Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81523\
Data File : BG@58737.D

Acqg On : 15 Aug 2023 18:26

Operator : MA/JU

Sample : 03985-04 :
Misc : PNNL-APM2-0811-2

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Aug 16 04:51:45 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 28 22:29:07 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.805 152 33009 20.000 ng 0.00
21) Naphthalene-d8 10.607 136 140837 20.000 ng 0.00
39) Acenaphthene-die 14.456 164 104477 20.000 ng 0.00
64) Phenanthrene-d10 17.200 188 252281 20.000 ng 0.00
76) Chrysene-di12 21.448 240 218287 20.000 ng 0.00
86) Perylene-di12 24.520 264 258313 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.384 112 296254 137.178 ng 0.00

7) Phenol-dé 6.982 99 395014 131.448 ng 0.00
23) Nitrobenzene-d5 8.974 82 270136 94.226 ng 0.00
42) 2,4,6-Tribromophenol 15.948 330 225416  131.633 ng 0.00
45) 2-Fluorobiphenyl 13.075 172 639307 91.701 ng 0.00
79) Terphenyl-di4 19.826 244 1171422 100.917 ng 0.00

Target Compounds Qvalue

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81523\
Data File : BG@58737.D

Acqg On : 15 Aug 2023 18:26

Operator : MA/JU

Sample : 03985-04 :
Misc : PNNL-APM2-0811-2

ALS vial : 16 Sample Multiplier: 1

Quant Time: Aug 16 04:51:45 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jul 28 22:29:07 2023

Response via : Initial Calibration

Abundance TIC: BG058737.D\data.ms
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Abundance Scan 804 (7.811 min): BG058514.D\data.ms (-7¢ #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.805 min Scan# 8t
Ref 50 115.0 Delta R.T. -0.006 min

520 780 Lab File: BG@58737.D [GUEIEEMIAEIH
‘ Acq: 15 Aug 2023 18:26 ENNIEASIPEVIEE
0 \\\w \H\Wq”i\\wﬂ UM\\‘ \\f}h J?ﬂ?% \\w\‘
m/z—-> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 330609

Abundance Scan 803 (7.805 min): BG058737.D\datams 10N Ratio Lower Upper
150.0 152 100

150 151.0 120.5 180.7
115 6.4 45.9 68.9

Raw 50
52.0 78.0 115.0 Abundance
‘ 30000
0 \\N}waM“pi\\ww\”w\\‘\\\W“\\\\‘\\JN\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 803 (7.805 min): BG058737.D\data.ms (-7 20000 7.805
150.0
Sub 10000
50 115.0
52.0 78.0
0 wa B [T 1‘\\ I \\M“ T OVWWW‘WH\‘\\\\‘\\\\M\
m/z--> 40 60 80 100 120 140 160 Time--> 7.757.807.857.90

Abundance Scan 391 (5.385 min): BG058514.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
64.0 Concen: 137.178 ng
RT: 5.384 min Scan# 391
Ref 50 Delta R.T. -0.001 min
92.0 Lab File: BG@58737.D
&) ‘ Acq: 15 Aug 2023 18:26
N

3\%0 5“\]\'\0‘\‘\ )

m/z—> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 296254

Abundance  Scan 391 (5.384 min): BG058737.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64.0 64 76.3 55.3 82.9
63 39.1 28.3 42.5

o

Raw 5p
Abundance
92.0 5.384
39.0 51.0‘ A ‘
0 \M\HUM\W“MMW}N\M{‘”Z?{H\\‘“H\‘\H\"H\‘\ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 391 (5.384 min): BG058737.D\data.ms (-3(
112.0 100000
64.0
Sub
50 50000
92.0
W00 | e L
B O S ==
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.30 540 5.50
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Abundance Scan 663 (6.983 min): BG058514.D\data.ms (-65 #7

99.0 Phenol-d6
Concen: 131.448 ng
RT: 6.982 min Scan# 6(EidlilEgies
Ref 50 Delta R.T. -0.001 min A_
Lab File: BG@58737.D [(GIEHIEEIellEI(6H:
42.0 Acq: 15 Aug 2023 18:26 PNNL-APM2-0811-2
0\\‘\\\‘\}‘\“1\\‘11\\‘\‘\1\w\\\\‘\\\\‘\\\}}\\\\‘
miz-—-> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 395014
Abundance  Scan 663 (6.982 min): BG058737.D\data.ms 1N Ratlo Lower Upper
99.0 99 100
42 21.7 14.6 21.8
71 34.4 25.0 37.4
Raw 50
71.0 Abundance
42.0 6.982
| 54‘ -0 | 820 200000
0\\‘\\\}}‘\1\\“1\\\‘i‘\l\‘\\\\‘\\\\‘\\\1}\\\\‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 663 (6.982 min): BG058737.D\data.ms (-57 190000
99.0
100000
Sub
50
71.0 50000
42.0
54.0
ol it ol 820 ) D
miz--> 30 40 50 60 70 80 90 100 Time--> 6.90 7.00 7.10 7.20

Abundance Scan 1281 (10.614 min): BG058514.D\data.ms (- #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 10.607 min Scan# 1280
Ref 50 Delta R.T. -0.006 min
Lab File: BGO58737.D
54.0 108.0 Acq: 15 Aug 2023 18:26
0 \3\8"0\\1‘\‘1‘1\76“9“9\1\'0\‘\‘!\\‘\\\‘H‘\\
miz--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 146837
Abundance Scan 1280 (10.607 min): BG058737.D\data.ms 10N Ratio Lower Upper
136.1 136 100
137 11.1 8.6 13.0
54 12.7 8.9 13.3
Raw  5g 68 6.4 5.6 8.4
Abundance
54.0 108.0 10007
ol 379 L TR0l 60000
miz—-> 40 60 80 100 120 140
Abundance Scan 1280 (10.607 min): BG058737.D\data.ms (
136.1 40000
SUb g 20000
54.0 108.0
0 ‘3‘7"9”1“‘1‘1‘7&91H“‘!H‘HJM‘H 0/\
m/z--> 40 60 80 100 120 140 Time--> 10.50 10.60 10.70
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Abundance Scan 1003 (8.980 min): BG058514.D\data.ms (-¢ #23

82.0 Nitrobenzene-d5
Concen: 94.226 ng
54.0 RT: 8.974 min Scan# 1({EidlilEies
Ref 50 128.0 Delta R.T. -0.006 min VA
Lab File: BG@58737.D (GlUEEHISEINIAE
98.0 Acq: 15 Aug 2023 18:26 ENNENGINPRVERRNT
oL 400 || eso, | T 1120
L ‘ T ‘ L \ ‘ L ’ T T ‘ T T T
miz--> 40 60 80 100 120 Tgt Ion:‘82 Resp: 270136
Abundance Scan 1002 (8.974 min): BG058737.D\datams 1N Ratlo Lower Upper
82.0 82 100
128 40.8 32.2 48.2
54.0 54 64.8 46.0 69.0
Raw 50
128.0 Abundance
8.974
98.0
0 Q ‘ 68,0 il | 1124 |
L T \ ‘ L \ L ’ L ‘ T T
miz—-> 60 80 100 120
: 100000
Abundance Scan 1002 (8.974 min): BG058737.D\data.ms (-§
82.0
54.0
Sub 50000
50 128.0
98.0
0 400 ‘ 680 | L1124 0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\‘\\\\‘\\\\’\\\
miz—-> 40 60 80 100 120 Time-> 8.90 9.00 9.10

Abundance Scan 1936 (14.462 min): BG058514.D\data.ms (; #39

164.1 Acenaphthene-d10
Concen: 20.000 ng
RT: 14.456 min Scan# 1935
Ref 50 Delta R.T. -0.006 min
800 Lab File: BGO58737.D
' Acq: 15 Aug 2023 18:26
ool 1969, 1321l 1910
miz--> 4‘0 6‘0 sb 160 150 130 160 1éo | Tgt Ton:164 Resp: 104477
Abundance Scan 1935 (14.456 min): BG058737.D\data.ms | 10" Ratio Lower Upper
164.1 164 100
162 95.8 78.3 117.5
160 42.0 34.1 51.1
Raw  gp
Abundance
80.0 14.456
0 H‘“5“1‘?\‘1‘\““““‘1,9(?9‘1‘?‘2‘?”‘1‘ o .
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1935 (14.456 min): BGO587317.I2\;Jata.ms ( 40000
sub 20000
80.0
0 sﬁo‘\ il 106.0 13%0 L . 1
m/z--> 4‘0 6‘0 8b 100 120 14‘10 160 1é0 ‘Time--> 14‘40 14. 50
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Abundance Scan 2190 (15.955 min): BG058514.D\data.ms (; #42

329.7 2,4,6-Tribromophenol

Concen: 131.633 ng

RT: 15.948 min Scan# 2{[Eigil=lies
Delta R.T. -0.006 min
Lab File: BG@58737.D |(GUEINEETTSICIR
Acq: 15 Aug 2023 18:26 [ENINEZNENPEURNEY

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 225416

Abundance Scan 2189 (15.948 min): BG058737.D\datams 10N Ratio Lower Upper
3207 330 100

332 96.3 77.5 116.3
141 28.9 20.7 31.1

Raw 50
Abundance
15.948
0 100000
m/z--> 50 100 150 200 250 300
Abundance Scan 2189 (15.948 min): BG058737.D\data.ms (
329.7
50000
Sub
- 0 T ‘ T
m/z--> 50 100 150 200 250 300 Time--> 16.00

Abundance Scan 1701 (13.081 min): BG058514.D\data.ms (- #45

172.0 = 2-Fluorobiphenyl

Concen: 91.701 ng

RT: 13.075 min Scan# 1700
Ref 50 Delta R.T. -0.006 min

Lab File: BGO58737.D

Acq: 15 Aug 2023 18:26

0 51\'0 ! \85\\.0 120.0 I 1\5\'\1'0 | ‘ ) ’
\\\“H‘\\“HM‘H\‘\"\H\i\‘\\\’i\‘\‘\“\\\‘ . .

miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 639307

Abundance Scan 1700 (13.075 min): BG058737.D\data.ms | 1©" Ratio Lower Upper

1720 172 100

171 34.2 28.0 42.0

176 22.5 18.4 27.6

Raw 5p
Abundance
13.075
51.0 85‘.0 120.0 14?.0
04— \“ T \H\\“‘\ i T Ty \‘\"H\\i\‘\ \‘\’M‘w‘\“ — |
miz--> 40 60 80 100 120 140 160 300000
Abundance Scan 1700 (13.075 min): BG058737.D\data.ms (
172.
0 200000
Sub
50 100000
51‘.0 8’:'7.0 120.0 14‘6.“0 | ol
O et et bl e
m/z—-> 40 60 80 100 120 140 160 Time—>  13.00 13.20
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Abundance Scan 2403 (17.206 min): BG058514.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.200 min Scan#t 24gigiipl=gles
Ref 50 Delta R.T. -0.006 min A_
Lab File: BG@58737.D (GUENEETIEIR
80.0 160 1 Acq: 15 Aug 2023 18:26 HNNIEAIPRVEDA
ol 540, 1" 11080 136.1 1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\ . .
m/z—-> 40 60 80 100 120 140 160 180 200 T8t Ion:188 Resp: 252281
Abundance Scan 2402 (17.200 min): BG058737.D\datams 10N Ratio Lower Upper
188.1 188 100
94 7.9 7.8 10.6
80 9.8 8.1 12.1
Raw 50
Abundance
150000 17.200
160.1
0 \\‘\5\2\\()‘\‘\\\“‘\\}"\]‘0\4.\\9\‘1\3\9\()‘\\\H}\\\\‘!‘H‘\\’\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2402 (17.200 min): BG058737.D\data.ms (100000
188.1
Sub
50 50000
80 160.1
o 520, 200 1300 s
miz--> 40 60 80 100 120 140 160 180 200  Time-> 1720 17.40

Abundance Scan 3125 (21.448 min): BG058514.D\data.ms (1 #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.448 min Scan# 3125
Ref 50 Delta R.T. -0.001 min
Lab File: BGO58737.D
118.0 Acq: 15 Aug 2023 18:26
0\42\ P\ T \‘ “‘\HH T ‘ T \1\9\ ‘Q\ ‘m“‘ \2\8\2\.0‘ T \3\4.\()"1\ T
miz--> 50 100 150 200 250 300 350 T8t Ton:240 Resp: 218287
Abundance Scan 3125 (21.448 min): BG058737.D\datams = 10N Ratlo Lower Upper
2401 240 100
120 8.5 7.4 11.0
236 25.7 22.2 33.4
Raw 5p
Abundance
21.448
7GQ \\ \H 170.1 il
0\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\|\\ 100000
miz—-> 50 100 150 200 250 300 350
Abundance Scan 3125 (21.448 min): BG058737.D\data.ms (
240.1
Sub 50000
u
50
1201
0 78.0 il \HO 180.0 i il 0
e R B e
m/z--> 50 100 150 200 250 300 350 Time--> 21.40 21.50
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Abundance Scan 2849 (19.827 min): BG058514.D\data.ms (; #79

244.2 Terphenyl-di4
Concen: 100.917 ng
RT: 19.826 min Scan#t 2{Ugiigiil=gles
Ref 50 Delta R.T. -0.001 min
Lab File: BG@®58737.D gluﬁrctps\s&nzp(l)glﬂiz
Acq: 15 Aug 2023 18:26 2 - -
o420, 820 P10 BBl a0,
miz--> 50 100 150 200 250 Tgt Ion:g44 Resp: 1171422
Abundance Scan 2849 (19.826 min): BG058737.D\data.ms | 10" Ratio Lower Upper
244.2 244 100
212 7.6 5.9 8.9
122 8.0 6.8 10.2
Raw 50
Abundance
122.1 212.1 800000 1926
540 g0 PTTTPT FEIAL
miz—-> 50 100 150 200 250 600000
Abundance Scan 2849 (19.826 min): BG058737.D\data.ms (
244.2
400000
Sub
%0 200000
540 g0 PRI 1T BT o S
miz--> 50 100 150 200 250 Time--> 19.80 19.90

Abundance Scan 3647 (24.515 min): BG058514.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 24.520 min Scan# 3648

Ref 50 Delta R.T. ©.005 min
Lab File: BGO58737.D
132.0 Acq: 15 Aug 2023 18:26
0 \5‘7‘\.9 T ol “” T \2\0‘4\1\ ey ‘”‘\‘”\ T \:\35‘4\
miz--> 50 100 150 200 250 300 350 I8t Ion:264 Resp: 258313
Abundance Scan 3648 (24.520 min): BG058737.D\datams = 10N Ratlo Lower Upper
264.1 264 100

260 22.8 18.4 27.6
265 22.3 17.9 26.9

Raw 5p
Abundance
24 521
h39 132.1 207.0
9 88.0 :
0\\“\\\\‘\H\‘U\‘\\\\“\\\“\‘N\“‘\\\‘\\\\‘\ 60000
miz—-> 50 100 150 200 250 300 350
Abundance Scan 3648 (24.520 min): BG058737.D\data.ms (
2641 40000
Sub
50 20000
132.1
0419 900 I ‘H 2040 L ullh 0
A e s s L e o
m/z--> 50 100 150 200 250 300 350 Time--> 2440 24.60
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