Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134069.D

Acqg On : 01 Jul 2023 00:56

Operator : CG\JU

Sample : 03428-03 2X :
Misc : PNNL-APM-0621-2

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Jul 01 04:36:09 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jun 30 18:35:29 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.845 152 103597 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 377216 20.000 ng -0.01
39) Acenaphthene-die 9.880 164 171025 20.000 ng -0.01
64) Phenanthrene-d10 11.374 188 269369 20.000 ng -0.01
76) Chrysene-di12 14.033 240 203285 20.000 ng #-0.02
86) Perylene-di12 15.539 264 182265 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.475 112 315596 50.959 ng -0.01

7) Phenol-dé 6.475 99 375451 49.295 ng -0.02
23) Nitrobenzene-d5 7.404 82 257788 36.839 ng -0.02
42) 2,4,6-Tribromophenol 10.675 330 86126 40.165 ng -0.01
45) 2-Fluorobiphenyl 9.198 172 495538 42.126 ng -0.01
79) Terphenyl-di4 12.974 244 387923 30.712 ng -0.01

Target Compounds Qvalue

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063023\
Data File : BF134069.D

Acqg On : 01 Jul 2023 00:56

Operator : CG\JU

Sample : 03428-03 2X :
Misc . PNNL-APM-0621-2

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Jul 01 04:36:09 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Jun 30 18:35:29 2023

Response via : Initial Calibration

Abundance TIC: BF134069.D\data.ms
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Abundance Scan 810 (6.851 min): BF133957.D\data.ms (-80 #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.845 min Scan# 8UgiAtTIEIs
Ref 50 115.0 Delta R.T. -0.006 min _
520  78.0 Lab File: BF134069.D [(CUEhISEIelEIlH
Acq: 01 Jul 2023 00:56 ENNIETNEIEePRE

0
m/z—-> 40 60 100 120 140 160 Tgt Ion:152 Resp: 1083597

Abundance Scan809(6.845m|n). BF134069.D\datams 100 Ratio Lower Upper
150.0 152 100

150 155.9 124.5 186.7
115 59.1 50.2 75.2

Raw 50
115.0 Abundance
52.0 78.1 200000
0\\ \‘}\ \‘\ \9\8‘0\\\ 1“\1?\1.\8‘\ \“\“\ T
miz--> 40 60 80 100 120 140 160 150000 6045
Abundance Scan 809 (6.845 min): BF134069.D\data.ms (-79 '
150.0
100000
Sub
50 115.0 50000
52.0 78.1
09801318 0\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 Time—> 6.80 6.85 6.90 6.95

Abundance Scan 577 (5.481 min): BF133957.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 50.959 ng

64.0 .
RT: 5.475 min Scan# 576
Ref 50 Delta R.T. -0.012 min
92.0 Lab File: BF134069.D
38“0 50.0 Jq ‘ Acq: 01 Jul 2023 00:56
0\‘\\\‘\‘\\\\}‘\‘\1‘\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
m/z—> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 315596

Abundance  Scan 576 (5.475 min): BF134069.D\datams 10N Ratio Lower Upper
112.0 112 100

64 60.2 52.1 78.1

64.0 63 35.2 28.6 42.8
Raw 5p
Abundance
92.0 5.475
38.0 50.0 ‘ 300000
0\‘\\\‘“‘\\\\}‘\‘\1‘\“‘\\‘\i‘\‘\?\g‘\}\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance 7 475 min): BF134069.D . -52
Scan 576 (5.475 min) 34069 \dat1a1r;%( 5 200000
64.0
sub 100000
92.0
38.0 50.0 ‘
ok "u!‘_H‘;uumm‘_‘7‘9‘5#‘_”‘_” H— s —
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 540 550 5.60
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Abundance Scan 749 (6.492 min): BF133957.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 49.295 ng
RT: 6.475 min Scan# 74{QEdllEpies
Ref 50 711 Delta R.T. -0.018 min _
421 Lab File: BF134069.D |SUEHIEEIICIEH
‘ Acq: 01 Jul 2023 00:56 ENINEZNINEUPRD
ouwx‘l“‘:m\!u w!““WWW“HW_
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 375451
Abundance  Scan 746 (6.475 min): BF134069.D\datams | 100 Ratio Lower Upper
99.1 99 100
42 25.7 19.8 29.6
71  41.3 31.9 47.9
Raw
%0 71 Abundance
42.1 6.475
0821 300000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 746 (6.475 min): BF134069.D\data.ms (-69
99.1 200000
Sub 50 71.1 100000
421
0 Hl1““““8‘2"‘1“‘””‘“””“  SEE==
miz--> 30 40 50 60 70 80 90 100 Time—> 6.40 650 6.60

Abundance Scan 1028 (8.133 min): BF133957.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.012 min
Lab File: BF134069.D
54.0 108.1 Acq: 01 Jul 2023 00:56
0\\\‘\\1‘\‘\‘17\%"‘1\\\\‘\!\\‘\\}““\\\1\?‘\?’\\8\‘\\\29‘0\\8
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 377216
Abundance Scan 1026 (8.122 min): BF134069.D\datams A 100 Ratio Lower Upper
136.1 136 100
137 11.3 8.6 12.8
54 9.2 6.5 9.7
Raw 59 68 5.6 4.2 6.2
Abundance
8.122
54.0 5. 108.1 400000
0\\\‘\\H\‘\w\“’”}\\\‘\!\\‘\\H‘“\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 1026 (8.122 min): BF134069.D\data.ms (-9
136.1
200000
Sub
50
100000
0m"5“11“0&17‘67‘3‘“1‘(‘)18;‘1_‘1“‘_”‘_””“_‘ lssss
m/z-> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20 8.30
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Abundance Scan 906 (7.416 min): BF133957.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
Concen: 36.839 ng
54.1 RT: 7.404 min Scan# o(RUAuE
Ref 50 128.1 Delta R.T. -0.018 min A_
Lab File: BF134069.D [(CUEhISEIelEIlH
98.1 Acq: 01 Jul 2023 00:56 ENINEZNINEUPRD
oL 40 || eso | T war |
LI LI \ ’ LI \ T T T ‘ T T T T T
miz--> 40 60 80 100 120 Tgt Ion:‘82 Resp: 257788
Abundance  Scan 904 (7.404 min): BF134069.D\datams 10" Ratlo Lower Upper
87.1 82 100
128 48.9 32.5 48.7
54.0 54 59,9 48.2 72.2
Raw 50
1281 Abundance
98.1 300000  7.404
o, 400 | e | 120
LI T \ ’ 1T \ L ‘ T T ‘ T T T
miz--> 40 60 80 100 120
Abundance Scan 904 (7.404 min): BF134069.D\data.ms (-85 200000
82.1
54.0
Sub 100000
50 128.1
98.1
oL 400 | esr | | 120 | oL
T T T \\\\’\\\\’\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 Time->  7.30 7.40 7.50 7.60

Abundance Scan 1327 (9.892 min): BF133957.D\data.ms ( 1 #39

16 Acenaphthene-d10
Concen: 20.000 ng
RT: 9.880 min Scan# 1325
Ref 50 Delta R.T. -0.012 min
Lab File: BF134069.D

541 80.0 Acq: 01 Jul 2023 00:56
0 \3\6\.‘0\ T \‘\ ‘ }‘} T “H‘\ T \ \1‘0\6\ \1\ ‘ \1\3%\1‘ TTT \‘
miz--> 4 60 80 100 120 140 160 T8t Ton:164 Resp: 1716025
Abundance Scan 1325 (9.880 min): BF134069.D\data.ms 10N Ratio Lower Upper
1621 164 100
162 103.8 80.0 120.0
160 45.8 35.9 53.9
Raw  gp
Abundance
sa1 I 132.1 200000 9%
0\\\“\\N\.‘}‘}\H““\\\\1‘0\6\\1\‘\\\“\‘\\\\“
miz—-> 40 60 80 100 120 140 160 150000

Abundance Scan 1325 (9.880 min): BF134069.D\data. ms (-1

162.
100000
Sub
S0 50000
80.1
541 1321
106.1
0Lyttt e T

m/z--> 40 60 80 100 120 140 160  Time--> 9. 80 9. 90 10.00
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Abundance Scan 1462 (10.686 min): BF133957.D\data. ms( #42

2,4,6-Tribromophenol

Concen: 40.165 ng

RT: 10.675 min Scan# 1{gEigial=laies
Delta R.T. -0.012 min |
Lab File: BF134069.D (GUEINEETSICIR
Acq: 01 Jul 2023 00:56 ENINEZNINEUPRD

Ref 50

0,
m/z—-> 50 100 150 200 250 300 Tgt Ion:330 Resp: 86126

Abundance Scan 1460 (10.675 min): BF134069.D\data.ms ggg iggio Lower Upper

332 94.e 77.0 115.6
141 33.7 26.3 39.5

Raw 50
Abundance
10.675
0! 80000
m/z--> 50 100 150 200 250 300
Abundance Scan 1460 (10.675 min): BF134069.D\data.ms (- 60000
32 E
40000
Sub
50 62.0
140.9 20000
‘ H 221.8
0‘\‘\‘ ‘i”“‘”‘ U‘;\um“;\“ml\“‘“UH“‘ \‘\\HH“ 0" A A R A ;
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70

Abundance Scan 1211 (9.210 min): BF133957.D\data.ms (-1 #45

1721 | 2-Fluorobiphenyl
Concen: 42.126 ng
RT: 9.198 min Scan# 1209
Ref 50 Delta R.T. -0.012 min

Lab File: BF134069.D

Acq: @1 Jul 2023 00:56
300, 630 850 4070 13301521 a

m/z—> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 495538
Abundance Scan 1209 (9.198 min): BF134069.D\datams = 1ON Ratlo Lower Upper

171 | 172 100
171 35.3 28.6 43.0
170 23.5 19.4 29.0
Raw 5p
Abundance
9.198
0 5‘\'\ 0 itk 85‘\ 0 120 O 1 1\‘5\"‘1 1 1 500000
miz--> 40 6‘0 80 100 120 140 160 180 400000
Abundance Scan 1209 (9.198 min): BF134069.D\data.ms (-1
1721 300000
200000
Sub 50
100000
51.0 85.0 120.0 1511
O v phrr bl of, T w Hw”‘w
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 09.25
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Abundance Scan 1581 (11.386 min): BF133957.D\data.ms (- #64

188.2 Phenanthrene-di10

Concen: 20.000 ng

RT: 11.374 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.012 min _
Lab File: BF134069.D [(GICHIEEIel(EI(6H
Acq: 01 Jul 2023 00:56 ENINEZNINEUPRD

80.1
020 "1y 11s0 PT UL 2se0
miz--> 50 100 150 200 250 Tgt Ion:}88 Resp: 269369
Abundance Scan 1579 (11.374 min): BF134069.D\data.ms = 10N Ratlo Lower Upper
188.2 188 100
94 8.6 6.4 9.6
88 9.7 7.3 10.9
Raw 50
Abundance
3000001 11 874
80.0
ol421 ] 1180 15? !
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 1579 (11.374 min): BF134069.D\datams (1 200000
188.2
Sub 100000
50
80.0
o421 yee UL ol
miz--> 50 100 150 200 250  Time-> 11.40

Abundance Scan 2033 (14.045 min): BF133957.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.033 min Scan# 2031
Ref 50 Delta R.T. -0.018 min
Lab File: BF134069.D
Acq: 01 Jul 2023 00:56
1201
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 203285
Abundance Scan 2031 (14.033 min): BF134069.D\data.ms A 1O" Ratio Lower Upper
240.2 240 100
120 11.2 7.4 1l.0#
236 25.8 21.0 31.6
Raw  gp
Abundance
200000 14.033
0 T ‘6\6\0\ \‘ H\ H T ‘ \18\4\1‘ ‘\‘\ \m““ \2\8\1 \03\2\0\0\
m/z--> 5 100 150 200 250 300 150000
Abundance Scan 2031 (14.033 min): BF134069.D\data.ms (-
240.2
100000
Sub
50 50000
120.1
ol 280 . 1801, 4 28103200 e
m/z-—-> 5 100 150 200 250 300 Time-> 1400 1410
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Abundance Scan 1852 (12.980 min): BF133957.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 30.712 ng
RT: 12.974 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.012 min _
Lab File: BF134069.D [SlUEEQISEIIAE0
Acq: 01 Jul 2023 00:56 NN EVEPAE
0+ \‘Sﬂ..\‘]‘\ ft \”“"1\2‘\2.\1‘\1‘6‘?.\1 \1\9?.\1\‘\“1““ T T
miz—-> 50 100 150 200 250 300 gt Ion:244 Resp: 387923
Abundance Scan 1851 (12.974 min): BF134069.D\data.ms ~1On Ratio Lower Upper
244.2 244 100
212 6.7 6.0 9.0
122 8.6 8.3 12.5
Raw 50
Abundance
400000 12074
04— "6\6‘.\01‘ \“:‘1\2‘\‘2.\1‘\1‘6‘?-\1\1\9?-\2\‘\hl““ T T ‘.\ T
miz—-> 50 100 150 200 250 300 300000
Abundance Scan 1851 (12.974 min): BF134069.D\data.ms (4
244.2
200000
Sub
50 100000
122.1
o21 801 7119011082 | 2810 0
A M i RSVPREY ERBSNORR VRN Lt VT | MDY AL S o
miz—-> 50 100 150 200 250 300 Time-> 13.00

Abundance Scan 2288 (15.545 min): BF133957.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.539 min Scan# 2287

Ref 50 Delta R.T. -0.012 min
Lab File: BF134069.D
1321 Acq: 01 Jul 2023 ©0:56
0 \5\2‘-\0\ T \H\ “H\ T \1\9\4‘-’\]\ o ““\“\ T \3\4\1|(\)\ T
miz--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 182265
Abundance Scan 2287 (15.539 min): BF134069.D\data.ms A 10" Ratio Lower Upper
264.2 264 100

260 24.3 19.5 29.3
265 23.1 16.6 25.0

Raw 5p
Abundance
132.1 15.539
04 \'5"5“\0‘\ Ty ”\ “H\ T \2\(‘)Z.\O\N\ ““\h‘\ T |3\2\2\1\ T \:\3\8\8
miz--> 50 100 150 200 250 300 350 100000
Abundance Scan 2287 (15.539 min): BF134069.D\data.ms (-
264.1
50000
Sub
50
1321
0,881 .| 2041 | 31613640 = —
m/z--> 50 100 150 200 250 300 350 Time--> 15.50 15.60
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