&EE
0! \\‘h\‘i‘\\}‘\‘\‘\‘H“\\\\}\\\\‘\.\\\‘\]\_?\5‘.\9\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:139 Resp: 15521
Abundance Scan 1302 (9.745 min): BF126184.D\datams | 100 Ratlo Lower Upper
128.0 139 100
109 13.4 60.4 100.4#
65 40.6 58.4 98.4#
Raw 50
95.0 Abundance
9.745
41.1 67.0
O~ \“i“\ | ‘U‘\ “\“H T \H TT i‘! T \‘\ I 1 TT \“]-\E\’:\L\(‘)\ T \2‘(\)\6\9\ 15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1302 (9.745 min): BF126184.D\data.ms (-1
1238.0 10000
Sub
50 95.0 5000
41.0 67.0
Ol bbbt ABLO_ 206.8 e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 970  9.75
Abundance Scan 1358 (10.075 min): BF126018.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
Concen: 9.858 ng
63.0 RT: 9.869 min Scan# 1323
Ref 50 Delta R.T. -0.194 min
39.0 119.0 Lab File: BF126184.D
‘ Acq: 13 Nov 2021 23:41
0! HHM \‘”ih‘\‘\‘”}u‘i\\\\“\V\\‘\MH“HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 68074
Abundance Scan 1323 (9.869 min): BF126184.D\datams | 100 Ratio Lower Upper
1602.1 165 100
63 1.0 40.9 61.34#
89 1.2 59.7 89.5#
Raw 5o 182 0.6 0.0 0.0
Abundance
80.1 9.869
| 108.1132.1 80000
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1323 (9.869 min): BF126184.D\data.ms (-1
162.1
40000
Sub
50
20000
80.0
0 \51\1\‘0\‘\ Ll 108113%0 I 191.1 0
T I R B B e A
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.85 9.90
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Abundance Scan 1579 (11.375 min): BF126018.D\data.ms (1 #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.357 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF126184.D [(®ICHIEEIelEI(CH
Acq: 13 Nov 2021 23:41 WMI=&EE
80.1 156.1
o2 Iy ue1 PR | a0
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 759170
Abundance Scan 1576 (11.357 min): BF126184.D\datams 100 Ratio lLower Upper
1881 188 100
94 8.0 6.7 10.1
80 9.2 7.5 11.3
Raw 50
Abundance
11.857
80.
o421 ‘1180 15ﬁ1 [l 2210 281, 800000
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 1576 (11.357 min): BF126184.D\data.ms (1 600000
188.1
400000
Sub
Y 5
200000
o 1000 1561 4 2010 281 ,
| L e
miz--> 50 100 150 200 250 Time--> 11.30 11.35 11.40
Abundance Scan 1428 (10.486 min): BF126018.D\data.ms (- #65
198.0 4,6-Dinitro-2-methylphenol
Concen: 8.477 ng
RT: 10.657 min Scan# 1457
Ref 50 51.0 121.0 Delta R.T. ©.188 min
' Lab File: BF126184.D
‘ ‘ Acq: 13 Nov 2021 23:41
G\\“‘\L\h\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 Tgt Ion:198 Resp: 709
Abundance Scan 1457 (10.657 min): BF126184.D\datams = 100 Ratio Lower Upper
320.¢ 198 100
51 206.3 45.3 85.3#
105 191.0 30.6 70.6#
Raw 50| 620
142.9 Abundance
221.9
‘ H | 2500
oL ‘ u\u \HM‘ o “h‘ ‘\‘\\ e
Abundance Scan1457(10657|ﬂn0:BF126184INda&Lms(-
320.¢ 1500
Sub 1000 10.657
501 62.0
142.9 500
‘ H 221.9
0 ‘\\‘ ‘ uu ! ‘ ‘h‘ ' \uh — H“h‘ ‘\l\\ e 0'7‘ : : E—
m/z--> 100 150 200 250 300 Time--> 10.65
BF126184.D 8270-BF110321.M Mon Nov 15 10:04:00 2021 Page 13



Abundance Scan 1502 (10.922 min): BF126018.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
1411 Concen: 2.165 ng
RT: 10.657 min Scan#t 1{gSagilnlclle
Ref 50 70 Delta R.T. -0.247 min a
Lab File: BF126184.D [(SlEhISElollEIl0f
4 ‘ Acq: 13 Nov 2021 23:41 WIEGE
OH_\u‘\HH_HLm 7R
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 19904
Abundance Scan 1457 (10.657 min): BF126184.D\data.ms 10" Ratio Lower Upper
3206 248 100
250 200.0 74.2 111.4%
141 467.0 60.4 90.6#
Raw 50/ 620
142.9 Abundance
221.9
0‘ : u\u ‘r\‘ ‘ H \HM‘ o “Hh‘ ‘\l\\‘ o 100000
miz--> 100 150 200 250 300
Abundance Scan 1457 (10.657 min): BF126184.D\data.ms (-
320.¢
50000
SUb ol 620
142.9 7
H 221.9
ok “uu h \uh “‘UHMH\L\HH“‘ T
miz--> 50 100 150 200 250 300 Time--> 10.65

Abundance Scan 1618 (11.604 min): BF126018.D\data.ms (- #73

167.1 Carbazole
Concen: 47.990 ng
RT: 11.816 min Scan# 1654
Ref 50 Delta R.T. ©0.223 min
Lab File: BF126184.D
835 139.1 Acq: 13 Nov 2021 23:41
0 \“5\\1‘\.%“\ T "\‘.”\‘\ T ‘]\-:\Lﬁ.‘(\)\ T \“‘\ TTT \M T \]\-9%\8\ T %3\;\ 9
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:167 Resp: 1829464
Abundance Scan 1654 (11.816 min): BF126184.D\datams = 10N Ratlo Lower Upper
167.1 167 100
166 1.2 17.4 26.0#
941 121.1 139 2.5 11.0 16.4#%
Raw 50
67.0 Abundance 16
411 ‘ ‘ 800000
0! ‘H“‘\H‘\“\\‘\\‘\1\\‘\\\\‘\\\.\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
) 600000
Abundance Scan 1654 (11.816 min): BF126184.D\data.ms (-
167.1
400000
Sub 94.0 121.1
>0 200000
67.
41.0 ‘ ‘
0' ‘\\‘\\\‘\‘\H\‘\l\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180200220  Time--> 11.70 11.80

BF126184.D 8270-BF110321.M

Mon Nov 15 10:04:00 2021

Page 14



Abundance Scan 2027 (14.010 min): BF126018.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.992 min Scan# 2(gEigil=lies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF126184.D [(SlEhISElollEIl0f
Acq: 13 Nov 2021 23:41 WMI=&EE
118.1
04— ‘6\6‘\(‘)\ 4 i“‘\“”u \1\5“0\0\ t 2081 T \1\1
m/z--> 50 100 150 200 250 Tgt IOT’IZ?40 RESpZ 490635
Abundance Scan 2024 (13.992 min): BF126184.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 9.0 10.8 16.2#
236 25.7 21.6 32.4
Raw 50
Abundance
13.992
120.1
o421 80.0 7" 1581 2081 ‘HM 280 200000
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 400000
Abundance Scan 2024 (13.992 min): BF126184.D\data.ms (-
24p.2 300000
Sub 200000
50
100000
120.1
oL 520 880 7" 158.1 208.1 ‘HM 2831 |
e T R ———
m/z--> 50 100 150 200 250 Time--> 14.00
Abundance Scan 1849 (12.963 min): BF126018.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 58.797 ng
RT: 12.939 min Scan# 1845
Ref 50 Delta R.T. -0.006 min
Lab File: BF126184.D
Acq: 13 Nov 2021 23:41
0+ \‘5‘4‘.-\1‘\ \”9%‘}“:\]-2‘\‘2.\1‘\ ]‘-6“?-} T 51\%\2‘\ “‘M“‘ T
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1788965
Abundance Scan 1845 (12.939 min): BF126184.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 7.3 5.9 8.9
122 10.1 9.0 13.4
Raw 50
Abundance
12.8939
1 o1 P 101 a1
T “\‘\ T \”“\ T T LS — T N \”‘ T 1500000
miz--> 50 100 150 200 250
Abundance Scan 1845 (12.939 min): BF126184.D\data.ms (-
249.2 1000000
Sub
50 500000
o 540 g2 R 0L 2zt |
m/z--> 50 100 150 200 250  Time--> 12.90 12.95 13.00

BF126184.D 8270-BF110321.M

Mon Nov 15 10:04:01 2021

Page 15



Abundance Scan 2275 (15.468 min): BF126018.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.456 min Scan#t 2/gigiil=glies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF126184.D [(SlEIEEIsliEl0f
1321 Acq: 13 Nov 2021 23:41 WIEREE
04\3‘0\ \9\0\.(’)\”\ ‘\H\ T \1\89\1‘2\2\1\“2\ ‘N\h‘\ L B B
m/z--> 50 100 150 200 250 300 350 gt Ion:264 Resp: 570847
Abundance Scan 2273 (15.456 min): BF126184.D\datams | 10N Ratlo Lower Upper
264.2 264 100
260 24.9 19.6 29.4
265 21.4 17.2 25.8
Raw 50
Abundance
15.456
132.1
0 75.9 Il \” 2070 T 1} 3565. 400000
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2273 (15.456 min): BF126184.D\data.ms (+ 300000
264.1
200000
Sub
50
100000
132.1
0410 881 Il MH 2041 In Lk 1
T e
miz--> 50 100 150 200 250 300 350 Time--> 15.40 15.50 15.60
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