Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BGO54763.D

Acqg On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : [YANNUZZI-PLYMOUTH-PROJECT

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Aug 27 02:18:30 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Aug 25 17:50:55 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.152 152 48402 20.000 ng 0.00
21) Naphthalene-d8 10.972 136 204302 20.000 ng 0.00
39) Acenaphthene-di10 14.780 164 139672 20.000 ng 0.00
64) Phenanthrene-d1e 17.524 188 297695 20.000 ng 0.00
76) Chrysene-di2 21.819 240 289126 20.000 ng 0.00
86) Perylene-di12 25.185 264 308207 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.684 112 273325 98.334 ng 0.00

7) Phenol-dé6 7.294 99 393464 103.509 ng 0.00
23) Nitrobenzene-d5 9.321 82 246988 63.465 ng 0.00
42) 2,4,6-Tribromophenol 16.266 330 133792 76.659 ng 0.00
45) 2-Fluorobiphenyl 13.405 172 599488 64.511 ng 0.00
79) Terphenyl-di4 20.126 244 960687 65.836 ng 0.00

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_G\Data\BG082622\
Data File : BGO54763.D

Acq On : 26 Aug 2022 20:16

Operator : CG/JU

Sample : N4338-01 :

Misc : YANNUZZI-PLYMOUTH-PROJECT

ALS Vial : 16 Sample Multiplier: 1

Quant Time: Aug 27 02:18:30 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Aug 25 17:50:55 2022

Response via : Initial Calibration
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Abundance Scan 828 (8.153 min): BG054737.D\data.ms (-82 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 8.152 min Scan# 8UgidtilEls
Ref 50 115.0 Delta R.T. -0.001 min

51 781 Lab File: BG@54763.D [(GICEHIEEIellE](6H:
: Acq: 26 Aug 2022 20:16 MANNUZAEIRGVCNIRI eV Zeoy

m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 48402

Abundance  Scan 828 (8.152 min): BG054763.D\datams | 10N Ratio Lower Upper
150.0 152 100

150 150.9 125.2 187.8
115 56.0 47.9 71.9

Raw 50
115.0 Abundance
521 781 40000
miz--> 40 60 80 100 120 140 160 30000 2
Abundance Scan 828 (8.152 min): BG054763.D\data.ms (-81
150.0
20000
Sub
50 115.0 10000
52.1 78.1
G\\\“i\\‘!‘\“‘\\\“\‘“\“\\\‘\\\1“\\\\‘\\‘\“\‘\ OV\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 8.10 8.15 8.20
Abundance Scan 408 (5.686 mln) BG054737.D\data.ms (-4C #5
112.0 2-Fluorophenol
641 Concen: 98.334 ng
: RT: 5.684 min Scan# 408
Ref 50 Delta R.T. -0.001 min
Lab File: BGO54763.D
Acq: 26 Aug 2022 20:16
e ll L] | e
0\\\“\\“\‘\‘H\‘\\‘\“\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 273325
Abundance  Scan 408 (5.684 min): BG054763.D\datams 100 Ratlo Lower Upper
112.0 112 100
64 62.2 49.3 73.9
64.1 63 32.3 26.3 39.5
Raw 50
Abundance
5.684
39.1 ‘ ‘ 150000
0\H“‘H‘h\“\‘“”\‘hm\NH‘\‘H ‘\‘\u\‘uu‘uu‘uu‘uu
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 4 .684 min): B 4763.D . -31
Scan 408 (5.68 m:IL?_)Z.OG% 63.D\data.ms (-3 100000
64.1
Sub gy 50000
miz--> 40 60 80 100 120 140 160 180 200 Time-> 560 570 5.80
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Abundance Scan 682 (7.296 min): BG054737.D\data.ms (-67
99.

1

#7
Phenol-d6

Concen: 103.509 ng

Abundance

Scan 682 (7.294 min): BG054763.D\data.ms

Ion

RT: 7.294 min Scan#t 6{gSiiiglElies
Ref 50 Delta R.T. -0.001 min L
711 Lab File: BGO54763.D [(CUEISEIellEIl0H
42.1 ‘ Acq: 26 Aug 2022 20:16 YANNUZZI-PLYMOUTH-PROJECT
0‘\‘\\\}‘}‘JM\\‘?\‘1\\"\‘\‘1\“‘\\\\‘\\\\‘\\\\}\\H\’\\\
m/z--> 30 40 50 60 70 80 90 100 110 | '8t Ion: 99 Resp: 393464

Ratio Lower Upper

99.1 99 100
42 17.8 14.6 22.0
71 31.2 24.6 37.0
Raw 50
71.1 Abundance
2.1 7.294
200000
ob ol Tl B2
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 682 (7.294 min): BG054763.D\data.ms (-5¢ 20000
99.1
100000
Sub
50
711 50000
42.1 ‘
o‘wm;Muum,_HHH‘ﬁ?‘l‘wuw,m =
miz--> 30 40 50 60 70 80 90 100 110 Time->  7.20 7.30 7.40
Abundance Scan 1309 (10.980 min): BG054737.D\data.ms (- #21
136.1 | Naphthalene-d8
Concen: 20.000 ng
RT: 10.972 min Scan# 1308
Ref 50 Delta R.T. -0.008 min
Lab File: BGO54763.D
54.1 108.1 Acq: 26 Aug 2022 20:16
0 \3\8"0\ T M\ ‘ \‘\‘ \7\‘8“‘]‘-\‘ T T ‘ \‘\ T ‘ T \‘“‘ ‘ 1
miz--> 40 60 80 100 120 140 Tgt IOHZ:!.36 Resp: 204302
Abundance Scan 1308 (10.972 min): BG054763.D\data.ms 1o Ratlo Lower Upper
136.1 136 100
137 11.3 9.2 13.8
54 9.7 7.7 11.5
Raw 5g 68 6.9 5.6 8.4
Abundance
100000, 717
54.1 108.1
o381 1 ‘7“8"‘}“ SR ST
miz--> 40 60 80 100 120 140 80000
Abundance Scan 1308 (10.972 min): BG054763.D\data.ms (
136.1 60000
Sub 40000
50
20000
Sﬁ.l 781 108.1 | |
o8 e
miz--> 40 60 80 100 120 140 Time-> 10.90 11.00 11.10
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Abundance Scan 1028 (9.329 min): BG054737.D\data.ms (-1 #23

82.1 Nitrobenzene-d5
Concen: 63.465 ng
541 RT: 9.321 min Scan# 1SRl
Ref 50 ' 128.1 Delta R.T. -0.007 min [EINWC
Lab File: BG@54763.D ([GlULEHISEIIAE
98.1 Acq: 26 Aug 2022 20:16 YANNUZZI-PLYMOUTH-PROJECT
0 49'\1 . ‘ . 68‘1 Ll ‘ 112'1 .
T R AL R R B B
miz--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 246988
Abundance Scan 1027 (9.321 min): BG054763.D\datams 10N Ratio Lower Upper
8J.1 82 100
128 43.4 32.2 48.2
54 50.7 41.4 62.0
Raw  5p 541 128.1
Abundance
1 9.321
0 49'\1 “ . 68‘1 ol ‘ 112'1 L
R e B
m/z--> 40 60 80 100 120 100000
Abundance Scan 1027 (9.321 min): BG054763.D\data.ms (-¢
82.1
50000
Sub 4.1
50 5 128.1
98.1
0 49'\0 “ . 68‘1 Ll ‘ 1121 | 01
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 Time—> 9.20 9.30 9.40

Abundance Scan 1957 (14.787 min): BG054737.D\data.ms (- #39

162.1 Acenaphthene-die

Concen: 20.000 ng

RT: 14.780 min Scan# 1956
Ref 50 Delta R.T. -0.007 min

801 Lab File: BGO54763.D

Acq: 26 Aug 2022 20:16

106.0 132.1

O,
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:164 Resp: 139672
Abundance Scan 1956 (14.780 min): BG054763.D\data.ms Ion Ratio Lower Upper
162.1 164 100

162 104.0 83.0 124.4
l6e0 48.1 38.0 57.0

Raw 50
Abundance
80.1 14.¥80
80000
oLt 1082 1322 | 1011
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1956 (14.780 min): BG054763.D\data.ms ( 60000
162.1
40000
Sub
50
20000
80.1
54.1
0 ‘wu‘m:‘mw‘u“18?11“1‘?:2‘(‘1”‘1“ L S S O
miz--> 40 60 80 100 120 140 160 180 200 Time--> 14.70 14.80

BGO54763.D 8270-BGO82522.M Mon Aug 29 14:55:54 2022 Page 5



Abundance Scan 2210 (16.273 min): BG054737.D\data.ms (- #42

329.6 2,4,6-Tribromophenol

Concen: 76.659 ng

RT: 16.266 min Scan# 2][QE{0VLEiss

Ref 50 62.1 Delta R.T. -0.007 min
140.9 Lab File: BG@54763.D ([GlULEHISEIIAE
‘ H 221.8 Acq: 26 Aug 2022 20:16 MWNNUZARZRYVCITNNERION/=els
ob \‘\‘ ““ 1‘ i U ‘ g }h ‘ ‘H\M\ Co U““‘ : Ll\\‘ e
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 133792

Abundance Scan 2209 (16.266 min): BG054763.D\datams = 10" Ratio Lower Upper
3206 330 100

332 97.2 79.8 119.6
141 33.5 26.8 40.2

n

Raw 50| 621

140.9 Abundance
‘ 221.8 80000 16.£66
ootboaoze Lo o
miz--> 50 100 150 200 250 300 60000
Abundance Scan 2209 (16.266 min): BG054763.D\data.ms (
320.€
40000
SUbgol 621
140.9 20000
‘ ‘ 221.8
0Ll 1‘:‘“‘;@92% I B~ U“‘M i E— E s
miz--> 50 100 150 200 250 300  Time->  16.20 16.30

Abundance Scan 1723 (13.412 min): BG054737.D\data.ms (- #45

172.1 | 2-Fluorobiphenyl

Concen: 64.511 ng

RT: 13.405 min Scan# 1722
Ref 50 Delta R.T. -0.007 min

Lab File: BGO54763.D

Acq: 26 Aug 2022 20:16
H\“\\‘\\“\H‘H\H‘\“HH‘\”\H’M‘\‘\“H . .

miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 599488

Abundance Scan 1722 (13.405 min): BG054763.D\datams = 100 Ratio Lower Upper

171 | 172 100

171 37.2 31.2 46.8

176 24.9 20.6 30.8

Raw 50
Abundance
13.405
51.1 85.1 133.1152.1
IR 2.2 il Y 300000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1722 (13.405 min): BG054763.D\data.ms (
172.1 200000
Sub
50 100000
0 5]\\.1 L \\\\85‘\.1 1050 | 13\311‘5\\‘21 i O
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\ ‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 Tjme--> 13.30 13.40 13.50
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Abundance Scan 2424 (17.531 min): BG054737.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.524 min Scan#t 24[gfSidfigl=lgles
Ref 50 Delta R.T. -0.007 min IA_
Lab File: BGO54763.D [(CUEISEIellEIl0H
801 01 Acq: 26 Aug 2022 20:16 YANNUZZI-PLYMOUTH-PROJECT
o521, 01 goanazn |
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:188 Resp: 297695
Abundance Scan 2423 (17.524 min): BG054763.D\datams = 10N Ratio Lower Upper
188.1 188 100
94 9.1 7.0 10.4
80 10.8 7.9 11.9
Raw 50
Abundance
17.524
80.1 160.1
521 | 108.1132.1 M il
Ottt et e e e et 150000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2423 (17.524 min): BG054763.D\data.ms (
188.1 100000
Sub
50 50000
80.1 160.1
ol 521 " 110811321 T | ,
ettt e e el i
mfz--> 40 60 80 100 120 140 160 180 200  Time--> 17.50 17.60

Abundance Scan 3155 (21.826 min): BG054737.D\data.ms (- #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 21.819 min Scan# 3154
Ref 50 Delta R.T. -0.007 min

Lab File: BGO54763.D

Acq: 26 Aug 2022 20:16

0\ T ‘ T \ T \‘ "‘\“‘” T ‘ T \2\0‘0‘\‘ \“M‘“‘H ‘ L \3‘]-\().\0\ T ‘ T

miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 289126
Abundance Scan 3154 (21.819 min): BG054763.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 10.4 8.2 12.4
236 26.7 21.2 31.8
Raw 50
Abundance
118.1 150000 21619
of2L /71601 . J 2811 354
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3154 (21.819 min): BG054763.D\data.ms ( 100000
240.2
sub o 50000
0.1
o o1 T o1 | | oei1 s o2 =
m/z--> 50 100 150 200 250 300 350 Time--> 21.80
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Abundance Scan 2867 (20.134 min): BG054737.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 65.836 ng
RT: 20.126 min Scan# 2{aEig0nl=ies
Ref 50 Delta R.T. -0.007 min

Lab File: BG@54763.D [(GICEHIEEIellE](6H:
Acq: 26 Aug 2022 20:16 MANNUZAEIRGVCNIRI eV Zeoy

122.1 1601 2121

B T N i Y M
miz--> 50 100 150 200 250 Tgt IOHZ%44 RESpI 960687
Abundance Scan 2866 (20.126 min): BG054763.D\datams  1ON Ratio Lower Upper
2442 244 100
212 7.4 6.2 9.2
122 10.4 9.0 13.6
Raw 50
Abundance
20.126
122.1 160.1
o St o0a L IPL 21| gy, oonoog
m/z--> 50 100 150 200 250
Abundance Scan 2866 (20.126 min): BG054763.D\data.ms (
244.2 400000
Sub
50 200000
1221 1601 2121
B N O T £ X e
m/z--> 50 100 150 200 250 Time--> 20.00 20.20

Abundance Scan 3729 (25.198 min): BG054737.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.185 min Scan# 3727

Ref 50 Delta R.T. -0.013 min
Lab File: BGO54763.D
132.1 Acq: 26 Aug 2022 20:16
0 T \7\8\.]\_ f \‘”\ “H T \]\-9\4‘(\) by ““\h‘\ T \3\5‘5\
miz--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 308207
Abundance Scan 3727 (25.185 min): BG054763.D\datams = 10" Ratio Lower Upper
264.2 264 100

260 24.7 19.9 29.9
265 21.7 16.9 25.3

Raw 50
T
1321 25[185
71.1 207.0 .
O frprri “H‘ R e e ‘:"’5‘4‘ 80000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3727 (25.185 min): BG054763.D\data.ms (
60000
264.1
40000
Sub
50
20000
132.1
o B8L el ) .
m/z--> 50 100 150 200 250 300 350 Tjme--> 25.00 25.20
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