Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120523\
Data File : BF136399.D

Acqg On : 05 Dec 2023 10:35
Operator : CG\JU

Sample : PB157451BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Dec 05 10:57:50 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Dec 04 13:30:53 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.804 152 184432 20.000 ng 0.00
21) Naphthalene-d8 8.081 136 801235 20.000 ng 0.00
39) Acenaphthene-die 9.839 164 435797 20.000 ng 0.00
64) Phenanthrene-d10 11.333 188 882247 20.000 ng 0.00
76) Chrysene-di12 13.986 240 488846 20.000 ng 0.00
86) Perylene-di12 15.474 264 406428 20.000 ng 0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.463 112 1588805 119.902 ng 0.02

7) Phenol-dé 6.451 99 1958801 118.225 ng 0.00
23) Nitrobenzene-d5 7.369 82 1226138 80.867 ng 0.00
42) 2,4,6-Tribromophenol 10.639 330 689582 129.426 ng 0.00
45) 2-Fluorobiphenyl 9.163 172 2504724 73.412 ng 0.00
79) Terphenyl-di4 12.939 244 3096716 73.071 ng 0.01

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)
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ALS vial : 3  Sample Multiplier: 1

Quant Time: Dec 05 10:57:50 2023
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Response via : Initial Calibration

Abundance TIC: BF136399.D\data.ms
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Abundance Scan 803 (6.810 min): BF136221.D\data.ms (-79 #1
150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.804 min Scan# S{{EidllEies
Ref 50 Delta R.T. ©0.000 min |
115.0 ] : _
78.0 Lab File: BF136399.D (SlEERISEIAE
52 1 ‘ Acq: 05 Dec 2023 10:35 WeHEIZENE]N
0\\\‘i\\\‘\“\\\“!‘\\\\‘\\‘\‘\“\\\\‘\H\‘\‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 184432
Abundance  Scan 802 (6.804 min): BF136399.D\datams 10N Ratio Lower Upper
150.0 152 100
150 156.9 137.8 206.8
115 61.8 52.7 79.1
Raw 50
115.0 Abundance
500 780
0\\\‘}\\!\‘\\\“!‘\\\\‘\\\\“\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\ 300000
miz--> 40 60 80 100 120 140 160 180 200 6 doa
Abundance Scan 802 (6.804 min): BF136399.D\data.ms (-78
150.0 200000
Sub
50 115.0 100000
52 o 780
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.75 6.80 6.85
Abundance Scan 570 (5.440 min): BF136221.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 119.902 ng
64.0 RT: 5.463 min Scan# 574
Ref 50 Delta R.T. ©0.024 min
Lab File: BF136399.D
Acq: 05 Dec 2023 10:35
39.0 ‘ &;‘ L “d ec
0\\\‘H‘\\h\‘l’”\‘\\\’\6\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 1588805
Abundance  Scan 574 (5.463 min): BF136399.D\data.ms Ion Ratio Lower Upper
119.0 112 100
64 54.3 48.2 72.4
29. 27. 40.
64.0 63 ) ) 0.6
Raw 50
Abundance
‘ 5.463
: 206.8
0\\\‘H\\‘\‘1"”\‘\\\’8‘\6\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 1000000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 574 (5.463 min): BF136399.D\data.ms (-51
112.0
<ub 640 500000
50
0 ,,206-8 o) L
miz--> 40 60 80 100 120 140 160 180 200  Time--> 5.40 550
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Abundance Scan 741 (6.445 min): BF136221.D\data.ms (-73 #7

99.1 Phenol-d6

Concen: 118.225 ng

RT: 6.451 min Scan# 74{gSidtgl=lgies

Ref 50 Delta R.T. ©.006 min
Lab File: BF136399.D [SUERIEEUICIe
421 Acq: 05 Dec 2023 10:35 WEMENEEHER
Oa—‘m \‘H“\‘m““”‘ “M e ‘297‘.2“ ‘ ‘26‘5‘.0‘ ‘
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 1958801
Abundance  Scan 742 (6.451 min): BF136399.D\datams = 10N Ratlo Lower Upper
99.1 99 100

42 16.4 15.0 22.6
71 35.3 28.9 43.3

Raw 50
Abundance
421 6.451
04 ‘\Hh‘ “H‘\”““”\ T l L L L A B B B B B
m/z--> 50 100 150 200 250
Ab : 1000000
undance Scan 742 (6.451 min): BF136399.D\data.ms (-69
99.1
Sub 500000
50
42.1
G\‘\‘“““H‘\H““\ \“\\ T ‘\ T \’\ T \‘ T T 7\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 Time--> 6.40 650 6.60

Abundance Scan 1020 (8.086 min): BF136221.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.081 min Scan# 1019

Ref 50 Delta R.T. ©.000 min
Lab File: BF136399.D
541 108.1 Acq: 05 Dec 2023 10:35
G\\\“\\}‘\.‘1‘1\88‘.1]\-\\‘\‘H\‘\H“"\\H‘H'H‘HH‘H\'\‘\H
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 801235
Abundance Scan 1019 (8.081 min): BF136399.D\datams | 100 Ratio Lower Upper
136.1 136 100
137 10.1 7.4 11.2
54 7.0 5.5 8.3
Raw 5 68 4.9 3.7 5.5
Abundance
8.081
108.1
0 H5L\1\'1‘H89&l . il 800000
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1019 (8.081 min): BF136399.D\data.ms (-9 600000
136.1
400000
Sub
50
200000
108.1
om_5‘?“"1“@85‘1‘”_Mm“‘,uwawwm e ———
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.05 8.10
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Abundance Scan 899 (7.375 min): BF136221.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 80.867 ng
54.1 RT: 7.369 min Scan# 8l Eies
Ref 50 128.1 Delta R.T. ©0.000 min
Lab File: BF136399.D (SlEERISEIAE
Acq: 05 Dec 2023 10:35 |MENENEEH=R
bl 08 L 1020
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 1226138
Abundance  Scan 898 (7.369 min): BF136399.D\datams | 10N Ratlo Lower Upper
82.1 82 100
128 45.1 33.4 50.2
54 48.8 41.7 62.5
Raw  5p 54.1 128.1
Abundance
1000000 7.369
0"““‘w“\“AWW““ﬂw“‘\w”‘\‘w‘\“ww“‘w 800000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 898 (7.2991min): BF136399.D\data.ms (-84 ¢o0000
4.
400000
SUb gl 541 128.1
200000
GH“i““!“\““‘“i““‘“\"HW‘HWHWHWH\ 0 SRR R RARERRER
miz--> 40 60 80 100 120 140 160 180  Time--> 7.307.357.407.45

Abundance Scan 1319 (9.845 min): BF136221.D\data.ms (-1 #39

162.1  Acenaphthene-die

Concen: 20.000 ng

RT: 9.839 min Scan# 1318
Ref 50 Delta R.T. ©.000 min

Lab File: BF136399.D

Acq: 05 Dec 2023 10:35
0 54;'0 | %%O 106.1 13%:1 i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 435797

Abundance Scan 1318 (9.839 min): BF136399. D\datams 10N Ratio Lower Upper
162.1 164 100

162 107.9 89.5 134.3
160 47.6 39.6 59.4

Raw 50
Abundance
80.1 9.839
54‘.1 ‘ ‘ 106.1 1321 ‘ 500000
0\\\i‘\\1\‘1\‘\1““\\‘\\‘\‘\‘\\‘\\\“\“HH
m/z--> 40 60 80 100 120 140 160 400000
Abundance Scan 1318 (9.839 min): BF136399.D\data.ms (-1
162.1 300000
Sub 200000
50
100000
80.1
ol %41, 1081 1821 ol
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 Time--> 9.759.809.859.90
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Abundance Scan 1454 (10.639 min): BF136221.D\data.ms (- #42

329.t 2,4,6-Tribromophenol
Concen: 129.426 ng
RT: 10.639 min Scan# 14{[E{dValEliss

Ref 50 Delta R.T. ©0.006 min |
62.0 140.9 Lab File: BF136399.D (GUEEERIHIEILE
221.9 Acq: 05 Dec 2023 10:35 [HEEIEEHER
ok \\ 1028 H 101 | 2766
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 689582

Abundance Scan 1454 (10.639 min): BF136399.D\datams 10N Ratio Lower Upper
3206 330 100

332 94.2 73.0 109.6
141 26.8 24.2 36.2

7]

Raw 50
62.0 Abundance

140.9 N
H 221.9 500000 10.639
‘ ‘ 838 | 2746

H s
m/z--> 50 100 150 200 250 300

Abundance in): ]
Scan 1454 (10.639 min): BF136399.D\data3;;n;E( 400000

o

Sub o 200000

140.9

‘ 221.9
) ‘ 1838 | |274.6 ol

\‘\
miz--> 50 100 150 200 250 300 Time--> 10.60 10.80

o

Abundance Scan 1204 (9.169 min): BF136221.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 73.412 ng
RT: 9.163 min Scan# 1203
Ref 50 Delta R.T. ©.000 min
Lab File: BF136399.D
Acq: 05 Dec 2023 10:35
oL 510 880 12001461 202.1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion:172 Resp: 2504724
Abundance Scan 1203 (9.163 min): BF136399.D\datams 100 Ratio Lower Upper
1721 172 100
171 39.2 31.5 47.3
1706 26.1 20.8 31.2
Raw 50
Abundance
9.163
ol 501, 850 1200 1461 M 2000000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1203 (9.163 min): BF136399.D\data.ms (-1 1500000
172.1
1000000
Sub
50
500000
51.0 850 13001461 M
o LRSI Mo B - e ——
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.10 9.15 9.20
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Abundance Scan 1572 (11.333 min): BF136221.D\data.ms (1 #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.333 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.006 min |
Lab File: BF136399.D (SlEERISEIAE
. . PB157451BL
80.1 158.1 Acq: 05 Dec 2023 10:35
0 \4\2:‘L i ”1 i“ ‘11\4\0\‘ T ““\‘ t \‘m\ T \2\27\9\ ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 882247
Abundance Scan 1572 (11.333 min): BF136399.D\data.ms 10" Ratio Lower Upper
188.1 188 100
94 7.8 6.7 10.1
80 8.4 7.2 10.8
Raw 50
Abundance
1000000 11.833
80.1 158.1
42.1 118.1
0\\‘\‘\”1\“‘\\\\‘ﬁ\\m‘\‘\\\\‘\\ 800000
m/z--> 50 100 150 200 250
Abundance in): ]
Scan 1572 (11.333 min): BF118361199.D\data.ms ( 600000
Sub 400000
u
50
200000
94.1
G\ T ‘6\4‘.\0”1 \“‘ \125\'1\1‘5‘“\-1\-\ LA L B B 7\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 Time--> 11.30 11.35

Abundance Scan 2024 (13.992 min): BF136221.D\data.ms (- #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 13.986 min Scan# 2023

Ref 50 Delta R.T. ©0.006 min
149.0 Lab File: BF136399.D
' Acq: ©5 Dec 2023 10:35
0 HSZ'I” \lo\\eu\ “ | 20%1\‘\\“‘ 279.1
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T i ‘ T T T T
miz--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 488846
Abundance Scan 2023 (13.986 min): BF136399.D\datams 190 Ratio Lower Upper
240.2 240 100

120 9.1 7.4 11.2
236  25.8 21.1 31.7

Raw 50
Abundance
1201 500000 13,986
of00 801 77" 1561 2081 wm 281.1
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 400000
Abundance Scan 2023 (13.986 min): BF136399.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
0 661 i \H 1561 20§1 wm O
T ‘ T T T T ‘ T T T 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 Time--> 13.90 14.00
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Abundance Scan 1844 (12.933 min): BF136221.D\data.ms (- #79
244.2  Terphenyl-di4
Concen: 73.071 ng
RT: 12.939 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.012 min |
Lab File: BF136399.D [(GICHIEEIelE(6H
Acq: 05 Dec 2023 10:35 |MENENEEH=R
122.1
0+ \5‘2‘.%‘\89‘.1\‘ T = ‘\‘ T ]‘-6‘?:\]- T “21\‘2'\2‘\ “\“H“
m/z--> 50 100 150 200 Tgt IOT’IZ?44 RESpZ 3096716
Abundance Scan 1845 (12.939 min): BF136399.D\datams = 10N Ratlo Lower Upper
Saho | 244 100
212 5.9 4.6 7.0
122 8.8 7.3 10.9
Raw 50
Abundance
12.939
2500000
0+ \Sﬁ\l T \9\4‘..‘]-“\12‘\‘2-\1‘\ :‘LG‘?:\L T “21\‘2.\1‘\ “\m“
m/z--> 50 100 150 200 2000000
Abundance Scan 1845 (12.939 min): BF136399.D\data.ms (-
244.2 1500000
Sub 1000000
50
500000
o S41_eenPPT 1601 2121 L
miz--> 50 100 150 200 Time--> 12.90 13.00
Abundance Scan 2276 (15.474 min): BF136221.D\data.ms (- #86
264.1 Perylene-di2
Concen: 20.000 ng
RT: 15.474 min Scan# 2276
Ref 50 Delta R.T. ©.018 min
Lab File: BF136399.D
132.1 Acq: 05 Dec 2023 10:35
G\\‘\7\7\.\2‘\U\‘H\’\\\2\()‘4\.\1\“\’“\“\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 406428
Abundance Scan 2276 (15.474 min): BF136399.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 24.0 18.6 27.8
265 21.2 15.7 23.5
Raw 50
ASRSSS
1321 15/474
Ol:qw‘ow T \U\ b 7T \2\0‘4\.-\1\“\ ’ml“\ TT ‘3\2\6\\0‘ \3\89\9\ imml
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2276 (15.474 min): BF136399.D\data.ms (- 200000
264.1
Sub 100000
50
132.1
ol850 | 2041 ‘ 3151 3881
i R AR B M
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.40 15.50 15.60
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