Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022822\
Data File : BG052508.D

Acqg On : 28 Feb 2022 19:22

Operator : CG/JU

Sample : N1654-01 :

Misc : 20220091-BERKELEY-3-ELUTRIATE

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Mar 01 01:00:18 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Feb 08 01:21:20 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.216 152 24671 20.000 ng 0.00
21) Naphthalene-d8 11.054 136 96864 20.000 ng #-0.01
39) Acenaphthene-die 14.866 164 69029 20.000 ng 0.00
64) Phenanthrene-d10 17.616 188 172251 20.000 ng 0.00
76) Chrysene-di12 21.927 240 178148 20.000 ng #-0.01
86) Perylene-di12 25.387 264 175987 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.749 112 133262 94.142 ng 0.00

7) Phenol-dé 7.365 99 134559 61.608 ng 0.00
23) Nitrobenzene-d5 9.391 82 240546 107.929 ng 0.00
42) 2,4,6-Tribromophenol 16.353 330 172304 173.744 ng 0.00
45) 2-Fluorobiphenyl 13.486 172 558728 112.470 ng 0.00
79) Terphenyl-di4 20.206 244 896045 88.819 ng 0.00

Target Compounds Qvalue
10) Phenol 7.394 94 7887 3.634 ng 87

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022822\
Data File : BG@52508.D

Acqg On : 28 Feb 2022 19:22

Operator : CG/JU

Sample : N1654-01 :

Misc : 20220091-BERKELEY-3-ELUTRIATE

ALS vial : 16 Sample Multiplier: 1

Quant Time: Mar 01 01:00:18 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Feb 08 01:21:20 2022

Response via : Initial Calibration

Abundance TIC: BG052508.D\data.ms
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Abundance Scan 806 (8.223 min): BG052305.D\data.ms (-7¢ #1

150.1 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 8.216 min Scan# 8(giAtIIEls

Ref 50 1151 Delta R.T. -0.007 min
o1 782 Lab File: BG@52508.D (SIS
‘ ‘ Acq: 28 Feb 2022 19:22 20220091-BERKELEY-3-ELUTRIATE
(O ““‘ T ‘\‘\“\‘ T \“!”“ i T i \“ L R
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 24671

Abundance  Scan 805 (8.216 min): BG052508.D\datams 10N Ratio Lower Upper
150.1 152 100

150 142.3 117.8 176.8
115 57.7 50.2 75.2

Raw 50
78.2 1151 Abundance
521 20000
[ \“l t \‘\“\‘ T L \‘M!”“ \“\‘\ T T \‘“ T \‘H\ T
miz--> 40 60 80 100 120 140 160 15000 8/216
Abundance Scan 805 (8.216 min): BG052508.D\data.ms (-7¢
150.1
10000
Sub 50
78.2 115.1 5000
52.1
G‘H‘,‘H‘!‘u‘HH‘!‘M‘H‘_Hc“uu‘u‘ﬂ“_ 0 A
miz--> 40 60 80 100 120 140 160 Time->  8.15 8.20 8.25
Abundance Scan 385 (5.750 min): BG052305.D\data.ms (-37 #5
112.1 2-Fluorophenol
64.2 Concen: 94.142 ng
RT: 5.749 min Scan# 385
Ref 50 Delta R.T. -0.001 min
Lab File: BGO52508.D
391 ‘ ‘ Acq: 28 Feb 2022 19:22
0! ‘Mm\“‘\‘u‘\‘u ‘\‘H\\‘\H\‘\\H‘\\\%c\)?.\g\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 133262
Abundance  Scan 385 (5.749 min): BG052508.D\data.ms ~ 1© Ratio Lower Upper
119.1 112 100
64 64.8 60.4 90.6
64.2 63 34.5 33.3 49.9
Raw 50
Abundance
80000 5.749
38.1 ‘
0! ‘\”\”‘\“‘\‘H‘\‘H ‘\‘H\\‘\H\‘\\H‘\\H‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 385 (5.749 min): BG052508.D\data.ms (-2¢
112.1
40000
64.2
Sub 50
20000
w ||| of
0! R e R Ra R T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 570 5.80
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Abundance Scan 661 (7.372 min): BG052305.D\data.ms (-65 #7

99.2 Phenol-d6

Concen: 61.608 ng
RT: 7.365 min Scan# 6(gsiidtipl=lgies

Ref 50 71.2 Delta R.T. -0.007 min IA_
Lab File: BG@52508.D (SIS
421 Acq: 28 Feb 2022 19:22 AENIEEEISENAERNUEINIS
0\\‘\\\\‘}‘\‘\‘\\“\‘\‘\\“\‘\‘\‘\“‘\\\\8‘2\\2\\‘\\\\‘“\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 99 Resp: 134559
Abundance  Scan 660 (7.365 min): BG052508.D\data.ms 10" Ratio Lower Upper
99.2 99 100

42 19.2 19.1 28.7
71 39.6 33.4 50.2

Raw 50
12 Abundance
42.1 7.865
0 \H‘\ \H‘ \‘H 82.2 i
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 60000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 660 (7.365 min): BG052508.D\data.ms (-57
99.2 40000
Sub
50 71.2 20000
42.1
58.1
ob il B3 822 e
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 730 7.40 7.50
Abundance Scan 665 (7.395 min): BG052305.D\data.ms (-6% #10
94.2 Phenol
Concen: 3.634 ng
RT: 7.394 min Scan# 665
Ref 50 66.2 Delta R.T. -0.001 min
30.1 Lab File: BGO52508.D
| 55‘.1 | Acq: 28 Feb 2022 19:22
0\‘\\\\‘\\\\‘\\\\‘\‘\\\’\\\\’\\\\‘\ ‘\\“\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 94 Resp: 7887
Abundance Scan 665 (7.394 min): BG052508.D\data.ms Ion Ratio Lower Upper
94.2 94 100
65 35.3 14.1 54.1
66 32.4 26.6 66.6
Raw 50
40.1 65.2 Abundance
7.894
‘ ‘ ‘ 4000
0\‘\\\‘\‘“\H\\‘M\HH\\‘ ‘\H\‘\‘H’\\\\’\\\\‘\ ‘\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 665 (7.394 min): BG052508.D\data.ms (-57 3000
94.2
2000
Sub
50
65.2 1000
39.1
| 55.1 ‘
o‘_mwwm m_‘w,w S - e
m/z--> 30 40 50 70 90 100 Time--> 735 7.40 7.45
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Abundance Scan 1290 (11.067 min): BG052305.D\data.ms (- #21

136.2  Naphthalene-ds8

Concen: 20.000 ng

RT: 11.054 min Scan# 1Eigial=lies

Ref 50 Delta R.T. -0.013 min |
Lab File: BG@52508.D [(CUEIEEIellEIl0f
) PP0220091-BERKELEY-3-ELUTRIATE
54.1 108.2 Acq: 28 Feb 2022 19:22
0\\3\8.“(‘)\ \\“\“}‘\‘\76\‘"‘?‘}9%-\2‘\‘\‘\\‘\ \H‘“\ 1
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 96864

Abundance Scan 1288 (11.054 min): BG052508.D\datams 10N Ratio Lower Upper
136.2 136 100

137 10.7 9.1 13.7
54 7.7 8.3 12.5#
Raw gg 68 4.3 4.5 6.7#
Abundance
11.054
a1 108.2 50000
0 T \3\8.“:!-\ T \“-\ ‘ }‘\‘76}"‘0“} L ‘ \‘\ T ‘ T H‘“ LU
miz--> 40 60 80 100 120 140 40000
Abundance Scan 1288 (11.054 min): BG052508.D\data.ms (-
136.2 30000
sub 20000
50
10000
108.2
GH3‘8"1"Sﬁ"l‘m?p‘f‘?”wl”_m“‘_‘ Ob
m/z--> 40 60 80 100 120 140 Time--> 11.00 11.10

Abundance Scan 1006 (9.398 min): BG052305.D\data.ms (-¢ #23

82.2 Nitrobenzene-d5
Concen: 107.929 ng
RT: 9.391 min Scan# 1005
Ref 50{ 941 128.2 Delta R.T. -0.007 min
' Lab File: BGO52508.D
Acq: 28 Feb 2022 19:22
0"“\“‘““‘w““”“\“m“\mw”‘”w”ww‘??"'\l
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 240546
Abundance Scan 1005 (9.391 min): BG052508.D\data.ms 10" Ratio Lower Upper
8.2 82 100
128 38.1 27.0 40.4
54 46.3 41.0 61.6
Raw gg 54.1
128.2 Abundance
9.391
0‘”‘\‘““““\““““‘\‘“H“\HMH‘H\HH\HH\HH\
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1005 (9.391 min): BG052508.D\data.ms (-¢
82.2
Sub 50000
so 54t 128.2
0‘”\‘“““\“““\“““\““\”‘”\””\””\”‘w V"
m/z--> 40 60 80 100 120 140 160 180 Time-> 930 940 950
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Abundance Scan 1938 (14.873 min): BG052305.D\data.ms ( #39

162.2 Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.866 min Scan# 1{g{dVilcliss

Ref 50 Delta R.T. -0.007 min |
Lab File: BG@52508.D |QUENISEUILIEICH
80.2 Acq: 28 Feb 2022 19:22 AUZINIIEEISNS NSRS RUNIRINGS
o 479.
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 50 100 150 200 250 300 350 400 450 18t Ion:164 Resp: 69029
Abundance Scan 1937 (14.866 min): BG052508.D\datams 10N Ratlo Lower Upper
16p.2 164 100

162 101.6 82.2 123.2
160 48.7 36.2 54.2

Raw 50
Abundance
80.2 40000 14(g66
0' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 30000
Abundance Scan 1937 (14.866 min): BG052508.D\data.ms (-
162.2
20000
Sub
50
10000
80.2
0! SEERRRRRRRRRERRRRRRRRRRRRRRRRRRE T
miz--> 50 100 150 200 250 300 350 400 450 Time.->  14.80  14.90

Abundance Scan 2191 (16.359 min): BG052305.D\data.ms (- #42

329.¢ 2,4,6-Tribromophenol
Concen: 173.744 ng

RT: 16.353 min Scan# 2190
Delta R.T. -0.006 min

Lab File: BG052508.D

Acq: 28 Feb 2022 19:22

Ref 50

O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 172304
Abundance Scan 2190 (16.353 min): BG052508.D\data.ms 1ON Ratlo Lower Upper

320.¢ 330 100
332 95.2 78.6 117.8
141 31.9 28.8 43.2
Raw 50 621
141.1 Abundance
‘ 221.8 100000  16-853
0 ‘\‘\‘ \i‘ 1‘ i \‘\JJ‘LOFM ‘ }h‘ ‘\HN e UM‘\‘ ‘L“\L‘ R 80000
m/z--> 50 100 150 200 250 300
Abundance Scan 2190 (16.353 min): BG052508.D\data.ms (-
320.¢ 60000
40000
Sub 50l 62.1
1411 20000
221.8
old L dO3Q 4 UH\\‘ ‘\\“\‘ ey 0 SSa—
miz--> 50 100 150 200 250 300 Time--> 16.40
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Abundance Scan 1703 (13.493 min): BG052305.D\data.ms ( #45

172.2 2-Fluorobiphenyl
Concen: 112.470 ng
RT: 13.486 min Scan#t 11gigill=glies
Ref 50 Delta R.T. -0.007 min |
Lab File: BG@52508.D [(GIEHIEEIel(EI(6H
Acg: 28 Feb 2022 19:27 HUPRUNEISCN GO Ny
0 51\.1 | \\85\'2 120'1\14%\2 I ‘ !
H\“\\‘H“\\\‘H\h\\‘\”‘\‘\\\i\”\\\‘\‘\‘\‘\“\\\‘H\\‘\\;\ . .
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:172 Resp: 558728
Abundance Scan 1702 (13.486 min): BG052508.D\data.ms 10" Ratio Lower Upper
179.2 172 100
171 35.2 28.3 42.5
170 23.7 18.3 27.5
Raw 50
Abundance
13.4486
85.2 146.2
0= \“5\9\.:\1‘ el T \h\ \‘\”‘ T \]\-\2?\.“\2\‘\ T \“H‘\“ \“ ! ‘\ BERERRRRR 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1702 (13.486 min): BG052508.D\data.ms (-
172.2 200000
Sub
50 100000
501 852 120.2 14‘6-‘2 |
(O R AR e T
m/z--> 40 60 80 100 120 140 160 180 200 Time-->  13.40 13.50 13.60

Abundance Scan 2406 (17.622 min): BG052305.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.616 min Scan# 2405
Ref 50 Delta R.T. -0.007 min
Lab File: BGO52508.D
Acq: 28 Feb 2022 19:22
80.2
ouzs ez TR zer
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 172251
Abundance Scan 2405 (17.616 min): BG052508.D\data.ms Ion Ratio Lower Upper
188.2 188 100
94 6.5 5.9 8.9
80 8.0 6.6 10.0
Raw 50
Abundance
17.616
043'0 ‘83-2‘“ 118.3 ]‘-Sﬁz m 100000
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
Abundance Scan 2405 (17.616 min): BG052508.D\data.ms (-
188.2
50000
Sub
50
o2t 215 mea B2 e
m/z--> 50 100 150 200 250 Time--> 17.60 17.70
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Abundance Scan 3141 (21.940 min): BG052305.D\data.ms (;
240.3
Ref 50
o541 1202 1802 ‘\.m‘“ 281.1
\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 3139 (21.927 min): BG052508.D\data.ms
240.3
Raw 50
o 730 1207 1702 || 2811 354,
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3139 (21.927 min): BG052508.D\data.ms (-
240.3
Sub
50
oh. 642 1202 1805 || 2811
e I I R
miz--> 50 100 150 200 250 300 350
Abundance Scan 2847 (20.213 min): BG052305.D\data.ms (;
244.3
Ref 50
541 1222 1982
Oh— “\‘\ i‘\““\ T “‘\‘\ \‘\“ t \‘\H\“‘ L ™
miz--> 50 100 150 200 250 300 350
Abundance Scan 2846 (20.206 min): BG052508.D\data.ms
244.3
Raw 50
0\8\3‘ \8\0\\2‘]‘-\2\2\2\ T ‘1 t \1\9‘8\; . hl““ T \3\4\1‘1\ T
miz--> 50 100 150 200 250 300 350
Abundance Scan 2846 (20.206 min): BG052508.D\data.ms (-
244.3
Sub
50
122.2
083 802 717 | 1982 3411
m/z--> 50 100 150 200 250 300 350

BGO52508.D 8270-BGO20722.M Tue Mar 01 13:

#76
Chrysene-d12
Concen: 20.000 ng

RT: 21.927 min Scan#t 3l
Delta R.T. -0.013 min

Lab File: BG@52508.D [(CUEIEEIellEIl0f
Acq: 28 Feb 2022 19:22 AVZNNIESSNSNERaNOINIS

Tgt Ion:240 Resp: 178148

Ion Ratio Lower Upper

240 100

120 7.0 4.4 6.6#
0.8

236 24.1 20. 31.2
Abundance
100000 21.027
80000
60000
40000
20000
T T T ‘ T T T T ‘ T T
Time--> 2190 22.00
#79
Terphenyl-d14
Concen: 88.819 ng
RT: 20.206 min Scan# 2846
Delta R.T. -0.007 min
Lab File: BGO52508.D

Acq: 28 Feb 2022 19:22

Tgt Ion:244 Resp: 896045
Ion Ratio Lower Upper
244 100
212 .8
8

6 .0
122 6. 2

6 9.
6. 9

0
4

Abundance
20.R06

600000
400000

200000

Time--> 20.20 20.30

29:23 2022
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Abundance Scan 3731 (25.406 min): BG052305.D\data.ms (- #86

264.3
Ref 50
57.3 132.2
0+ “‘\ ‘\‘ i I el ‘U\ T \2\0‘4\2\ i “‘”\“‘\ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance Scan 3728 (25.387 min): BG052508.D\data.ms
264.3
Raw 50
0+ \“5‘7‘\1\- = \:‘I‘-\3“12\2‘ T \2(‘)?-\2‘\‘”\ ‘m\‘”\ L \3\5‘5\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3728 (25.387 min): BG052508.D\data.ms (-
264.3
Sub
50
132.2
o031 9007 2081, | 341.0
L L s sy B
miz--> 50 100 150 200 250 300 350

BGO52508.D 8270-BGO20722.M

Perylene-d12

Concen: 20.000 ng

RT: 25.387 min Scan#t 3|l
Delta R.T. -0.019 min [AAWE]

Lab File: BG@52508.D [(CUEIEEIellEIl0f
Acq: 28 Feb 2022 19:22 AVZNNIESSNSNERaNOINIS

Tgt Ion:264 Resp: 175987
Ion Ratio Lower Upper
264 100

260 21.7 18.5 27.7
265 22.1 17.8 26.6

Abundance
50000 25,387
40000
30000

20000

10000 /\
0

Time-> 2520 2540 25.60
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