Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51723\
Data File : BF133416.D

Acqg On : 17 May 2023 16:42

Operator : CG\JU

Sample : 02798-02 :

Misc : WATERWITCH-AVE-SAMPLE

ALS vial : 9 Sample Multiplier: 1

Quant Time: May 18 04:03:11 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue May 16 14:39:29 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.716 152 240741 20.000 ng 0.00
21) Naphthalene-d8 7.998 136 973810 20.000 ng -0.01
39) Acenaphthene-die 9.751 164 506500 20.000 ng -0.01
64) Phenanthrene-d10 11.233 188 948830 20.000 ng -0.01
76) Chrysene-di12 13.868 240 506067 20.000 ng -0.02
86) Perylene-di12 15.292 264 513648 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.345 112 1997437 125.336 ng 0.01
7) Phenol-d6 6.369 99 2267833 114.649 ng 0.00
23) Nitrobenzene-d5 7.287 82 1577721 87.451 ng 0.00
42) 2,4,6-Tribromophenol 10.545 330 712451 139.866 ng 0.00
45) 2-Fluorobiphenyl 9.081 172 2628024 86.805 ng 0.00
79) Terphenyl-di4 12.827 244 3146890 107.245 ng 0.00
Target Compounds Qvalue
32) Benzoic acid 7.763 122 55400 5.932 ng 98

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051723\
Data File : BF133416.D

Acqg On : 17 May 2023 16:42

Operator : CG\JU

Sample : 02798-02 :

Misc : WATERWITCH-AVE-SAMPLE

ALS vial : 9 Sample Multiplier: 1

Quant Time: May 18 04:03:11 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue May 16 14:39:29 2023

Response via : Initial Calibration

Abundance TIC: BF133416.D\data.ms
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Abundance Scan 793 (6.751 min): BF132969.D\data.ms (-78 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.716 min Scan# 7{E{IlERI
Ref 50 115.0 Delta R.T. -0.006 min VA
500 78.1 Lab File: BF133416.D |SUEHIEEISICIEE
Acq: 17 May 2023 16:42 \WATERWITCH-AVE-SAMPLE
0,
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:152 Resp: 246741
Abundance  Scan 787 (6.716 min): BF133416.D\datams 10N Ratio Lower Upper
150.0 152 100
150 158.2 124.8 187.2
115  59.4 49.9 74.9
Raw 50
115.0 Abundance
521 781
0 \\\‘i\\\‘\“\\\“\“\\\\‘\\\\“\\\\‘\\‘\‘\‘\\\\‘\\\\2‘0\\7;]\- 400000
miz--> 40 60 80 100 120 140 160 180 200 shis
Abundance Scan 787 (6.716 min): BF133416.D\data.ms (-77 500000
150.0
200000
Sub
50
115.0 100000
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.65 6.70 6.75 6.80

Abundance Scan 555 (5.351 min): BF132969.D\data.ms (-54 #5

11p.1 2-Fluorophenol
Concen: 125.336 ng
64.0 RT: 5.345 min Scan# 554
Ref 50 Delta R.T. ©.012 min
Lab File: BF133416.D
91 | ‘ | Acq: 17 May 2023 16:42
G\\\“‘\\“\‘\‘H\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:112 Resp: 1997437
Abundance  Scan 554 (5.345 min): BF133416.D\datams | 10N Ratlo Lower Upper
119.1 112 100
64 54.5 46.8 70.2
64.1 63 27.3 23.8 35.8
Raw 50
Abundance
5.845
38.1 ‘
0 \H‘H‘\\“M“H\‘\\m\‘\\\\‘\\ ‘\‘\\H‘\H\‘\\\\‘\\\%(\)\7.\9 1500000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 554 (5.345 min): BF133416.D\data.ms (-50
1121 1000000
Sub 64.1
50 500000
39.1 ‘ ‘ L
0 ‘m‘\mul“MMHWHW R REn na m s aa eI LA A
miz--> 40 60 80 100 120 140 160 180 200 Time-> 520 540  5.60
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Abundance Scan 731 (6.387 min): BF132969.D\data.ms (-72 #7

114.649 ng

69
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9

min Scan# 7EdtinlEles
-0.000 min
BF133416.D (Gt nlol =l

Ly I3y v VATERWITCH-AVE-SAMPLE

Resp: 2267833
Lower Upper

6.30 6.40 6.50

99.1 Phenol-d6
Concen:
RT: 6.3
Ref 50 Delta R.T
Lab File:
42.1 Acq: 17 M
OJ\M“\NMHH‘ L - 1
miz--> 50 100 150 200 250 Tgt Ion:
Abundance  Scan 728 (6.369 min): BF133416.D\data.ms 1N Rati
9d.1 99 100
42 17.
71 31.
Raw 50
Abundance
1 2000000
oL ‘\“h‘ \‘H‘\“MUH‘ : | , %3‘3"1‘ —— ‘2‘06‘9 L
mfz--> 50 100 150 200 250 1500000
Abundance Scan 728 (6.369 min): BF133416.D\data.ms (-67
[}
%91 1000000
Sub
50 500000
42.0
oL \U“\ \‘H \“\‘UH‘ : | . :‘|.3‘3?1‘ — ‘2‘06‘9‘ R 01
miz--> 50 100 150 200 250 Time-->

Abundance Scan 1012 (8.039 min): BF132969.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 7.998 min Scan# 1005
Ref 50 Delta R.T. -0.012 min
Lab File: BF133416.D
54.1 108.1 Acq: 17 May 2023 16:42
0 \H“HH\‘i‘\‘\88‘-\‘1\-\\‘\‘\‘H‘HM’\H\‘H'H’HH‘HH‘H'\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 973816
Abundance Scan 1005 (7.998 min): BF133416.D\datams = 10N Ratlo Lower Upper
136.2 136 100
137 10.8 8.6 13.0
54 8.2 7.0 10.4
Raw 5g 68 6.6 5.4 8.2
Abundance
7.998
541 goq 1081
0 \H“\\}\‘H\‘\W‘\‘H\‘\‘\H‘H“’\H\‘HH’HH‘HH‘\H 1000000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1005 (7.998 min): BF133416.D\data.ms (-9
136.2
500000
Sub
50
A uL Rl I S
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.90 8.00 8.10
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Abundance Scan 890 (7.322 min): BF132969.D\data.ms (-88 #23
82.1 Nitrobenzene-d5
Concen: 87.451 ng
RT: 7.287 min Scan# 8{gSiidiipgl=lgies
Ref 50 128.1 Delta R.T. -0.006 min [zl
Lab File: BF133416.D [(®lEhlSEIoEIlH
Acq: 17 May 2023 16:42 \WATERWITCH-AVE-SAMPLE
42. : :
0\‘”:&‘\‘!‘”1‘\“\\‘\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Tgt IOT’IZ‘SZ RESpZ 1577721
Abundance  Scan 884 (7.287 min): BF133416.D\datams 190" Ratlo Lower Upper
82.1 82 100
128 50.8 37.7 56.5
54 49.5 43.0 64.4
Raw  go 128.1
Abundance
1500000 7.287
42.
0\‘“:‘%‘\‘!“1‘\“ T L ‘2\7\0\1
m/z--> 50 100 150 200 250
Abundance Scan 884 (7.287 min): BF133416.D\data.ms (-83 1000000
82.1
Sub .
u 50 128.1 500000
S ¥ S W
m/z-> 50 100 150 200 250  Time-> 7.20 7.30 7.40
Abundance Scan 974 (7.816 min): BF132969.D\data.ms (-95 #32
105.1 i i
D 1220 Benzoic acid
77.0 Concen: 5.932 ng
RT: 7.763 min Scan# 965
Ref 50 51.0 Delta R.T. -0.041 min
Lab File: BF133416.D
‘ Acq: 17 May 2023 16:42
0 \3\6\‘.‘9\‘ T \“\ T Ty \‘M“ T T \‘\ T "\ T "\ T
miz--> 40 60 80 100 120 140 Tgt IOI’]Z:!.ZZ Resp: 55400
Abundance  Scan 965 (7.763 min): BF133416.D\data.ms Ion Ratio Lower Upper
105.0 122 100
71 122.1 105 127.4 1e4.2 144.2
' 77 87.9 69.7 109.7
Raw 50
51.1 Abundance
30000
0 \?6\‘1%“‘ \“\‘“\‘ }‘ iy \H‘H‘ e T i‘\ I "\ L 7.763
m/z--> 40 60 80 100 120 140
Abundance Scan 965 (7.763 min); BF133416.D\data.ms (-92 20000
105.0
122.1
77.1
Sub
50 10000
51.0
0“39”9‘“““3“ TSP USRI RN N e nat
m/z-—-> 40 60 80 100 120 140 Time-> 7.70 7.80 7.90
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Abundance Scan 1310 (9.792 min): BF132969.D\data.ms (-1 #39

lep.2 Acenaphthene-die
Concen: 20.000 ng
RT: 9.751 min Scan# 1]EANlEiss

Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF133416.D [(®lEhlSEIoEIlH
80.0 Acq: 17 May 2023 16:42 \WATERWITCH-AVE-SAMPLE
0' \\\‘\\\\‘\\\\‘\\\\‘\\\4\0‘0\.
miz--> 50 100 150 200 250 300 350 400 '8t Ion:164 Resp: 566500
Abundance Scan 1303 (9.751 min): BF133416.D\datams 10" Ratlo Lower Upper
16%.2 164 100
162 100.7 78.7 118.1
160 44.5 35.8 53.6
Raw 50
Abundance
80.1 600000/  9.751
0' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 1303 (9.751 min): BF133416.D\data.ms (-1 400000
16%.2
Sub
50 200000
80.1 L
O' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 Time--> 9.70 9.80 9.90

Abundance Scan 1444 (10.580 min): BF132969.D\data.ms (- #42

32D.€ | 2,4,6-Tribromophenol

Concen: 139.866 ng
RT: 10.545 min Scan# 1438
Ref 50 Delta R.T. -0.006 min
62.0 141.0 Lab File: BF133416.D
H 221.9 Acq: 17 May 2023 16:42
G‘M‘JHW%OA§““M828 m m;z4§“‘
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 712451
Abundance Scan 1438 (10.545 min): BF133416.D\data.ms 10N Ratio Lower Upper
320.¢ 330 100
332 95.8 77.1 115.7
141 29.0 25.8 38.8
Raw
0 620 1410 Abundance
H 2219 10.545
ol \‘ b 4829 | 42748 600000
m/z--> 50 100 150 200 250 300
Abundance Scan 1438 (10.545 min): BF133416.D\data.ms (-
329.€ 400000
Sub
50 62.0 200000
141.0
H 221.9
0“‘waw“ e HB21 W W274§“ ‘ =
miz--> 50 100 150 200 250 300 Time--> 10.50 10.60 10.70
BF133416.D 8270-BF042123.M Thu May 18 15:13:56 2023
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Abundance Scan 1195 (9.116 min): BF132969.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 86.805 ng
RT: 9.081 min Scan#t 1SEgilnlElies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF133416.D [(®lEhlSEIoEIlH
Acg: 17 May 2023 16:42 WEMNSRVIINE TN I=SSIEE=
Ot~ \“ \5\1‘-‘\.(\)‘ e 8‘5\“.\1\‘\ “ T :\L\Ziow“]\. \‘ \1‘4\‘?"‘?\“ ! ‘\ T q y
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 2628624
Abundance Scan 1189 (9.081 min): BF133416.D\datams 190 Ratlo Lower Upper
1721 | 172 100
171 36.3 28.8 43.2
170 24.2 19.4 29.2
Raw 50
Abundance
2500000 9.081
0\H“\\”H“\H”‘H\‘H\‘HIHi\‘\\\‘\‘\‘\‘\“\\‘ T
miz--> 40 60 80 100 120 140 160 1g0 2000000
Abundance Scan 1189 (9.081 min): BF133416.D\data.ms (-1
172.1 1500000
Sub 1000000
50
500000
L sio 850 4q7, 1s3used | oI
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.00 9.10 9.20
Abundance Scan 1561 (11.269 min): BF132969.D\data.ms (- #64
188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.233 min Scan# 1555
Ref 50 Delta R.T. -0.012 min
Lab File: BF133416.D
80.1 158.1 Acq: 17 May 2023 16:42
0 \4\2‘1‘7‘\‘\ “\‘ i“‘lwlg% T ““\‘.\ LA B ‘2\67\‘
miz--> 50 100 150 200 250 Tgt Ion: :!.88 Resp: 948830
Abundance Scan 1555 (11.233 min): BF133416.D\datams 10" Ratio Lower Upper
188.2 188 100
94 11.0 9.7 14.5
80 11.3 10.4 15.6
Raw 50
Abundance
801 11.p33
o2t Tj20 TP ) 1000000
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 800000
Abundance Scan 1555 (11.233 min): BF133416.D\data.ms (-
188.2 600000
Sub 400000
50
200000
80.0
ole20 .y R
m/z--> 50 100 150 200 250 Time--> 11.20 11.30

BF133416.D 8270-BF042123.M
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Abundance Scan 2010 (13.910 min): BF132969.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.868 min Scan#t 2(gigiipl=gles
Ref 50 149.0 Delta R.T. -0.018 min VA
Lab File: BF133416.D [SUEEQISEIIAEIE
57.0 106 Acq: 17 May 2023 16:42 \WATERWITCH-AVE-SAMPLE
0\ \H “‘\ H \ \‘ H\M\ T ‘ T \ L \ \N“ ‘ \2\7‘\9.\].‘ T
m/z--> 50 100 150 200 250 300 Tgt Ton:248 Resp: 506067
Abundance Scan 2003 (13.868 min): BF133416.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 15.5 10.5 15.7
236 26.0 21.5 32.3
Raw 50
Abundance
500000
120.1 13.468
78.0
0\4'?‘]-\ T \ \‘ “\1‘\‘ T ‘ \]\-8\4'\.1-‘ ‘\‘\ \‘“““ \2\8\]"\0‘ T 400000
miz--> 50 100 150 200 250 300
Abundance Scan 2003 (13.868 min): BF133416.D\data.ms (- 340000
240.2
200000
Sub
50
100000
120.1
01420 780 | | 1582 108.2 MH‘ 281.0 ,
\\‘\\\\\\\\‘\\\\‘\ ‘\\\\‘\\ \‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 Tjme-> 13.80 13.90 14.00

Abundance Scan 1832 (12.863 min): BF132969.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 107.245 ng
RT: 12.827 min Scan# 1826
Ref 50 Delta R.T. -0.006 min
Lab File: BF133416.D
122.1 Acq: 17 May 2023 16:42
\4\2‘1‘ T ‘\89‘.]\-” T Ly ‘\‘ T 1‘6‘10‘\2\ T ?1\‘2\2‘\ M‘M“‘ T 2\8\1\
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 3146890
Abundance Scan 1826 (12.827 min): BF133416.D\datams = 10N Ratlo Lower Upper
244.3 244 100
212 6.6 5.1 7.7
122 11.6 8.6 13.0
Raw 50
Abundance
1221 12.827
0\ \5‘4.\]-\ \gq]‘- \ \‘ \‘\ 1‘6‘10\2\ T ?%2\2‘\ HM“ \2\8\().\1 2500000
m/z--> 50 100 150 200 250 2000000
Abundance Scan 1826 (12.827 min): BF133416.D\data.ms (-
244.3 1500000
Sub 1000000
50
500000
122.1
o420 800 1T 1002 2122 | o, ol
T e T
m/z--> 50 100 150 200 250 Time--> 12.80 13.00
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Abundance Scan 2251 (15.327 min): BF132969.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.292 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. -0.012 min |
1321 Lab File: BF133416.D [(®lEhlSEIoEIlH
' Acq: 17 May 2023 16:42 \WATERWITCH-AVE-SAMPLE
0 66.0 | J” 180.1 ol .
TT ‘ TTTT ‘ T T ‘ TT 1T ‘ TT T ‘ rTTT ’ TTTT ’ TTTT ‘ T . .
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 513648
Abundance Scan 2245 (15.292 min): BF133416.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.8 18.8 28.2
265 22.0 17.0 25.4

Raw 50
Abundance
132.1 400000 15.92
0 76.0 ! J” 207'1m ull 354.7
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 300000
Abundance Scan 2245 (15.292 min): BF133416.D\data.ms (-
264.1
200000
Sub
50 100000
132.1
G 760 L H \\H 1801 L il 3547 1
T A I e B R I A L e
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.20 15.30 15.40
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