Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062624\
Data File : BF138359.D

Acqg On : 26 Jun 2024 19:00

Operator : CG\JU

Sample : P3049-02

Misc . SHOR-RAG-DRUM

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Jun 27 01:13:15 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 13 01:52:47 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.881 152 200198 20.000 ng -0.01
21) Naphthalene-d8 8.163 136 310423 20.000 ng #-0.01
39) Acenaphthene-di10 9.963 164 339533 20.000 ng 0.04
64) Phenanthrene-d10 11.404 188 495906 20.000 ng -0.01
76) Chrysene-di12 14.039 240 406436 20.000 ng -0.01
86) Perylene-di12 15.510 264 448317 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.522 112 1469464 122.786 ng 0.01

7) Phenol-d6 6.516 99 1292365 85.162 ng 0.00
23) Nitrobenzene-d5 7.445 82 958025 179.667 ng -0.01
42) 2,4,6-Tribromophenol 10.727 330 392464  116.109 ng 0.01
45) 2-Fluorobiphenyl 9.257 172 1883893 88.229 ng 0.00
79) Terphenyl-di4 12.980 244 1372731 53.494 ng -0.02

Target Compounds Qvalue

2) 1,4-Dioxane 2.722 88 1307447 238.726 ng # 58
15) Benzyl Alcohol 7.028 79 44711 4.370 ng 98
17) 2-Methylphenol 7.028 107 31221 3.058 ng # 38
19) n-Nitroso-di-n-propyla... 7.445 70 126560 14.070 ng # 77
22) Acetophenone 7.287 105 26101 3.681 ng # 96
25) Isophorone 7.445 82 954024 98.915 ng # 62
35) Caprolactam 8.598 113 6079 4.639 ng # 1
50) Dimethylphthalate 9.833 163 307882 14.800 ng # 94
54) 2,4-Dinitrophenol 10.004 184 53 4.236 ng # 1
57) 2,4-Dinitrotoluene 9.963 165 44755 8.040 ng # 36
63) Azobenzene 10.451 77 2920422 147.639 ng # 44
65) 4,6-Dinitro-2-methylph... 10.675 198 62 6.955 ng # 1
67) 4-Bromophenyl-phenylether 10.727 248 24550 4.393 ng # 1

(#) = 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\BF062624\
Data File : BF138359.D

Acqg On : 26 Jun 2024 19:00

Operator : CG\JU

Sample : P3049-02

Misc . SHOR-RAG-DRUM

ALS vial : 13  Sample Multiplier: 1

Quant Time: Jun 27 ©1:13:15 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 13 01:52:47 2024

Response via : Initial Calibration

Abundance TIC: BF138359.D\data.ms
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15

Abundance Scan 817 (6.893 min): BF138191.D\data.ms (-81

0.0

15

0.0

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

Ref 50 115.0 Delta R.T. -0.012 min VA
521 78.1 Lab File: BF138359.D (SUEQIEE o
" “ Acq: 26 Jun 2024 19:00 SalSCHRUY
0\\\‘i\\\\‘\\\“\‘\\\\ \\\\“\\\\‘\\‘\‘\ \\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 T8t Ton:152 Resp: 200198
Abundance  Scan 815 (6.881 min): BF138359.D\datams 19" Ratlo Lower Upper

152 100
150 156.0 125.0 187.4
115 6.1 48.4 72.6

RT: 6.881 min Scan# S1EidlilEies

Raw 50
115.0 Abundance
5p0 780
0\\\‘i‘\‘\‘\‘\”‘\\\“!“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\%\\7\9
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 815 (6.881 min): BF138359.D\data.ms (-80
150.0
200000
Sub
50 115.0 100000
52 o 780
miz—-> 40 60 80 100 120 140 160 180 200  Time-—> 6.85  6.90
Abundance Scan 103 (2.693 min): BF138191.D\data.ms (-95 #2
88.0 1,4-Dioxane
58.1 Concen: 238.726 ng
RT: 2.722 min Scan# 108
Ref 50 Delta R.T. ©0.029 min
Lab File: BF138359.D
Acqg: 26 Jun 2024 19:00
0\\\"U\\\“\\\\‘\“\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 83 Resp: 1307447
Abundance  Scan 108 (2.722 min): BF138359.D\datams | 100 Ratio Lower Upper
43.1 87.1 88 100
58 41.2 58.6 87.8%
43 0.0 22.4 33.6%
Raw  5p
Abundance
0\\\"‘}\\\‘\\!\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\%0\\7\-1 3000000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 108 (2.722 min): BF138359.D\data.ms (-44
87.1 2000000
Sub 43.1
50 1000000
‘ 2.722
miz—> 40 60 80 100 120 140 160 180 200  Time--> 260 2.70

BF138359.D 8270-BF061224.M Thu Jun 27 01:13:21 2024 Page 3



Abundance Scan 582 (5.510 min): BF138191.D\data.ms (-57| #5
1121

2-Fluorophenol
Concen: 122.786 ng

64.1 RT: 5.522 min Scan# S{EIEglEies
Ref 50 Delta R.T. ©0.012 min A_
Lab File: BF138359.D (SlEQISEIIAEE
| ‘ Acq: 26 Jun 2024 19:00 SalSCHRUY
0\\\‘H‘\\h\‘}’”\‘\\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\\\\\‘\\\\
miz-—-> 40 60 80 100 120 140 160 180 200 18t Ion:112 Resp: 1469464
Abundance  Scan 584 (5.522 min): BF138359.D\data.ms 10N Ratlo Lower Upper
112.0 112 100
64 53.4 45.2 67.8
64.0 63 26.7 22.9 34.3
Raw 50 .
Abundance
5.522
o221 1L s, L 1409 1839207C 600000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 584 (5.522 min): BF138359.D\data.ms (-53
112.0 400000
50 200000
0 35‘30“‘\ “‘ 8‘6 1409 168.7  207.C
SNSTHRSTRN N I -5 NNED NN oA Lt ggd S RATE=™
miz--> 40 60 80 100 120 140 160 180 200 Time-> 5.40 5.50 5.60 5.70

Abundance Scan 754 (6.522 min): BF138191.D\data.ms (-74 #7
99.1

Phenol-d6
Concen: 85.162 ng
RT: 6.516 min Scan# 753
Ref 50 Delta R.T. -0.006 min
Lab File: BF138359.D
421 Acq: 26 Jun 2024 19:00
0 HU‘“ “H“\”“‘“”\ \“ T 13\3\0 T \1\9\1 0\ [ ‘26\4\9\ T
m/z--> 50 100 150 200 250 Tgt IOI’]Z.99 Resp: 1292365
Abundance ~ Scan 753 (6.516 min): BF138359.D\data.ms 100 Ratio Lower Upper
99.1 99 100
42 16.4 13.7 20.5
71 31.7 25.06  37.6
Raw gp
Abundance
42.1 6.316
04 ‘”‘h “H‘\“‘“”\ T ‘ T 1:3\3\0 \1\77\ (\)20\9\1 \2\4‘8 \92\8\1\( 600000
m/z--> 50 100 1 50 200 250
Abundance Scan 753 (6.516 min): BF138359.D\data.ms (-70
99.1 400000
Sub
50 200000
42.0
ol il | 1330 177.0209.1 248.9281.( e —
miz--> 50 100 150 200 250 Time--> 6.45 6.50 6.55 6.60
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Abundance Scan 841 (7.034 min): BF138191.D\data.ms (-83 #15

791 4081 Benzyl Alcohol
Concen: 4.370 ng
RT: 7.028 min Scan# 8{lgliidiipl=lgies
Ref 50 Delta R.T. -0.006 min _
51.0 Lab File: BF138359.D [(GICHIEEIel(EI(6H:
‘ 0.0 Acq: 26 Jun 2024 19:00 SlCISCERITN
0 \\\‘\\H‘\“‘\‘\\M\\H‘\\‘\‘\‘\‘\ "H‘HH“HH‘HH‘HH
miz—-> 40 60 80 100 120 140 160 180 200 T8t Ion: 79 Resp: 44711
Abundance  Scan 840 (7.028 min): BF138359.D\datams | 190 Ratio Lower Upper
57.1 79 100
108 83.6 65.9 98.9
77 61.0 50.3 75.5
Raw 50
3.1 108. Abundance
T ‘ 20000 7.028
015512070
miz--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 840 (7.028 min): BF138359.D\data.ms (-79
57.1
10000
. %0 108.0 5000
T 0
0 140.1 e ——
miz--> 40 60 80 100 120 140 160 180 200 Time->  6.95 7.00 7.05 7.10
Abundance Scan 859 (7.140 min): BF138191.D\data.ms (-85 #17
108.1 2-Methylphenol
Concen: 3.058 ng
RT: 7.028 min Scan# 840
Ref 50 771 Delta R.T. -0.112 min
Lab File: BF138359.D
51“0 ‘ Acq: 26 Jun 2024 19:00
0Ly u‘\“\ \“\H‘ HH ‘\H L
miz--> 40 60 80 100 120 140 160 180 200  Tet Ton:167 Resp: 31221
Abundance  Scan 840 (7.028 min): BF138359.D\datams 100 Ratio Lower Upper
57.1 107 100
108 130.7 92.7 139.1
77 95.2 35.7 53.5#
Raw 5 79 156.2 34.4 51.6#
31 108.0 Abundance
T ‘ 20000
0 m““‘}‘\“‘ I u‘:”‘w‘! VT ORRL 7% N 40/ £1
miz—-> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 840 (7.028 min): BF138359.D\data.ms (-80
57.0
10000
> S0 108.0 5000
T 0 ‘
0 140.1 ARaRamEaEas "‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.957.007.057.10
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Abundance Scan 888 (7.310 min): BF138191.D\data.ms (-87

#19

105.0 n-Nitroso-di-n-propylamine
Concen: 14.070 ng
RT: 7.445 min Scan# 91l Eies
Ref 50 Delta R.T. ©.135 min _
Lab File: BF138359.D [(GICHIEEIel(EI(6H:
39 Acq: 26 Jun 2024 19:00 SlalCliSRY(CRPICIY
miz-—-> 50 100150 200 250 300 350 400 450 500 Tgt Ion: 7@ Resp: 126560
Abundance  Scan 911 (7.445 min): BF138359.D\data.ms 1N Ratlo Lower Upper
82.1 70 100
42  44.06 42.8 64.2
101 0.7 8.4 12.6#
Raw gg 130 2.2 19.3 28.9#
Abundance
7.445
0 “M“‘Lh"L“‘“\""\".“\""\"“\““\““\““\““\‘ 100000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 911 (7.445 min): BF138359.D\data.ms (-83
82.0
50000
Sub 50
0 ““i“L“‘w”w”w'””W”\‘”w”w”w”w”w T ‘/‘ﬁ\ T
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 740 745

Abundance Scan 1035 (8.175 min): BF138191.D\data.ms (-1

136.1

#21

Naphthalene-d8

Concen: 20.000 ng

RT: 8.163 min Scan# 1033

Ref 50 Delta R.T. -0.012 min
Lab File: BF138359.D
54 1 82 1 10?1 H Acqg: 26 Jun 2024 19:00
0\\\‘\\H\‘\‘1\“‘”\\\\‘\\\\‘\\1"\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:136 Resp: 316423
Abundance Scan 1033 (8.163 min): BF138359.D\data.ms 100 Ratio  Lower Upper
731 136 100
137 1.8 9.1 13.7
54 14.5 6.6 10.0#
Raw 59 68 15.2 5.4  8.2#
411 Abundance
1011 4361
' 300000
0\\\““\‘\\‘1“\{“‘\‘ “\‘\‘\\“\\\H‘\\\\‘\\\1\‘6\5\\2\’\\2\\0‘1\9\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 101;;’; (8.163 min): BF138359.D\data.ms (-9 200000
Sub
501 41 1 136.1 100000
101.1
0 1652 2031
miz--> 40 60 80 100120 140160180 200 220 Time--> 8.10 820 8.30
BF138359.D 8270-BF061224.M Thu Jun 27 ©1:13:24 2024
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Abundance Scan 887 (7.304 min): BF138191.D\data.ms (-88 #22

105.1 Acetophenone
Concen: 3.681 ng
RT: 7.287 min Scan# 8{gSiidiipgl=lgies
Ref 50 Delta R.T. -0.018 min _
Lab File: BF138359.D (GUCINEETSIEIR
39 Acq: 26 Jun 2024 19:00 SIlSLSNACIRIIEI
0 \L‘J“\\“HH‘H‘\L\ \\\29\7\.‘\]\ \\\3\"]\3\.\1\‘:\3§\6‘-\9\ \4\’?\1\-%‘\\5\4\.‘8\-
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:105 Resp: 26101
Abundance  Scan 884 (7.287 min): BF138359.D\data.ms 10N Ratlo Lower Upper
105.0 105 100
71 3.
51 25.
Raw 5 120 21.8
Abundance
B9.
207.0
0 '\”"“\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\ 15000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 884 (7.287 min): BF138359.D\data.ms (-83
Sub
50 5000
o’ﬁ-‘mw[H‘“?9‘?;9"‘H"‘HWH_MW_W oL
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 7.25 7.30
Abundance Scan 913 (7.457 min): BF138191.D\data.ms (-90 #23
82.0 Nitrobenzene-d5
Concen: 179.667 ng
RT: 7.445 min Scan# 911
Ref 50 128.1 Delta R.T. -0.012 min
Lab File: BF138359.D
42‘9 | Acqg: 26 Jun 2024 19:00
0\‘1i‘\‘\‘“\“\‘\‘\‘\\‘\\\\.‘\\\\‘\\\'\
miz-—-> 50 100 150 200 250 Tgt IOI’]Z.SZ Resp: 958025
Abundance  Scan 911 (7.445 min): BF138359.D\data.ms | 10N Ratlo Lower Upper
82.1 82 100
128 49.3 37.2 55.8
54 45.9 39.8 59.6
Raw 50 128.0
Abundance
7.445
42.
0\‘\“]‘\‘!“\“‘\“ Tl T \297\(\) LA B 800000
miz--> 50 100 150 200 250
Abundance Scan 911 (7.445 min): BF138359.D\data.ms (-86 00000
82.0
400000
sub 128.0
200000
miz-> 50 100 150 200 250 Time--> 740 750
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Abundance Scan 957 (7.716 min): BF138191.D\data.ms (-95 #25

82.1 Isophorone
Concen: 98.915 ng
RT: 7.445 min Scan# 9lgiSiidiipl=lgies
Ref 50 Delta R.T. -0.271 min A_
138.1 Lab File: BF138359.D (GUCINEETSIEIR
39.1 : Acq: 26 Jun 2024 19:00 SllCSEYa(CHPIIIN
0\\\“‘\\‘\“‘\‘\\\\“\\\‘\‘1\1\0\\1‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
m/z-> 80 100 120 140 160 180 200 T8t Ion: 82 Resp: 954624
Abundance Scan 911 (7.445 min): BF138359.D\datams | 10N Ratio Lower Upper
82.1 82 100
95 0.1 5.6 8.4#
138 0.0 16.4 24.6%#
Raw 50 54.1 128.0
Abundance
7.445
0\\\‘i‘\\‘\“\‘\‘\‘\\“\H'\]“Oﬁ\o\‘\H\‘\H\‘\\H‘\\WEQW?\Q 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 911 (7.445 min): BF138359.D\data.ms (-90 600000
82.0
400000
Sub 0l 540 128.0
200000
Ot b 1930 O e
miz—> 40 60 80 100 120 140 160 180 200 Time-> 7.40 7.45 7.50
Abundance Scan 1110 (8.616 min): BF138191.D\data.ms (-1 #35
53.0 Caprolactam
113.1 Concen: 4.639 ng
85.0 ’ RT: 8.598 min Scan# 1107
Ref 50 Delta R.T. -0.018 min
Lab File: BF138359.D
Acqg: 26 Jun 2024 19:00
0 ‘\h‘\\"\‘\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:113 Resp: 6079
Abundance Scan 1107 (8.598 min): BF138359.D\data.ms = 10N Ratlo Lower Upper
73.0 113 100
55 28355.1 135.4 175.4#
56 6530.8 95.5 135.5#
Raw 50/ 41.1
Abundance
\_/f/
‘ ‘ 101.0 800000
0 \H‘HH\‘\ 1“ T \“\ T AR “‘\ TT \ T \’\]’45 \1\ ‘1\7\2\?\ T %92\\9\
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1107 (8.598 min): BF138359.D\data.ms (-1
59.1
400000
Sub 88.0
50
200000t ———————
0 B CU AR TE NPT e
miz—> 40 60 80 100 120 140 160 180 200 Time-> 8.56 8.58 8.60 8.62
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Abundance Scan 1333 (9.928 min): BF138191.D\data.ms (-1 #39
162.1

Acenaphthene-d1e
Concen: 20.000 ng
RT: 9.963 min Scan# 11EdllEgies
Ref 50 Delta R.T. ©0.035 min
80.1 Lab File: BF138359.D (SlEQISEIIAEE
Acq: 26 Jun 2024 19:00 SlalCliSRY(CRPICIY
0 ‘4%?\ ‘\‘\‘ \h‘\‘ 1 “12“2"\1‘ ‘ —5 L L
miz--> 50 100 150 200 250 Tgt Ion:}64 Resp: 339533
Abundance Scan 1339 (9.963 min): BF138359.D\data.ms = 10N Ratlo Lower Upper
162.1 164 100
162 100.7 80.6 121.0
160 44.2 36.3 54.5
Raw 50
Abundance
80.1 9.963
ol bt 1220 I 2014 281 150000
miz—> 50 100 150 200 250
Abundance Scan 1339 (9.963 min): BF138359.D\data.ms (-1
164.1 100000
sub g 50000
80.0 \\
0 ‘4‘2‘0\ | \\‘ u‘\“ ‘ ‘1‘3‘%.‘0‘\ . ‘2‘0‘1-‘9‘ — — S— —
miz—-> 50 100 150 200 250 Time-—> 990  10.00

Abundance Scan 1467 (10.716 min): BF138191.D\data.ms (- #42

329.6 2,4,6-Tribromophenol
Concen: 116.109 ng

RT: 10.727 min Scan# 1469

Ref 50 621 Delta R.T. 0.012 min
140.9 Lab File: BF138359.D
‘ H 221.9 Acq: 26 Jun 2024 19:00
ok \‘\‘ ‘i‘ }‘ py U ‘ e ;h‘ ‘]“‘bB‘O.‘O“ : UH‘\‘ : Ll\\‘2‘7‘2‘-6‘ o
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 392464

Abundance Scan 1469 (10.727 min): BF138359.D\data.ms 1oN Ratio Lower Upper
320¢ 330 100

332 96.2 76.6 115.0
141 28.2 23.9 35.9

Raw 5p
62.0 140.9 Abundance (o7
H 221.8 :
0L “\ ‘i‘ 1“ p ‘\‘110‘11\“%‘\ ih‘ \1‘17\9\2“ T U“h\ T “l“‘2\7\4\-7\ ‘” T 400000
miz--> 50 100 150 200 250 300
Abundance Scan 1469 (10.727 min): BF138359.D\data.ms (- 300000
320.€
200000
Sub
50
1409 100000
62.0 H 221.8
ol Lol ez | 258
miz—> 50 100 150 200 250 300 Time--> 10.70 10.80
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Abundance Scan 1218 (9.251 min): BF138191.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 88.229 ng
RT: 9.257 min Scan#t 1SagilnlEies
Ref 50 Delta R.T. ©0.006 min A_
Lab File: BF138359.D [(GICHIEEIel(EI(6H:
. PP RSHOR-RAG-DRUM
510 85‘0 1201 1461 M Acq: 26 Jun 2024 19:00
0\\\‘\\\\‘\\\““‘\‘\\\\\\\i\\\‘\‘\\‘\\‘\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:172 Resp: 1883893
Abundance Scan 1219 (9.257 min): BF138359.D\datams = 10" Ratio Lower Upper
1701 172 100
171 34.8 30.3 45.5
170 23.1 20.6 30.8
Raw 50
Abundance
9.957
85.0 146.0
0 \\\‘5\\0\\0‘\\\w‘\h\\\‘\\1\\2‘()\\0\‘\‘\‘\‘”\‘\\ ‘\‘\\2\\0‘1\.\0\\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1219 (9.257 min): BF138359.D\data.ms (-1
1721 400000
Sub
50 200000
0 51 0 “‘85“.0 120 0\145\\\9 Il 201.0 0
s e L R B e e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.30 9.40

Abundance Scan 1286 (9.651 mln) BF138191.D\data.ms (-1 #50

68.1 Dimethylphthalate
Concen: 14.800 ng
RT: 9.833 min Scan# 1317
Ref 50 Delta R.T. ©.182 min
Lab File: BF138359.D
A Acq: 26 Jun 2024 19:00
0440 |, 1200 | wese
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.63 Resp: 307882
Abundance Scan 1317 (9.833 min): BF138359.D\data.ms = 10N Ratlo Lower Upper
163.1 163 100
43.0
194 0.0 3.5 5.3#
164 11.8 8.5 12.7
Raw  gp
Abundance
771 121.0 9.833
197. 287.1
0+ ‘\”w ‘i”\““‘\ ‘\‘ “\H“}‘\ \“ \‘\ T \9‘(\)\ L \8\ 300000
miz--> 50 100 150 200 250
Abundance Scan 1317 (9.833 min): BF138359.D\data.ms (-1
43.0 163.1 200000
Sub
50 100000
770 1210
ol | 970 2540
m/z—-> 50 100 150 200 250 Time--> 980  9.90
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Abundance Scan 1342 (9.981 min): BF138191.D\data.ms (-1 #54

184.0 2,4-Dinitrophenol
Concen: 4.236 ng
630 g1, RT: 10.004 min Scrfm# kiinstrument :
Ref 50 : Delta R.T. ©0.023 min
Lab File: BF138359.D (SlEQISEIIAEE
38.1 ‘ Acq: 26 Jun 2024 19:00 SlalCliSRY(CRPICIY
0 b 1380 L 2074
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:184 Resp: 53
Abundance Scan 1346 (10.004 min): BF138359.D\data.ms 10N Ratio Lower Upper
430 | 73.0 184 100
63 324.5 49.2 73.8%
154 185.4 46.7 70.1#
Raw
50 138.1 Abundance
105.0 800
1630 2011
0
miz--> 40 60 80 100 120 140 160 180 200 600
Abundance Scan 1346 (10.004 min): BF138359.D\data.ms (-
59.0
138.1 400
Sub
%0 200 10.004
0 e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.00  10.02
Abundance Scan 1365 (10.116 min): BF138191.D\data.ms (! #57
165.0 2,4-Dinitrotoluene
Concen: 8.040 ng
89.1 RT: 9.963 min Scan# 1339
Ref 50 Delta R.T. -0.153 min
Lab File: BF138359.D
51.0 Acqg: 26 Jun 2024 19:00
oL ‘L‘}h‘ ‘”n‘n”“ HJ\‘ ‘\H‘Z‘ﬂ-‘o\ w‘ , \‘ - ‘ LS T
m/z--> 50 100 150 200 250 Tgt Ion:165 Resp: 44755
Abundance Scan 1339 (9.963 min): BF138359.D\data.ms 10N Ratio Lower Upper
162.1 165 100
63 5.2  26.6 39.8#
89 4.4 48.7 73.1#
Raw 59 182 0.0 2.4 3.6%
Abundance
80.1
ol s, 1220 ] 2014 os1. 20000
miz-> 50 100 150 200 250
Abundance Scan 1339 (9.963 min): BF138359.D\data.ms (-1 15000
162.1
10000
Sub 50
5000
80.0
0l#20. 1, 1220 | 2019 281 0
miz--> 50 100 150 200 250 Time-->
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Abundance Scan 1452 (10.628 min): BF138191.D\data.ms (- #63

77.0 Azobenzene
Concen: 147.639 ng
RT: 10.451 min Scan#t 14gigill=glies
Ref 50 Delta R.T. -0.177 min A_
182.1 Lab File: BF138359.D (SUEHIEEIPIEIEE
Acq: 26 Jun 2024 19:00 SlalCliSRY(CRPICIY
152.0
0 3% 1\‘ | 10‘ A i I
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 | T8t Ion:‘77 Resp: 2920422
Abundance Scan 1422 (10.451 min): BF138359.D\datams 100 Ratio Lower Upper
104.1 77 1ee@
182 0.0 5.5  45.5#
133.1 105 52.3 1.8  41.8#
Raw gg 51 59.0 9.3  49.3#
Abundance
51.1 10/451
0L “‘ ‘H \“”\”‘\ t ‘”‘\ T \M\ 1\67\8\ \2020 2\37\2‘ T 600000
miz—-> 50 100 150 200 250
Abundance Scan 1422 (10.451 min): BF138359.D\data.ms (4 |
104.1 /
400000
//
133.0
Sub y
50 200000{ |/
51.0 /
ol \”‘ L || eetso 2372 A —
miz—-> 100 150 200 250 Time--> 10.40 10.50
Abundance Scan 1586 (11.416 min): BF138191.D\data.ms (- #64
188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.404 min Scan# 1584
Ref 50 Delta R.T. -0.012 min
Lab File: BF138359.D
80.0 Acqg: 26 Jun 2024 19:00
ol420 | j11811541 || 2sro
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 495906
Abundance Scan 1584 (11.404 min): BF138359.D\datams 10N Ratio Lower Upper
188.1 188 100
94 8.8 7.6 11.4
80 9.1 8.1 12.1
Raw  gp
Abundance
600000 11.404
80.1
ol il 1921y I 2214 287
miz--> 50 100 150 200 250
Abundance Scan 1584 (11.404 min): BF138359.D\data.ms (- 400000
188.1
Sub
50 200000
94.0
oL 520 [ 1360 | 2241 2874 0
I RN <t L T
miz—-> 50 100 150 200 250 Time-> 11.35 11.40
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Abundance Scan 1433 (10.516 min): BF138191.D\data.ms (- #65

198.0 4,6-Dinitro-2-methylphenol
Concen: 6.955 ng
RT: 10.675 min Scan# 1{gEigial=laies
Ref 50 105.0 Delta R.T. 0.159 min |
Lab File: BF138359.D (GUCINEETSIEIR
‘ Acq: 26 Jun 2024 19:00 SlalCliSRY(CRPICIY
OH“‘\‘L\““H““\\\\‘2\9\”‘HH‘HH‘HH‘H
m/z—-> 50 100 150 200 250 300 350 18t Ion:198 Resp: 62
Abundance Scan 1460 (10.675 min): BF138359.D\datams 10N Ratio Lower Upper
, 198 100
51 725.7 26.9 66.9#
105 1132.6 26.0 66 .0#
Raw 50
Abundance
49.0 201.1 3000
360
0 u‘\uh\w‘\\n‘“\\‘\‘ R RRERERREE L
m/z--> 50 100 150 200 250 300 350
Abundance Scan 1460 (10.675 min): BF138359.D\data.ms (- 2000
83.0
166.0 \/V
Sub 5057 o 1000
08-0 360.
f
() M ‘ ‘N‘L‘w‘k“““““““‘ 0774?}\/T77 —
m/z--> 50 1 150 200 250 300 350 Time--> 10.66 10.68
Abundance Scan 1509 (10.963 min): BF138191.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
Concen: 4.393 ng
1411 RT: 10.727 min Scan# 1469
Ref 50 771 Delta R.T. -0.235 min

Lab File: BF138359.D
Acqg: 26 Jun 2024 19:00

\“\%\‘“M“\ \ ‘ \ \ T MH“\ h\?\g\ ‘ T ”\ ‘\ T ‘ \3\2\9.\6

m/z—-> 50 100 150 200 250 300 Tgt Ion:248 Resp: 24556
Abundance Scan 1469 (10.727 min): BF138359.D\data.ms = 10N Ratlo Lower Upper

o

320¢ 248 100
250 194.5 77.2 115.8#
141 405.6 44.1 66.1#
Raw 5p
62.0 140.9 Abundance
H 221.8
0+ L ‘i‘ 1“ o ‘\‘1\‘9‘1 "\‘g\ “ ih‘ \1‘17\9\2“ T UHM\ T “l“‘2\7\4\-7\ T 100000
m/z--> 50 100 150 200 250 300
Abundance Scan 1469 (10.727 min): BF138359.D\data.ms (-
329.€
50000
Sub 50 10.727
2.
620 140.9
H 221.8
o129 | 1792 | |o7as
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.75
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Abundance Scan 2034 (14.051 min): BF138191.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.039 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.012 min A_
Lab File: BF138359.D (SlEQISEIIAEE
120.1 Acq: 26 Jun 2024 19:00 SlalSRSRIICRRREN
0\\‘\\\\““\‘!\\‘\1\\\‘” Mm““\\\\‘\\\\‘\\\
m/z—-> 50 100 150 200 250 300 350 Tgt Ion:248 Resp: 406436
Abundance Scan 2032 (14.039 min): BF138359.D\data.ms 10" Ratlo Lower Upper
240.2 240 100
120 9.9 9.2 13.8
236 26.1 21.0 31.6
Raw 50
Abundance
14.039
571 400000
0 T \““‘\ ‘\‘ \“‘\l““‘\“” \ T ‘1\7\6\ \1‘ ‘\‘ T \MH“‘ T 1T ?‘0\9.\3\:3\5‘5\.\1\
miz—> 50 100 150 200 250 300 350
: 300000
Abundance Scan 2032 (14.039 min): BF138359.D\data.ms (-
240.2
200000
Sub
50
100000
120.1
ol DLl A T8, L2870 3475 Je—.
miz—-> 50 100 150 200 250 300 350  Time—> 1400 1410

Abundance Scan 1855 (12.998 min): BF138191.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 53.494 ng
RT: 12.980 min Scan# 1852
Ref 50 Delta R.T. -0.018 min
Lab File: BF138359.D
122.1 460 1 ‘ Acq: 26 Jun 2024 19:00
ol ‘5‘4"‘1“ _— ‘\‘ \“‘ : ‘\“‘ ‘1‘9?] ‘\‘M!‘\“ ————
m/z--> 50 100 150 200 250 300 Tgt IOI’]Z?44 Resp: 1372731
Abundance Scan 1852 (12.980 min): BF138359.D\data.ms A 10" Ratio Lower Upper
244.2 244 100
212 6.9 5.9 8.9
122 11.4 10.6 15.8
Raw  gp
Abundance
192 1 12.980
NI SR S S B ST
miz--> 50 100 150 200 250 300 1000000
Abundance Scan 1852 (12.980 min): BF138359.D\data.ms (-
244.2
500000
Sub 50
12
o2 800 U0 1081 | as1o e
m/z--> 50 100 150 200 250 300 Time--> 12. 90 13.00 13.10
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Abundance Scan 2284 (15.521 min): BF138191.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.510 min Scan# 2[gEigil=lies

Ref 50 Delta R.T. -0.012 min
Lab File: BF138359.D (SlEQISEIIAEE
132.1 Acq: 26 Jun 2024 19:00 SlalCliSRYICTPIPIV
ol 760 | 2041 | sesq
m/z—-> 50 100 150 200 250 300 350 400 18t Ion:264 Resp: 448317
Abundance Scan 2282 (15.510 min): BF138359.D\data.ms = 1°" Ratio Lower Upper
264.2 264 100

260 24.7 18.7 28.1
265 21.3 17.0 25.6

Raw 50
Abundance
574 1321 15.510
obilbtid 2070, \ 32223713421, 300000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2282 (15.510 min): BF138359.D\data.ms (-
264.1 200000
Sub g 100000
132.1
076'012"*‘”&‘322-1375-3 e
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.40 15.50 15.60
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