Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022323\
Data File : BF132525.D

Acqg On : 23 Feb 2023 17:41
Operator : CG\JU

Sample : 01635-01

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Feb 24 00:38:53 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 23 00:59:42 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.007 152 188511 20.000 ng 0.00
21) Naphthalene-d8 8.295 136 814328 20.000 ng 0.00
39) Acenaphthene-di10 10.054 164 464222 20.000 ng 0.00
64) Phenanthrene-d10 11.554 188 865693 20.000 ng 0.00
76) Chrysene-di12 14.207 240 439737 20.000 ng -0.01
86) Perylene-di12 15.760 264 444507 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.643 112 1046019 90.056 ng 0.00

7) Phenol-d6 6.637 99 1403015 92.554 ng 0.00
23) Nitrobenzene-d5 7.572 82 941337 54.844 ng 0.00
42) 2,4,6-Tribromophenol 10.854 330 357565 71.322 ng 0.00
45) 2-Fluorobiphenyl 9.372 172 1535361 50.360 ng 0.00
79) Terphenyl-di4 13.142 244 1652292 63.529 ng 0.00

Target Compounds Qvalue

4) n-Nitrosodimethylamine 3.737 42 46640 7.240 ng # 1

9) Benzaldehyde 6.560 77 332272 40.622 ng 98
10) Phenol 6.649 94 112224 6.457 ng 97
19) n-Nitroso-di-n-propyla.. 7.572 70 126800 13.592 ng # 78
22) Acetophenone 7.407 105 55900 2.722 ng # 86
25) Isophorone 7.572 82 940522 28.581 ng # 67
27) 2,4-Dimethylphenol 8.137 122 988988 77.368 ng # 2
32) Benzoic acid 8.137 122 988988 94.170 ng 92
46) 1,1'-Biphenyl 9.472 154 560767 15.960 ng 98
51) 2,6-Dinitrotoluene 10.054 165 61082 7.935 ng # 23
57) 2,4-Dinitrotoluene 10.054 165 61082 5.964 ng # 22
63) Azobenzene 10.766 77 155668 4.453 ng # 1
65) 4,6-Dinitro-2-methylph... 10.913 198 341662 58.301 ng # 1
67) 4-Bromophenyl-phenylether 10.854 248 24507 2.503 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance Scan 710 (7.013 min): BF132504.D\data.ms (-70 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.007 min Scan# 7{gSidtgl=lgies
Ref 50 115.0 Delta R.T. -0.006 min A_
52 g 780 Lab File: BF132525.D |(®IEIEEIsliEll0f
“ Acq: 23 Feb 2023 17:41 SEIRZE
0\\\‘i\\‘\\‘\\\“\‘\\\\\\\\‘\\\\‘\\‘\‘\\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 188511
Abundance  Scan 709 (7.007 min): BF132525.D\datams | 100 Ratio Lower Upper
150.0 152 100
150 156.0 125.4 188.2
115 61.6 47.8 71.6
Raw 50
78.0 115.0 Abundance
52.0 ’
0\\\w\\‘!\‘\\\“!‘\H\‘\H\‘\\H‘\\H‘\\\\‘\\\\‘\\\\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 709 (7.007 min): BF132525.D\data.ms (-69
150.0 400000
Sub 7007
50 115.0 200000
52 0 78.0
0 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.95 7.00 7.05
Abundance Scan 135 (3.631 min): BF132504.D\data.ms (-12 #4
74.0 n-Nitrosodimethylamine
Concen: 7.240 ng
RT: 3.737 min Scan# 153
Ref 50 Delta R.T. ©.106 min
Lab File: BF132525.D
Acq: 23 Feb 2023 17:41
0 T 1 ‘ \ T T ‘1\1\9\()\ ‘ T \1\9\30\ L ‘ \2\8\1\0‘ T \3\4.\1"
miz--> 50 100 150 200 250 300 Tgt Ion: 42 Resp: 46640
Abundance ~ Scan 153 (3.737 min): BF132525.D\data.ms 10N Ratio Lower Upper
458.0 42 100
74 1.6 118.2 177.2#
44 179.1 5.3 7.9#
Raw gp
Abundance
20000
0\‘\““‘\‘\8:\3.\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 15000
Abundance Scan 153 (3.737 min): BF132525.D\data.ms (-11
450 3.787
10000
Sub
50 5000
m/z--> 50 100 150 200 250 300 Time--> 3.60 3.70 3.80
BF132525.D 8270-BF022223.M Fri Feb 24 00:38:59 2023
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Abundance Scan 476 (5.637 min): BF132504.D\data.ms (-47 #5

112.0 2-Fluorophenol
64.0 Concen: 90.056 ng
RT: 5.643 min Scan# 41t glEies
Ref 50 Delta R.T. ©0.006 min _
Lab File: BF132525.D (SlUEERISEIIAEI
L Acq: 23 Feb 2023 17:41 SMERZE
0\\\‘\\“\‘1“”\‘\\‘\‘8‘\6\\\‘\\ ‘\‘\\\\‘\\\\16\\7\\8‘\\\%9\7\1
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:112 Resp: 1046019
Abundance  Scan 477 (5.643 min): BF132525.D\data.ms 100 Ratio lower Upper
112.0 112 100
64 63.2 51.6 77.4
64.0 63 34.3 27.4 41.2
Raw 50
Abundance
L 1000000 5443
0"“H‘m\‘mf‘ﬁ‘pm_‘ e 1680 2070
miz—> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 477 (5.643 min): BF132525.D\data.ms (-42
112.0 600000
sub 64.0 400000
50
ZOOOOOJ
0 80 || g 1880 2070 0 —
miz—-> 40 60 80 100 120 140 160 180 200  Time-> 560 5.70

Abundance Scan 647 (6.642 min): BF132504.D\data.ms (-64 #7

99.1 Phenol-d6
Concen: 92.554 ng
RT: 6.637 min Scan# 646
Ref 50 711 Delta R.T. -0.006 min
: Lab File: BF132525.D
421 Acq: 23 Feb 2023 17:41
0 "H\“‘HW,:“HH,"m‘}mwHHWHWHWHWH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 99 Resp: 1403015
Abundance  Scan 646 (6.637 min): BF132525.D\data.ms ~ 10N Ratio Lower Upper
99.0 99 100
42 17.5 13.9 20.9
71 37.8 28.5 42.7
Raw
%0 71.1 Abundance
42.1 6.637
0"whmuﬂﬂkw‘HJ}H‘W‘H“H‘W“H‘H‘%Qﬁﬁ
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 646 (6.637 min): BF132525.D\data.ms (-59
99.0
Sub 500000
50 71.1
42.0
0 ”“‘\““‘”““r“”” NS A A A R VARASNABASRARRL
miz—-> 40 60 80 100 120 140 160 180 200  Time-> 6.60 6.65 6.70

BF132525.D 8270-BF022223.M Fri Feb 24 00:39:00 2023 Page 4



Abundance Scan 634 (6.566 min): BF132504.D\data.ms (-62 #9

77.0 Benzaldehyde

Concen: 40.622 ng

RT: 6.560 min Scan# 6lPSIA TN

Ref 50 Delta R.T. -0.006 min _
Lab File: BF132525.D |(®IEIEEIsliEll0f
394 Acq: 23 Feb 2023 17:41 SMERZE
0+ ”‘\' ““ i \““‘\ T “\ LI R B \296\8\ T \2\8\1\‘
miz--> 50 100 150 200 250 Tgt Ion:‘77 Resp: 332272
Abundance ~ Scan 633 (6.560 min): BF132525.D\data.ms 100 Ratio Lower Upper
71.0 77 100
105 96.7 77.9 117.9
106 91.6 73.4 113.4
Raw 50
Abundance
400000 6.560
0394 T \M\ T ‘m\29.j\ T \297\1\ L B B
miz--> 50 100 150 200 250 300000
Abundance Scan 633 (6.560 min): BF132525.D\data.ms (-58
77.0
200000
Sub
50 100000
39.4
i N - KR AT o
miz--> 50 100 150 200 250 Time--> 650  6.60
Abundance Scan 650 (6.660 min): BF132504.D\data.ms (-64 #10
94.0 Phenol
Concen: 6.457 ng
RT: 6.649 min Scan# 648
Ref 50 66.0 Delta R.T. -0.011 min
39.0 Lab File: BF132525.D
: ‘ Acq: 23 Feb 2023 17:41
0\\\“h\‘\H\“\‘Hh‘\\‘\‘\\\“\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 94 Resp: 112224
Abundance  Scan 648 (6.649 min): BF132525.D\datams = 100 Ratio Lower Upper
94.0 94 100
65 27.9 9.4 49.4
66 38.1 19.8 59.8
Raw  gp
66.0 Abundance
39.0 ‘ 6.649
0 \“h‘hi ‘\‘HM”“H} WH‘\‘\ T \“\‘i TTT T[T T T T[T T T T[T T T TTT %0\?\9 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 648 (6.649 min): BF132525.D\data.ms (-59
94.0 100000
Sub
50 66.0 50000
39.0 ‘
I T e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 6.606.656.70 6.75

BF132525.D 8270-BF022223.M Fri Feb 24 00:39:00 2023 Page 5



Abundance Scan 780 (7.425 min): BF132504.D\data.ms (-77 #19

105.0 n-Nitroso-di-n-propylamine
43.1 Concen: 13.592 ng
’ RT: 7.572 min Scan# SRSVl
Ref 50 Delta R.T. 0.147 min _
Lab File: BF132525.D |(®IEIEEIsliEll0f
Acq: 23 Feb 2023 17:41 SMERZE
ol bbbl ll| 2070 2608 3411 dot,
m/z—-> 50 100 150 200 250 300 350 400 T8t Ion: 7@ Resp: 126800
Abundance ~ Scan 805 (7.572 min): BF132525.D\data.ms 100 Ratio Lower Upper
82.1 70 100
42 42.5 44.1 66.1#
101 0.3 7.4 11.2#
Raw 50 130 2.0 14.2 21.44%
Abundance
(L1 [1200
0\‘\i\‘\‘i\‘\\\\‘\\\\‘HH‘HH’HH’HH‘\
m/z--> 50 100 150 200 250 300 350 400 100000
Abundance Scan 805 (7.572 min): BF132525.D\data.ms (-72
82.1
Sub 50000
50
Ly 1200 _
Ot e 0 e P
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.55 7.60
Abundance Scan 929 (8.301 min): BF132504.D\data.ms (-92 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.295 min Scan# 928
Ref 50 Delta R.T. -0.006 min
Lab File: BF132525.D
54.0 Acq: 23 Feb 2023 17:41
0~ \““\‘H\HW\ “‘\ T \‘J\ T \1\9‘8\8\ L L B B |
miz--> 50 100 150 200 250 300 350 I8t Ion:136 Resp: 814328
Abundance  Scan 928 (8.295 min): BF132525.D\datams | 100 Ratio Lower Upper
136.1 136 100
137 11.6 8.9 13.3
54 8.3 6.2 9.4
Raw s5q 68 6.5 5.2 7.8
Abundance
1000000 8.995
54.0
0Lt “‘\‘H\ Iy “‘\ T \“\ [T T T \\2\4‘8.\8\ T T ‘3\6\9\ 800000
miz--> 50 100 150 200 250 300 350
Abundance Scan 928 (8.295 min): BF132525.D\data.ms (-87  gu0000
136.1
400000
Sub
50
200000
54.0 |
Obpbolprb b €S 909 e
m/z—-> 50 100 150 200 250 300 350 Time-> 830  8.40
BF132525.D 8270-BF022223.M Fri Feb 24 00:39:01 2023 Page 6



Abundance Scan 779 (7.419 min): BF132504.D\data.ms (-77 #22

710 1070 Acetophenone
Concen: 2.722 ng
RT: 7.407 min Scan# 7{gSidtiglclpies
Ref 50 Delta R.T. -0.012 min _
43.0 Lab File: BF132525.D (GUCHISEWIIEIE
Acq: 23 Feb 2023 17:41 SMERZE
ol llhutdy 1| 1ae0 1030 266
miz--> 50 100 150 200 250 Tgt IOT’IZZ!.@S Resp: 55900
Abundance  Scan 777 (7.407 min): BF132525.D\data.ms 10N Ratlo Lower Upper
105.0 105 100
71 0.7 5.0 7.4#%#
51 26.7 31.5 47 . 3#
Raw 50 120 21.5 17.@ 25.4
51.0 Abundance
‘ ‘ 60000
0\‘\“‘\‘\‘”\\ \\:\5\ A A
m/z--> 50 1 00 1 50 200 250
Abundance Scan 777 (7.407 min): BF132525.D\data.ms (-72 40000
105.0
Sub 20000
51.0
0 !1:‘35"1\””\””\” IR
m/z—> 50 100 150 200 250  Time-> 7.35 7.40 7.45

Abundance Scan 806 (7.578 min): BF132504.D\data.ms (-80 #23

82.0 Nitrobenzene-d5
Concen: 54.844 ng
RT: 7.572 min Scan# 805
Ref 50 54.0 1280  Delta R.T. -0.006 min
Lab File: BF132525.D
98.0 Acq: 23 Feb 2023 17:41
oL %00 || es0, | “1°1120 |
T 1T ‘ T \ ‘ L \ T T T ‘ L ‘ L ‘
m/z--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 941337
Abundance ~ Scan 805 (7.572 min): BF132525.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 39.2 32.2 48.2
54 48.5 38.4 57.6
Raw 50 54.0
128.0 Abundance
1000000 7.572
98.0
400 || e8| | 1120 |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 800000
m/z--> 40 60 80 100 120
Abund in): -
undance Scan 805 (7.572 mlnézB.::132525.D\data.ms(75 600000
Sub 400000
u 54.0
%0 128.0
200000
98.0
oL 400 || 880, | | 1120 | 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\’\\\\‘\
m/z--> 40 60 80 100 120 Time--> 7.50 7.55 7.60 7.65

BF132525.D 8270-BF022223.M Fri Feb 24 00:39:02 2023 Page 7



Abundance Scan 850 (7.836 min): BF132504.D\data.ms (-84 #25

82.0 Isophorone
Concen: 28.581 ng
RT: 7.572 min Scan# S{{EidllEpies
Ref 50 Delta R.T. -0.264 min _
Lab File: BF132525.D (SlUEERISEIIAEI
39.0 54.0 1381 Acq: 23 Feb 2023 17:41 [EMERZEE
04— \‘i‘\ \‘\“‘\ T \‘\ T \H“‘\ T \‘\ "]0\6\0\ \1‘23\\1\ \“ T
m/z—-> 40 60 80 100 120 140  Tgt Ion: 82 Resp: 9408522
Abundance  Scan 805 (7.572 min): BF132525.D\data.ms 100 Ratio lLower Upper
82.1 82 100
95 0.0 5.7 8.5#
138 0.0 13.3 19.9#
Raw 50 54.0
128.0 Abundance
1000000 7.572
‘ ‘ 98.0
38. 113.0
Owww‘iqw \‘\‘\‘\‘\ T }‘i‘\\\\“ T \\\‘\\‘\\‘\\ 800000
m/z--> 40 60 80 100 120 140
Abundance in): _
u Scan 805 (7.572 mlgg)..OBF132525.D\data.ms (-79 600000
<ub 400000
u 54.0
50 128.0
200000
98.0
0\\3\8‘.“9\\‘!‘\‘\‘\‘\}‘i‘\\\\“\1\1\3\'0‘\\‘\\‘\\ LI B R R IR BB B
miz--> 40 60 80 100 120 140 Time-> 755 7.60 7.65
Abundance Scan 869 (7.948 min): BF132504.D\data.ms (-86 #27
107.0 2,4-Dimethylphenol
Concen: 77.368 ng
RT: 8.137 min Scan# 901
Ref 50 Delta R.T. ©0.188 min
77.0 Lab File: BF132525.D
39.0 ‘ Acq: 23 Feb 2023 17:41
0 H\“i“\\‘w‘\N\‘”\\‘\“‘H‘W\‘M\\“\\H‘HH‘HH‘HH‘\H\
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion:122 Resp: 988988
Abundance  Scan 901 (8.137 min): BF132525.D\datams = 10N Ratlo Lower Upper
105.0 122 100
77.0 107 0.6 98.7 148.1#
121 0.8 45.8 68.6#
Raw  gp
51.0 Abundance
8.137
0' ‘\\\‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\2‘96\-\8\ 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 901 (8.137 min): BF132525.D\data.ms (-81 120000
105.0
o 100000
Sub
50
51.0 50000
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.00 8.20

BF132525.D 8270-BF022223.M

Fri Feb 24 00:39:02 2023
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Abundance Scan 891 (8.078 min): BF132504.D\data.ms (-87 #32

105.0 Benzoic acid
77.0 Concen:  94.170 ng
RT: 8.137 min Scan# 9([EidlilElies
Ref 50 Delta R.T. ©0.059 min _
51.0 Lab File: BF132525.D (SlUEERISEIIAEI
Acq: 23 Feb 2023 17:41 SMERZE
obwh ol L 1909 205
m/z—-> 40 60 80 100 120 140 160 180 200 220 18t Ion:122 Resp: 988988
Abundance  Scan 901 (8.137 min): BF132525.D\datams | 10" Ratio Lower Upper
105.0 122 100
77.0 105 130.3 102.6 142.6
77 100.1 70.2 110.2
Raw 50
51.0 Abundance
0 ’2’06-8 8/137
miz—> 40 60 80 100 120 140 160 180 200 220 200000
Abundance Scan 901 (8.137 min): BF132525.D\data.ms (-84
105.0
77.0
sub 100000
51.0
0 v2v068 O T ‘%ﬁ&‘
miz—-> 40 60 80 100 120 140 160 180 200 220 Time-> 8.00 820

Abundance Scan 1228 (10.060 min): BF132504.D\data.ms (- #39

162.1 Acenaphthene-d10
Concen: 20.000 ng
RT: 10.054 min Scan# 1227
Ref 50 Delta R.T. -0.006 min
Lab File: BF132525.D
80.0 Acq: 23 Feb 2023 17:41
010Qmw1‘2‘2‘\9 T
miz--> 50 100 150 200 250 300 Tgt Ion:164 Resp: 464222
Abundance Scan 1227 (10.054 min): BF132525.D\datams 10N Ratio Lower Upper
162.1 164 100
162 102.0 79.8 119.8
160 46.5 35.8 53.6
Raw  gp
Abundance
80.0 10.054
500000
0%0\‘-9\“‘\”‘\“‘ 1\2\2\1\ ‘Lu“m\ \\2(‘)7\\0\ L B e \3\4\1‘
miz--> 50 100 150 200 250 300 400000
Abundance Scan 1227 (10.054 min): BF132525.D\data.ms (4
162.1 300000
200000
Sub 50
80.0 100000
0%00 L. ‘1‘2‘2;1 A 2210 341 oS L
m/z--> 50 100 50 200 250 300 Time--> 10.00 10.10

BF132525.D 8270-BF022223.M Fri Feb 24 00:39:03 2023 Page 9



Abundance Scan 1364 (10.860 min): BF132504.D\data.ms (4 #42

329.€ | 2,4,6-Tribromophenol

Concen: 71.322 ng

RT: 10.854 min Scan# 1[[E{dValcliss

Ref 50 62.0 Delta R.T. -0.006 min _
‘ 140.9 Lab File: BF132525.D [GUEhISEIE
H 221.8 Acq: 23 Feb 2023 17:41 EWEEl
o ilotoze | g7 | joras
m/z—-> 50 100 150 200 250 300 Tgt Ion:330 Resp: 357565

Abundance Scan 1363 (10.854 min): BF132525. D\data.ms 1oN Ratio Lower Upper
320¢ 330 100

332 96.8 76.2 114.4
141 37.3 28.4 42.6

Raw 50 620

Abundance
10.854
0 300000
m/z--> 50 100 150 200 250 300
Abundance Scan 1363 (10.854 min): BF132525.D\data.ms (-
329.¢ 200000
Sub
501 620 100000
142.9
H 221.8
0 \‘\““ ‘EH e W‘H\‘q‘%ﬁ%‘\ 1“‘ ‘\ “]\“8\2\8‘ T UHH\ T ‘l“2\7\4\'6\ [T 7\ LI L B N B N R R A
m/z--> 50 100 150 200 250 300 Time--> 10.80 10.85 10.90

Abundance Scan 1112 (9.377 min): BF132504.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 50.360 ng
RT: 9.372 min Scan# 1111
Ref 50 Delta R.T. -0.005 min
Lab File: BF132525.D
Acq: 23 Feb 2023 17:41
0 w51\-0\ ““85“‘-0‘ " ‘12\0"‘0\14:\6@‘0‘ \‘ . )
miz--> 4’0 6’0 8’0 160 12‘0 14‘,0 1éo 1éo 260 Tgt Ion:172 Resp: 1535361
Abundance Scan 1111 (9.372 min): BF132525.D\datams A 10" Ratio Lower Upper
1721 172 100
171 35.4 28.8 43.2
170 24.6 19.7 29.5
Raw gp
Abundance
9.372
0 L 5‘!\0 L ““85“:0‘ m \1‘2(‘).\\0‘14\‘6\h\()\ | ‘ 1500000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1111 (9.372 min): BF132525.D\data.ms (-1
1721 1000000
Sub g 500000
51.0 85.0 1130 146.0 ‘
O et bbb e 0 [T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.30 9.35 9.40

BF132525.D 8270-BF022223.M Fri Feb 24 00:39:04 2023 Page 10



Abundance Scan 1129 (9.477 min): BF132504.D\data.ms (-1 #46

154.1 1,1'-Biphenyl
Concen: 15.960 ng
RT: 9.472 min Scan# 1lgSiEgilaglEgles
Ref 50 Delta R.T. -0.006 min _
Lab File: BF132525.D |(®IEIEEIsliEll0f
76.0 : WER=TGI-204
510 ™ 4050 1280 M Acq: 23 Feb 2023 17:41
0\H“H‘i\“‘\HH\‘\‘\‘\\“\H‘\‘\H\H"H‘ \’\\\\‘\\\\‘-\\
m/z—-> 40 60 80 100 120 140 160 180 200 T8t Ion:154 Resp: 566767
Abundance Scan 1128 (9.472 min): BF132525.D\data.ms 10N Ratio  Lower Upper
154 1 154 100
153 39.7 20.9 60.9
76 13.4 0.0 34.7
Raw 50
Abundance
9472
76.0
1.
0L~ \“ \5\“\ \0““\ T \”\“ \‘\‘\1\0‘%.\0\‘\1‘%”\8\.(\)" T M [T T T T 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1128 (9.472 min): BF132525.D\data.ms (-1
154.1 400000
Sub
50 200000
51.0 76‘;'0 115.0
o PR MMy S N | S e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.40 9.45 9.50
Abundance Scan 1191 (9.842 min): BF132504.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 7.935 ng
89.0 RT: 10.854 min Scan# 1227
Ref 50 Delta R.T. ©.212 min
Lab File: BF132525.D
39-7 H ‘ ‘ Acq: 23 Feb 2023 17:41
0+ ‘L“L \Hh\ ‘i‘“\ ‘W\ ‘“\‘ \“\ “ \‘\ L B B
miz--> 50 100 150 200 250 300 Tgt Ion:165 Resp: 61682
Abundance Scan 1227 (10.054 min): BF132525.D\data.ms A 10 Ratio Lower Upper
162.1 165 100
63 1.2 47.3 70.94#
89 2.5 48.9 73.3#
Raw gp
Abundance
80.0 10.054
04\.0\‘.%\“‘\ HL‘ t ilwzgw‘ﬂw ‘J‘wm\ \\2’07\9\ L L \3\4\1‘ 60000
miz-> 50 100 150 200 250 300
Abundance Scan 1227 (10.054 min): BF132525.D\data.ms (4
162.1 40000
Sub
50 20000
80.0
of00 . 1221 || 2070 341, e
m/z--> 50 100 150 200 250 300 Time--> 10.00 10.05
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Abundance Scan 1260 (10.248 min): BF132504.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
’ Concen: 5.964 ng
RT: 10.054 min Scan#t 1gigiil=gles
Ref 50 Delta R.T. -0.194 min _
Lab File: BF132525.D (SlUEERISEIIAEI
39.0 ‘ ‘ Acq: 23 Feb 2023 17:41 SUEIRZEE
0+ ‘L ‘}h‘ \‘H‘H”‘“‘{ “\L ““‘\ ‘i T “ T LA L B B B
miz-—-> 50 100 150 200 250 300 Tgt Ion:165 Resp: 61082
Abundance Scan 1227 (10.054 min): BF132525.D\datams 10N Ratio  lLower Upper
162.1 165 100
63 1.2 36.5 54.7#
89 2.5 62.4 93.6#
Raw 5 182 8.0 2.1 3.1#
Abundance
80.0 10.054
04\.0\‘.9\“‘\ U\‘\‘ 4t 11\2\2\‘;]\ T TT \2?7\\0\ L B \3\4\1‘ 60000
m/z--> 50 100 150 200 250 300
Abundance Scan 1227 (10.054 min): BF132525.D\data.ms (-
162.1 40000
Sub
50 20000
80.0
0f0.0 || 1224 221.0 341. 0L — —
e e L B
miz--> 50 100 150 200 250 300 Time-> 10.00 10.05
Abundance Scan 1348 (10.766 min): BF132504.D\data.ms (- #63
77.0 Azobenzene
Concen: 4.453 ng
RT: 10.766 min Scan# 1348
Ref 50 Delta R.T. ©0.000 min
51.0 105.0 182.1 Lab File: BF132525.D
' 152.0 Acq: 23 Feb 2023 17:41
0\H“\\‘i\‘”H\‘i“\\\\‘\H\1‘2\?-\()\‘\\‘1‘\.‘\\\\“\\\
miz--> 40 60 80 100 120 140 160 180 T8t Ion: 77 Resp: 155668
Abundance Scan 1348 (10.766 min): BF132525.D\datams 100 Ratio  Lower Upper
105.0 77 100
182 69.1 5.5 45.5#
7.0 105 149.8 1.8 41.8#
Raw 5 1821 51 36.7 6.4 46.4
Abundance
51.0
250000
0 L Al 126.0 15%0 \
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 1348 (10.766 min): BF132525.D\data.ms (-
105.0 150000
o 100000
sub o 182.1
510 50000
0 | Wl | 126.0 15?'0 Il 0
vl S T
miz-> 40 60 80 100 120 140 160 180  Time-> 10.75 10.80
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Abundance Scan 1482 (11.554 min): BF132504.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.554 min Scan#t 14gigilpl=gles
Ref 50 Delta R.T. ©0.000 min _
Lab File: BF132525.D (SlUEERISEIIAEI
80.0 158.1 Acq: 23 Feb 2023 17:41 EWERZE
0 \4\2(‘)‘ T “! i“ ‘1\18\(\)‘ T ‘ﬁ t \m\ T \23\1\9‘26\3\‘
miz--> 50 100 150 200 250 Tgt Ion:}88 Resp: 865693
Abundance Scan 1482 (11.554 min): BF132525.D\data.ms | 10N Ratlo Lower Upper
188.1 188 100
94 9.3 8.3 12.5
80 9.8 8.7 13.1
Raw 50
Abundance
1000000 11.654
80.0 158.1
42.0 118.1
0\\“\‘\”1i“‘\\\‘\‘ﬁ\\m\‘\\\\‘\\ 800000
m/z--> 50 100 150 200 250
Abundance Scan 1482 (11.554 min): BF132525.D\data.ms (- 600000
188.1
b 400000
Su
50
200000
80.0
ol 800 [y 230 1B
miz—> 50 100 150 200 250  Time->  11.50 11.55 11.60

Abundance Scan 1330 (10.660 min): BF132504.D\data.ms (1 #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 58.301 ng

RT: 10.913 min Scan# 1373

Ref 50 51.0 105.0 Delta R.T. ©.253 min
’ Lab File: BF132525.D
Acq: 23 Feb 2023 17:41
L] 1
0\‘1““\‘“\““‘\ \““\ T “\‘\ T R B I
miz--> 50 100 150 200 250 300 Tgt Ion:198 Resp: 341662
Abundance Scan 1373 (10.913 min): BF132525.D\data.ms = 10N Ratlo Lower Upper
105.1 198 100
51 294.3 20.6 60.6#
105 2013.7 24.3 64.34#
Raw 5o
Abundance
51.0 4000000
04 ‘\ } \“\‘”\ T \1\4\3‘0\ T \1\9?\1\ T \2‘56\\9\ | \3\3\1\
miz--> 50 100 150 200 250 300 3000000
Abundance Scan 1373 (10.913 min): BF132525.D\data.ms (-
105.1
2000000
Sub
50
1000000
51.0 0.913
obliil | 1429 8T 2s69 331, —
m/z-> 50 100 150 200 250 300  Time-> 10.85 10.90 10.95
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Abundance Scan 1404 (11.095 min): BF132504.D\data.ms (1 #67
248.0 4-Bromophenyl-phenylether
141.0 Concen: 2.503 ng
77.0 RT: 10.854 min Scan# 1[QSidiinlEls
Ref 50 Delta R.T. -0.241 min
Lab File: BF132525.D |SUEHIEEIsICIEH
Acq: 23 Feb 2023 17:41 SMEIRZE

03%4 ddL. ‘ o lo208e L

m/z—-> 50 100 150 200 250 300 Tgt Ion:248 Resp: 24507

Abundance Scan 1363 (10.854 min): BF132525. D\data.ms 10N Ratio Lower Upper
320¢ 248 100

250 199.6 77.0 115.44#
141 477.6 54.2  81.2#

Raw 50 620

Abundance
o 100000
m/z--> 50 100 150 200 250 300
Abundance Scan 1363 (10.854 min): BF132525.D\data.ms (-
329.¢
50000
Sub
501 620 4
142.8
H 221.8
O\MHMWWNQ%%M1M\H§LO‘\W\\¢?Z+§‘\\ 0‘ T
miz--> 50 100 150 200 250 300 Time-> 10.80 10.85

Abundance Scan 1935 (14.218 min): BF132504.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.207 min Scan# 1933
Ref 50 Delta R.T. -0.011 min
Lab File: BF132525.D
Acq: 23 Feb 2023 17:41
120.0
0L 520 880 " 156.1 20%-1‘\‘““ .
T T ‘ T L ‘ T L T ‘ L L ‘ L T ‘ T L T
m/z--> 50 100 150 200 250 Tgt IOI’]Z%49 Resp: 439737
Abundance Scan 1933 (14.207 min): BF132525.D\data.ms = 10N Ratlo Lower Upper
240.2 240 100
120 10.1 7.2 10.8
236 26.9 21.8 32.6
Raw  gp
Abundance
14.207
120.0 m
208.1
0 \4\2‘0\ \8\81-‘0““\ ‘H T \1‘56\0\ I bl T \2\8\2-\(: 400000
miz--> 50 100 150 200 250
Abundance Scan 1933 (14.207 min): BF132525.D\data.ms (- 300000
240.2
200000
Sub
50
100000
120.0
0420 880, | 158.1 2081 m‘u‘ 281.1
e i B e T
miz-> 50 100 150 200 250 Time--> 1420  14.30
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Abundance Scan 1753 (13.148 min): BF132504.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 63.529 ng
RT: 13.142 min Scan#t 11ggtl=gles
Ref 50 Delta R.T. -0.006 min _
Lab File: BF132525.D [(GICHIEEIel(EI(6H
. . ETGI-294
o 1217601 2121 Acq: 23 Feb 2023 17:41
04— “\‘.\ T \”‘“\ el “\‘\ T ‘| \‘\‘\“\““ I
miz--> 50 100 150 200 250 Tgt Ion:g44 Resp: 1652292
Abundance Scan 1752 (13.142 min): BF132525.D\data.ms = 10" Ratio Lower Upper
244.2 244 100
212 8.1 6.5 9.7
122 9.7 7.5 11.3
Raw 50
Abundance
13.1142
122.1 160.1 2121
T \5‘4‘..\0‘\ ‘19‘0\‘.‘9“\ ‘\‘ by T ‘\“ T ‘| \“ by M\“”“ \2\8\1\( 1500000
m/z--> 50 100 150 200 250
Abundance Scan 1752 (13.142 min): BF132525.D\data.ms (-
1000000
244.2
Sub 50 500000
122.1
Jazo 780 P21 1001 2121 | o,
e At LT — T
m/z--> 50 100 150 200 250 Time--> 13.10 13.20

Abundance Scan 2198 (15.765 min): BF132504.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.760 min Scan# 2197

Ref 50 Delta R.T. -0.006 min
Lab File: BF132525.D
1321 Acq: 23 Feb 2023 17:41
0\ T ‘6\6\0\ | \H\ “H ™ \1\8\0\0‘2\2\3\“1\ ““\““\ T \" T
miz--> 50 100 150 200 250 300 350 '8t Ion:264 Resp: 444567
Abundance Scan 2197 (15.760 min): BF132525.D\data.ms A 1°" Ratio Lower Upper
264.2 264 100

260 25.1 18.8 28.2
265 21.8 17.1 25.7

Raw 5p
Abundance
132.1 15.y60
430 900 | 2070 | 340 300000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abund in): ]
undance Scan 2197 (15.760 min): BF132525.D\data.ms ( 200000
264.1
sub o 100000
132.1
0430 880 | 2041 | 354
ALCELN LN S SUNRES SN . e
miz--> 50 100 150 200 250 300 350 Time-> 15.70 15.80
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