Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49125.D

Acqg On : 28 Jun 2021 19:04
Operator : CG/JU

Sample : M2828-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jun 29 04:01:10 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 24 11:02:36 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.104 152 29536 20.000 ng 0.00
21) Naphthalene-d8 10.924 136 125722 20.000 ng # 0.00
39) Acenaphthene-di10 14.743 164 94122 20.000 ng 0.00
64) Phenanthrene-d10 17.493 188 206998 20.000 ng # 0.00
76) Chrysene-di12 21.776 240 218929 20.000 ng -0.01
86) Perylene-di12 25.090 264 234835 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.654 112 116602 61.454 ng 0.00

7) Phenol-dé6 7.252 99 96466 33.922 ng 0.00
23) Nitrobenzene-d5 9.267 82 253749 87.030 ng 0.00
42) 2,4,6-Tribromophenol 16.235 330 222057 159.241 ng 0.00
45) 2-Fluorobiphenyl 13.368 172 570013 85.552 ng 0.00
79) Terphenyl-di4 20.101 244 1063107 88.932 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 10.178 122 9498 7.199 ng 85
52) Acenaphthene 14.808 154 14804 2.487 ng 94
58) Fluorene 15.789 166 16085 2.126 ng 98

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062821\
Data File : BG@49125.D

Acqg On : 28 Jun 2021 19:04
Operator : CG/JU

Sample : M2828-11

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jun 29 04:01:10 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Jun 24 11:02:36 2021
Response via : Initial Calibration

Abundance TIC: BG049125.D\data.ms
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Abundance Scan 865 (8.122 min): BG048907.D\data.ms (-85 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 8.104 min Scan# 862
Ref 50| g1 Delta R.T. -0.001 min
Lab File: BGO49125.D
l Acq: 28 Jun 2021 19:04
0 \'“\J’h\"‘\“\lﬂ\"\"\H \\\\\‘\2\:\3\9’.4\\\‘\\\\’\\\\‘\\\\’\\\.
m/z--> 50 100 150 200 250 300 350 400 450 I8t Ion:152 Resp: 29536
Abundance  Scan 862 (8.104 min): BG049125.D\datams ~ 1©" Ratio Lower Upper
150.1 152 100
150 170.9 119.4 179.0
115 64.4 60.2 90.4
Raw 50
78.1 Abundance
L]
0 bl
m/z--> 50 100 150 200 250 300 350 400 450 20000
Abundance Scan 862 (8.104 min): BG049125.D\data.ms (-84
150.1 15000
Sub 10000
50
781 5000
0 J‘v“”'\‘l AR SRR SRR SRR AR BN R AR R
miz--> 50 100 150 200 250 300 350 400 450 Time--> 8.05 8.10 8.15

Abundance Scan 447 (5.666 min): BG048907.D\data.ms (-43 #5

112.1 2-Fluorophenol
Concen: 61.454 ng
RT: 5.654 min Scan# 445
Ref 50 Delta R.T. -0.002 min
57(1 Lab File: BG@49125.D
‘ H Acq: 28 Jun 2021 19:04
Ol e
m/z--> 50 100 150 200 250 300 350 400 450 8t Ion:112 Resp: 116602
Abundance  Scan 445 (5.654 min): BG049125.D\datams ~ 100 Ratio  Lower Upper
112.1 112 100
64 72.7 46.7 70.1#
63 45.5 35.3 52.9
Raw 50
5701 Abundance
1‘ 60000
0 RS SRR RN SRR AR SRS EARE S RSN
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 445 (5.654 min): BG049125.D\data.ms (-3%
1101 40000
Sub gy 20000
57[1
0 “"m‘ T T
miz--> 50 100 150 200 250 300 350 400 450 Time--> 5,60 570 5.80
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Abundance Scan 719 (7.264 min): BG048907.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 33.922 ng
RT: 7.252 min Scan# 717
Ref 50 Delta R.T. -0.008 min
Lab File: BGO49125.D
~ Acq: 28 Jun 2021 19:04
0‘hwm“Mww‘ww‘Hw‘ww‘www‘ww‘ww‘ww‘w
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 99 Resp: 96466
Abundance  Scan 717 (7.252 min): BG049125.D\datams ~ 100 Ratlo Lower Upper
99.1 99 100
42 24.3 20.5 30.7
71 46.3 41.5 62.3
Raw 50
Abundance
50000
O‘MM““ ””\”‘W”‘W‘”W‘”‘W”‘U‘”W‘”\ﬁﬁ%
m/z--> 50 100 150 200 250 300 350 400 450 500 40000
Abundance Scan 717 (7.252 min): BG049125.D\data.ms (-62
99.1 30000
Sub 20000
50
10000
G‘Lmkw HH\H‘wH‘w‘ww‘w‘ww‘w‘ww‘~\§4%' 0t
m/z--> 50 100 150 200 250 300 350 400 450 500 Time-->

Abundance Scan 1346 (10.948 min): BG048907.D\data.ms (- #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.924 min Scan# 1342
Ref 50 Delta R.T. -0.002 min
Lab File: BGO49125.D
54.1 Acq: 28 Jun 2021 19:04
0.1 222.9 295,

0 = “‘\ T \“‘\ L B B B B T I 1 R . 125722
m/z--> 50 100 150 200 250 gt Ion:136 Resp: >
Abundance Scan 1342 (10.924 min): BG049125.D\datams 10N Ratlo Lower Upper

136.2 136 100
137 9.6 8.2 12.2
54 9.7 5.5 8.3#
Raw 5o 68 4.5 2.3 3.5#
Abundance
10,924
54.1 60000

Ol “‘ \“h\ h\mi ?‘.‘\1\ \‘M\ L L B B B
m/z--> 50 100 150 200 250
Abundance Scan 1342 (10.924 min): BG049125.D\data.ms (-

136 40000
6.2
sub o 20000
54.1

T Hess

miz--> 50 100 150 200 250 Time--> 10.90  11.00
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Abundance Scan 1064 (9.291 min): BG048907.D\data.ms (-1 #23

82.0 Nitrobenzene-d5
Concen: 87.030 ng
54.1 RT: 9.267 min Scant 1060
Ref 50 Delta R.T. -0.008 min
128.1 Lab File: BG@49125.D
‘ 98.0 Acq: 28 Jun 2021 19:04
U MO PP 5
m/z--> 40 60 80 100 120 140 gt Ion: 82 Resp: 253749
Abundance Scan 1060 (9.267 min): BG049125.D\datams 10" Ratio Lower Upper
83.2 82 100
128 37.8 29.8 44.6
54.1 54 62.2 45.8 68.8
Raw
>0 1281 apundance
98.2
o+ \3\8"“ \ H!‘w ‘ c‘c‘\ bl \“ \]Tl\3?0‘ Che
miz--> 40 60 80 100 120 140 100000
Abundance Scan 1060 (9.267 min): BG049125.D\data.ms (-¢
82.2
Sub 54.1 50000
50 128.1
98.2
0 \3\8"“”‘!”\‘0‘0‘\ b \“ \]\'1\3?0‘ — ST
miz--> 40 60 80 100 120 140 Time-> 9.20 9.30
Abundance Scan 1221 (10.214 min): BG048907.D\data.ms (- #32
771 1051 Benzoic acid
Concen: 7.199 ng
RT: 10.178 min Scan# 1215
Ref 50 51.1 Delta R.T. -0.055 min
Lab File: BGO49125.D
Acq: 28 Jun 2021 19:04

\H H‘ 1l \‘\H ‘ 71341 162'9 2069

m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:
Abundance Scan 1215 (10.178 min): BG049125.D\datams 10N Rat

o

122 Resp: 9498
io Lower Upper

105.1 122 100
7.1 105 127.3 92.3 132.3
77 100.7 66.5 106.5
Raw 50
51.1 Abundance
| 31.1
0' ‘\‘\‘\‘\‘\\\‘\I“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\ 3000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1215 (10.178 min): BG049125.D\data.ms (-
105.1
271 D 2000
Sub
50 51.1 1000
31.1
0! ‘\‘\\‘\‘\‘\\‘\I“H‘H‘\‘\H‘HH‘HH‘HH O\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.10 10.20 10.30
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Abundance Scan 1996 (14.767 min): BG048907.D\data.ms (- #39
1

4.2 Acenaphthene-d10
Concen: 20.000 ng
RT: 14.743 min Scan# 1992
Ref 50 Delta R.T. -0.008 min
80.1 Lab File: BG@49125.D
54.1 ' Acq: 28 Jun 2021 19:04
o 191.1 225.1
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:164 Resp: 94122
Abundance Scan 1992 (14.743 min): BG049125.D\datams 10" Ratio Lower Upper
164.2 164 100
162 97.2 81.4 122.0
160 44.8 34.9 52.3
Raw 50
Abundance
60000
0,
miz--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1992 (14.743 min): BG049125.D\data.ms (40000
Sub 20000
’ O‘H\HH\‘H
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 14.70 14.80

Abundance Scan 2249 (16.254 min): BG048907.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
62.1 Concen: 159.%41 ng
’ RT: 16.235 min Scan# 2246
Ref 50 140.9 Delta R.T. -0.002 min
2229 Lab File: BGO49125.D
‘ : Acq: 28 Jun 2021 19:04
L TR YOS Y u”u‘ 2666
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 222057
Abundance Scan 2246 (16.235 min): BG049125.D\datams 10N Ratio Lower Upper
320¢c 330 100
332 94.8 77.3 115.9
141 36.1 35.6 53.4
Raw 50 62.1
141.0 Abundance
221.9
0 \““\““““1‘“1““‘1“%@“”’1‘@\ " ;M‘ ‘\:H‘F“l"]n‘ : U“H‘ ‘Ll““ SRR
m/z--> 50 100 150 200 250 300 100000
Abundance Scan 2246 (16.235 min): BG049125.D\data.ms (-
329.€
sub | 20 50000
141.0
221.9
0‘\\‘ \‘\H“H\‘\NO‘Z;%‘H\“\J'\‘P‘]"‘]\"‘U“H"\l\\””“‘ T
miz--> 50 100 150 200 250 300 Time--> 16.20 16.30
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Abundance Scan 1762 (13.392 min): BG048907.D\data.ms (- #45

172.1 2-Fluorobiphenyl
Concen: 85.552 ng
RT: 13.368 min Scan#t 1758
Ref 50 Delta R.T. -0.002 min
Lab File: BGO49125.D
Acq: 28 Jun 2021 19:04
51\"1 \\85\'0 120'1\14?'\\1 | i
0H\“H‘H““\\H“\“\\‘\”‘\‘\Hi\”\u“‘\‘\‘\“u‘ \‘\H\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 576013
Abundance Scan 1758 (13.368 min): BG049125.D\datams 10N Ratlo Lower Upper
17p.2 172 100
171 36.1 28.6 43.0
170 23.1 18.6 27.8
Raw 50
Abundance
146.1 ‘
0= \“ \\5\]”.\'\]‘.“‘\ \7\5‘1"]‘.‘\“‘\ \‘\”‘ T ‘\]\-\2?\.“-}\‘\ T N\“\“ \“ s ‘\ BEARRRRRE 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1758 (13.368 min): BG049125.D\data.ms (-
172.2 200000
Sub
50 100000
50.1 75.1 120.1 146.1 M 0
O il gttt ottt Al e e R B A A
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 13.30 13.40

Abundance Scan 2007 (14.832 min): BG048907.D\data.ms (- #52

158.1 Acenaphthene
Concen: 2.487 ng
RT: 14.808 min Scan# 2003
Ref 50 Delta R.T. -0.008 min
Lab File: BG@49125.D
611 76.0 Acq: 28 Jun 2021 19:04
ol : 102.1126.1 208.C
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:154 Resp: 14804
Abundance Scan 2003 (14.808 min): BG049125.D\data.ms 10N Ratio Lower Upper
158.1 154 100
153 115.9 87.0 130.4
152 52.7 40.1 60.1
Raw 50
Abundance
41.1 5 95.2
7.1 10000
. 122.2 176.2
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 2003 (14.808 min): BG049125.D\data.ms (-
158.1 6000
Sub 4000
2000
h \‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Time-> 14.75 14.80 14.85
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Abundance Scan 2175 (15.819 min): BG048907.D\data.ms (- #58

16p.1 Fluorene
Concen: 2.126 ng
RT: 15.789 min Scan# 2170
Ref 50 Delta R.T. -0.008 min
1081 204.1 Lab File: BG@49125.D
Acq: 28 Jun 2021 19:04
oL \‘ \‘M ‘\‘w\‘\lm‘\ ““ : i | ‘\‘u‘\‘ : ‘\“ — ‘2‘67‘-]‘-‘
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.66 RESpZ 16085
Abundance Scan 2170 (15.789 min): BG049125.D\datams 10" Ratio Lower Upper
166.2 166 100
165 95.6 77.7 116.5
167 15.7 10.8 16.2
Raw 50
411 811 Abundance
115.2 10000 15789
206.2
0 ‘\hhh‘w uu‘h\ ‘\‘ P 8000
m/z--> 50 100 150 200 250
Abundance Scan 2170 (15.789 min): BG049125.D\data.ms (-
N 6000
166.2
4000
Sub
50
2000
WO Wiy ATY W
oL M\ u m\‘ H\MH“\M \Mu il \w‘\h flim ‘\\\\\‘HM i ‘\\‘ R 0 : . —
m/z--> 50 100 150 200 250 Time--> 15.80
Abundance Scan 2464 (17.517 min): BG048907.D\data.ms (- #64
188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.493 min Scan# 2460
Ref 50 Delta R.T. -0.008 min
Lab File: BGO49125.D
80.1 Acq: 28 Jun 2021 19:04
0\;9\'1‘“\‘ H‘ H“ \1\3\2\]-“”\ T \H\ ‘ UL ’ \2\8\]-\()‘ T \3\)4\.3‘
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 206998
Abundance Scan 2460 (17.493 min): BG049125.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 5.1 5.4 8.0#
80 7.0 3.7 5.5#
Raw 50
Abundance
17.493
80.1
0?]\-%\“\”1 \ ‘ \1\3\2\2‘”! t \M T \2\39-\1’ LB B B
miz--> 50 100 150 200 250 300 100000
Abundance Scan 2460 (17.493 min): BG049125.D\data.ms (-
188.2
Sub 50000
50
0f00 %1% 1322y | 2m3 pe———
m/z--> 50 100 150 200 250 300 Time--> 17.50
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Abundance Scan 3196 (21.818 min): BG048907.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 21.776 min Scan# 3189
Ref 50 Delta R.T. -0.014 min
Lab File: BG@49125.D
118.1 Acq: 28 Jun 2021 19:04
0 \5\2‘\]7\\‘”\‘\‘\\‘\\\\“\I\J\“ ‘\\\\‘\\\.\‘\\\\‘\\\\‘\\\.
m/z--> 50 100 150 200 250 300 350 400 450 8t Ion:24@ Resp: 218929
Abundance Scan 3189 (21.776 min): BG049125.D\datams 10N Ratlo Lower Upper
240.3 240 100
120 5.4 4.2 6.2
236 25.6 21.8 32.6
Raw 50
Abundance
21./776
431 11824841 | 3130
0\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ 100000
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3189 (21.776 min): BG049125.D\data.ms (-
240.3
50000
Sub
50
ol52.2 118219802 | 341.2 0l o
B s AR e
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 21.70 21.80

Abundance Scan 2908 (20.126 min): BG048907.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 88.932 ng
RT: 20.101 min Scan# 2904
Ref 50 Delta R.T. -0.002 min
Lab File: BGO49125.D
Acq: 28 Jun 2021 19:04
0\ \Sﬁ\J‘-\ }‘]\-(’)6\%\ T ‘ \ \ \Z\Q‘ \‘J.\‘ hh‘ L ‘ T \3\)5‘4\.
m/z--> 50 100 150 200 250 300 350 8t Ion:244 Resp: 1663167
Abundance Scan 2904 (20.101 min): BG049125.D\data.ms 107 Ratio Lower Upper
244.3 244 100
212 8.3 6.9 10.3
122 6.4 5.0 7.6
Raw 50
Abundance
20(101
160 2
541 108.2 ~ 72012 )
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 600000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2904 (20.101 min): BG049125.D\data.ms (-
2443 400000
Sub
50 200000
160
oh 241 11817772012 | 0
e e e e e
mlz--> 50 100 150 200 250 300 350 Time--> 20.00 20.10 20.20
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Abundance Scan 3764 (25.155 min): BG048907.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.090 min Scan# 3753

Ref 50 Delta R.T. -0.014 min
Lab File: BG@49125.D
132.0 Acq: 28 Jun 2021 19:04
0\\‘\7\6\.]\-“‘\“\“\”\‘\\H%:\L\S.\a‘\""\h‘\H‘HH‘\.H\’\
m/z--> 50 100 150 200 250 300 350 400 18t Ion:264 Resp: 234835
Abundance Scan 3753 (25.090 min): BG049125.D\datams 10N Ratlo Lower Upper
264.3 264 100

260 23.7 19.4 29.2
265 22.0 16.9 25.3

Raw 50
Abundance
25.090
132.1
o731 orT 202 | a4
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\ 60000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 3753 (25.090 min): BG049125.D\data.ms (-
264.3
40000
Sub
50 20000
132.1
0 54.1 o 180.2 Ll 341.1 0
R L E e e R o
m/z--> 50 100 150 200 250 300 350 400 Time--> 25.00 25.10 25.20
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