Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71323\
Data File : BF134278.D

Acqg On : 14 Jul 2023 00:27

Operator : CG\JU

Sample : 03428-01RE :
Misc . PNNL-APM-0621-1RE

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: Jul 14 01:58:41 2023

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

QLast Update : Tue Jul 11 13:06:48 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.839 152 70752 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 264993 20.000 ng 0.00
39) Acenaphthene-die 9.880 164 126705 20.000 ng 0.00
64) Phenanthrene-d10 11.374 188 230534 20.000 ng 0.00
76) Chrysene-di12 14.039 240 134663 20.000 ng 0.00
86) Perylene-di12 15.545 264 102502 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.475 112 388409 91.830 ng 0.00

7) Phenol-dé 6.481 99 460636 88.556 ng 0.00
23) Nitrobenzene-d5 7.404 82 312234 63.515 ng 0.00
42) 2,4,6-Tribromophenol 10.675 330 146835 92.429 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 591953 67.924 ng 0.00
79) Terphenyl-di4 12.974 244 606392 72.473 ng 0.00

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed

8270-BF062623.M Fri Jul 14 ©3:14:05 2023 Pag 1



Quantitation Report (LSC Reviewed)
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Response via : Initial Calibration

Abundance TIC: BF134278.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: 6.839 min Scan# 8UgiAtTIEgls
Ref 50 115.0 Delta R.T. -0.006 min |
520  78.0 Lab File: BF134278.D |(GUEINEEIEIH
‘ Acq: 14 Jul 2023 00:27 ENNEZENEUPRERNES
O\H‘}u‘\‘\‘u\““\\u‘uw‘uu‘u‘\“w\
m/z--> 40 60 100 120 140 160 18t Ion:152 Resp: 70752
Abundance  Scan 808 (6.839 mm). BF134278D\datams | 10N Ratio Lower Upper
150.0 | 152 100
150 152.8 124.5 186.7
115 64.2 50.2 75.2
Raw
%0 78.0 115.0 Abundance \
| |
0~ ‘”1‘””‘\“‘ﬂ ‘ “‘\“‘*\““\‘ e 100000 |
m/z--> 40 60 100 120 140 160
Abundance
150.0
50000
Sub
50 115.0
520 780
0“‘“"w“““‘959““‘~““““ NGNS USSR
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
64.0 Concen: 91.830 ng
RT: 5.475 min Scan# 576
Ref 50 Delta R.T. -0.000 min
92.0 Lab File: BF134278.D
38.0 50.0 & ‘ Acq: 14 Jul 2023 00:27
0‘\‘HWM*HVWEH”“‘M‘gg‘H‘M‘H\H*‘\‘H\H
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 388409
Abundance  Scan 576 (5.475 min): BF134278 D\datams | 100 Ratlo Lower Upper
112.0 112 100
64 62.3 52.1 78.1
64.0 63 35.9 28.6 42.8
Raw 50
920 Abundance
' 400000 5.475
38.0 50.0 ‘
O b T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 300000
Abundance
112.0
200000
64.0
Sub
50 100000
92.0
38.0 50.0
O R R R AN AR BRSNS RARRS AN [T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 550 5.60
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Abundance Scan 749 (6.492 min): BF133957.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 88.556 ng
RT: 6.481 min Scan# 74{gSidtipl=lpies
Ref 50 71.1 Delta R.T. -0.006 min |
21 Lab File: BF134278.D |(GUEINEEIEIH
540 Acq: 14 Jul 2023 00:27 HNNEALIEHPRRNLS
0\\‘\H“M\‘\‘H“H‘\‘MH‘}1“‘1\\\8’2\.\0\\‘\1\”\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 460636
Abundance  Scan 747 (6.481 min): BF134278 D\datams | 100 Ratlo  Lower Upper
99.1 99 100
42 24.5 19.8 29.6
71 42.5 31.9 47.9
Raw 50 711
' Abundance
42.1 500000
54.0
‘HM Y s |
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘ 400000
m/z--> 30 40 50 60 70 80 90 100
Abundance
99.1 300000
200000
sub 50 711
42.1 100000
0 54.0 82.1 0 :
R R R R R RARERRE T
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. -0.006 min
Lab File: BF134278.D
540 g 108.1 Acq: 14 Jul 2023 00:27
Ot “\ T H\ T N?‘\‘i‘}\ T T T T }M‘ T \]\-?:\3\\8\ T \\29‘0\\8
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:136 Resp: 264993
Abundance Scan 1026 (8.122 min): BF134278.D\datams | 100 Ratio Lower Upper
136.1 136 100
137 10. 12.8
54 7. 9.7
Raw 5 68 4. 6.2
Abundance
108.1 300000
541 76,0 I
0 \\“\\}\’\w\‘\‘i‘\\\\’\\\\‘\\\H‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 200000
136.1
sub o 100000
108.1
o 541 781 0
e e e L
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20
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Abundance Scan 906 (7.416 min): BF133957.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
Concen: 63.515 ng
54.1 RT: 7.404 min Scan# 9(QEIAIE0E
Ref 50 128.1 Delta R.T. -0.006 min VA
Lab File: BF134278.D (SlEEQISEInIAE
98.1 Acq: 14 Jul 2023 00:27 ENNEZENEUPRERNES
0 49\0 ‘ 68J0 A | 1121 |
LI LI \ ’ \ =T \ T T T ‘ T T ‘ T T T
m/z--> 40 60 80 100 120 Tgt Ion: ‘82 RESpZ 312234
Abundance  Scan 904 (7.404 min): BF134278 D\datams | 100 Ratlo  Lower Upper
82.1 82 100
128 43.5 32.5 48.7
54.0 54 58.5 48.2 72.2
Raw 50 128.1
Abundance
7.404
98.1
ol 00 0 1m0 300000
LI T \ ’ L \ ’ L ‘ T T T ‘ T T T
mlz--> 40 60 80 100 120
Abundance
82.1 200000
54.0
Sub
R 128.1 100000
98.1
0 40.0 68.0 112.0 0 _
\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\
m/z--> 40 60 80 100 120 Time--> 7.40 7.50

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

Acenaphthene-d1e
Concen: 20.000 ng
RT: 9.880 min Scan# 1325
Ref 50 Delta R.T. -0.006 min
Lab File: BF134278.D
a1 80.0 Acq: 14 Jul 2023 00:27
0b38Q Tl 1901 1321‘ ]
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 126705
Abundance Scan 1325 (9.880 min): BF134278.D\datams | 10N Ratio Lower Upper
162.1 164 100
162 106.6 80.0 120.0
160 46.5 35.9 53.9
Raw 50
Abundance
9.880
80.0
540 107 1821 150000
0\\\“\\}\‘}}\“‘“\\\\‘\\\\‘\\\“\‘\\\\
m/z--> 40 60 80 100 120 140 160
Abundance
e 100000
sub o 50000
80.0
54.0 106.1 132.1
Ottt e el e
miz--> 40 60 80 100 120 140 160  Time-> 9.80  9.90
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Abundance Scan 1462 (10.686 min): BF133957.D\data.ms (-

Ref 50

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1460 (10.675 min): BF134278.D\data.ms

#42

2,4,6-Tribromophenol

Concen: 92.429 ng

RT: 10.675 min Scan#t 14gigilpl=gles
Delta R.T. -0.006 min
Lab File: BF134278.D [(ICHIEEIellEI(6H
Acq: 14 Jul 2023 00:27 ENNEZENEUPRERNES

Tgt Ion:330 Resp: 146835
Ion Ratio Lower Upper
330 100

332 95.6 77.0 115.6
141 32.7 26.3 39.5

Raw 50
Abundance
10.675
150000
0,
m/z-->
Abundance
320.¢ 100000
SUb 5ol 620 50000
140.9
221.9
LTS B R — e
miz--> 50 100 150 200 250 300 Time--> 10.60 10.70
Abundance Scan 1211 (9.210 min): BF133957.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 67.924 ng
RT: 9.198 min Scan# 1209
Ref 50 Delta R.T. -0.006 min
Lab File: BF134278.D
85.0 133.0152.1 Acq: 14 Jul 2023 00:27
oL \3\9".\0\”\ \63\.(\)\””\ T \h‘.\ \‘\:‘I‘-O\?.\O\ i T \‘ \.‘ \“\“\“ \.“ !
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 591953
Abundance Scan 1209 (9.198 min): BF134278.D\datams | 10N Ratio Lower Upper
172.1 | 172 100
171 35.5 28.6 43.0
170 24.0 19.4 29.0
Raw 50
Abundance
98
51.0 85.0 1200 1511 |
0\H’\\”H“\H‘HH\h\\\‘\\\\i\\\‘\‘\‘\“\‘\‘\\‘ T 600000
m/z--> 40 60 80 100 120 140 160 180
Abundance
172.1 400000
Sub
50 200000
51.0 85.0 1200 1511 -
i e o ———
miz--> 40 60 80 100 120 140 160 180 Time--> 920 9.30
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Abundance Scan 1581 (11.386 min): BF133957.D\data.ms (1 #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.374 min Scan#t 1{gSagilnlcaiee
Ref 50 Delta R.T. -0.006 min
Lab File: BF134278.D (SlEEQISEInIAE
80.1 158.1 Acq: 14 Jul 2023 ee:27 NNEAENRIAEEIS
ol420 [y 1180 AT | 2399
m/z--> 50 100 150 200 250 Tgt Ion:188 RESpZ 230534
Abundance Scan 1579 (11.374 min): BF134278.D\datams | 100 Ratio Lower Upper
188.2 188 100
94 8.2 6.4 9.6
80 8.8 7.3 10.9
Raw 50
Abundance
80.1 250000 pre
a0 T men BN
m/z--> 50 100 150 200 250 200000
Abundance
188.2 150000
Sub 100000
50
50000
80.1
oli20 U7 men T
m/z--> 50 100 150 200 250 Time--> 11.30 11.40

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

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.039 min Scan# 2032
Ref 50 Delta R.T. -0.000 min
Lab File: BF134278.D
120.1 Acq: 14 Jul 2023 00:27
0l ‘6\6\0\ f "‘\‘” T \1\8\4\‘.%‘\1 \M\m““ L L B
m/z--> 50 100 150 200 250 300 350 Tgt Ion:24@ Resp: 134663
Abundance Scan 2032 (14.039 min): BF134278 D\datams | 10N Ratlo  Lower Upper
240.2 240 100
120 8.5 7.4 11.0
236 25.5 21.0 31.6
Raw 50
Abundance
120.1
0 ?E\)\Q | ‘H 180.1 e il 30213472
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 100000
Abundance
240.2
Sub 50000
50
0 66.0 1181 170.1 302.1347.2 0f— — —
A e e B NI B S
m/z--> 50 100 150 200 250 300 350 Time--> 14.00 14.10
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Abundance Scan 1852 (12.980 min): BF133957.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 72.473 ng
RT: 12.974 min Scan#t 1{gSigiinlElee
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BF134278.D [(ClEhISEIlollEIl0l
. . PNNL-APM-0621-1RE
1221160, Acq: 14 Jul 2023 ©0:27
[oF; \‘Sﬁ.\l‘\ et “\ \‘\ T \ t \1\9?}\‘\”\‘““ T \3‘19.\1
miz--> 50 100 150 200 250 300  Tet Ton:244 Resp: 606392
Abundance Scan 1851 (12.974 min): BF134278.D\datams | 10N Ratlo Lower Upper
2482 244 100
212 6.6 6.0 9.0
122 8.1 8.3 12.5#
Raw 50
Abundance
12,074
122.1160.1 600000
42.1 80.1 71981 | 281.2318.
T T ‘ T T 17T ‘ T T 17T ‘ T 1T ‘ T T ‘ T T T 7T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance 400000
244.2
Sub
50 200000
4420 800 122.1160.119g 1 281.1 0
ettt e b il 28 ——
miz--> 50 100 150 200 250 300 Time->  12.90 13.00 13.10

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

264.1 Perylene-di12
Concen: 20.000 ng
RT: 15.545 min Scan# 2288
Ref 50 Delta R.T. -0.000 min
Lab File: BF134278.D
1321 Acq: 14 Jul 2023 00:27
0,520 | 1041 ,
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 182502
Abundance Scan 2288 (15.545 min): BF134278.D\datams | 100 Ratio Lower Upper
264.2 264 100
260 24.4 19.5 29.3
265 20.6 16.6 25.0
Raw 50
Abundance
55.1
[ Lo \” 207 l ‘ 329.1381.1 440.
0\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 60000
m/z--> 50 100 150 200 250 300 350 400
Abundance
264.1 40000
Sub
50 20000
132.0
oL 782 184.2 319 1372.1 430.2 0= -
e e b e T S S e e
miz--> 50 100 150 200 250 300 350 400 Time--> 15.50 15.60
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