Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51822\
Data File : BF128310.D

Acqg On : 18 May 2022 14:32
Operator : CG\JU

Sample : N2824-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: May 18 16:50:16 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed May 18 01:31:11 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 85270 20.000 ng -0.01
21) Naphthalene-d8 8.151 136 334203 20.000 ng -0.01
39) Acenaphthene-die 9.910 164 187074 20.000 ng -0.01
64) Phenanthrene-d10 11.404 188 313466 20.000 ng -0.01
76) Chrysene-di12 14.051 240 205150 20.000 ng -0.01
86) Perylene-di12 15.539 264 181199 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.516 112 586369 109.623 ng 0.01

7) Phenol-dé 6.510 99 688660 97.339 ng 0.00
23) Nitrobenzene-d5 7.439 82 605074 81.466 ng -0.01
42) 2,4,6-Tribromophenol 10.710 330 229714  107.067 ng 0.00
45) 2-Fluorobiphenyl 9.228 172 936811 78.355 ng -0.01
79) Terphenyl-di4 12.992 244 928736 84.947 ng -0.01

Target Compounds Qvalue
32) Benzoic acid 7.928 122 43391 12.506 ng 99

(#) = 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\BF051822\
Data File : BF128310.D

Acqg On : 18 May 2022 14:32
Operator : CG\JU

Sample : N2824-11

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: May 18 16:50:16 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed May 18 ©1:31:11 2022

Response via : Initial Calibration

Abundance TIC: BF128310.D\data.ms
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Abundance Scan 783 (6.892 min): BF128145.D\data.ms (-77 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.869 min Scan# 7UgSiAtTEIs

Ref 50 115.0 Delta R.T. -0.012 min o
521 /81 Lab File: BF128310.D (SlEgiscueEIlE
‘ Acq: 18 May 2022 14:32 [(©elVat
0“‘W““‘\“Jj““\ “;‘}§¥§M‘MW“
m/z--> 40 80 100 120 140 160 T8t Ion:152 Resp: 85270

Abundance Scan779(6.869m|n). BF128310.D\datams 100 Ratio Lower Upper
150.0 152 100

150 157.8 125.3 187.9
115 68.3 48.8 73.2

Raw 5o 115.0
521 78.1 Abundance
‘ 150000
0\\\“‘\\\‘\“\\\“!‘i\“\\gz‘()\\\}“\]-\3\2.\0‘\\‘\“\‘\
miz--> 40 60 80 100 120 140 160 6 56
Abundance Scan 779 (6.869 min): BF128310.D\data.ms (-76 100000 '
150.0
Sub
50 115.0 50000
521 /81
0 970 | 1320 Il o4
m/z> 40 60 80 100 120 140 160 Time--> 6.85 6.90

Abundance Scan 549 (5.516 min): BF128145.D\data.ms (-54 #5
112.0 2-Fluorophenol
Concen: 109.623 ng

64.0 RT: 5.510 min Scan#t 548
Ref 50 Delta R.T. 0.012 min
92.0 Lab File: BF128310.D
391 ‘ A ‘ Acq: 18 May 2022 14:32
0 wH‘“w“5‘%“‘11‘\‘1“”\”7‘?\'””\‘mew s
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 586369

Abundance  Scan 548 (5.510 min): BF128310.D\datams ~ 10N Ratio Lower Upper
112.0 112 100

64 67.7 49.5 74.3

64.0 63 38.2 26.3 39.5
Raw 50
Abu ce
92.0 "o 5 410
39.1 ‘ ‘
0\‘\\\‘1“\\\5\%\‘\01\“1\‘\\‘\\7\\9‘\\‘\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 548 (5.510 min): BF128310.D\data.ms (-49 400000
112.0
64.0
Sub 200000
50
92.0
38.1 50.0 d ‘ &g
O bl ittt o P8 e
miz--> 30 40 50 60 70 80 90 100 110 120 Time.> 5.40 550 5.60 5.70
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Abundance Scan 721 (6.528 min): BF128145.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 97.339 ng
RT: 6.510 min Scan# 71gEdllEgies
Ref 50 71.1 Delta R.T. -0.006 min \A_
Lab File: BF128310.D (SlEEQISEIIAEIE
42.1 CoM-1
Acq: 18 May 2022 14:32
%t L e
0 \‘\\\\H“\\‘\\“1\‘\\“}\“\\“\‘\\\‘\\\\‘\\\\‘}\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 99 Resp: 688660
Abundance  Scan 718 (6.510 min): BF128310.D\datams 190" Ratlo Lower Upper
99.1 99 100
42 23.1 16.6 24.8
71 41.9 30.0 45.0
Raw 50 71.1
’ Abundance
42.1 6.510
600000
0 \‘\\\\“H\‘\‘\\“1\‘\\“{}\‘\‘“‘\‘\\\8‘2\\]-\\‘\\\\‘}\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 718 (6.510 min): BF128310.D\d3(tjaims (-66 400000
sub 111 200000
42.1
54.1
0 wmd‘”“‘“w‘1H"m‘cwcHﬁzﬁl‘wmh‘uu_ T
miz--> 30 40 50 60 70 80 90 100 110 Time--> 650  6.60

Abundance Scan 1002 (8.181 min): BF128145.D\data.ms (-9 #21

136.1  Naphthalene-ds8

Concen: 20.000 ng

RT: 8.151 min Scan# 997

Ref 50 Delta R.T. -0.012 min
Lab File: BF128310.D
54.1 76.0 108.1 Acq: 18 May 2022 14:32
0\\3\8-‘0\\\“\‘1”\“‘”\‘\\\‘\‘\‘\\‘\1\‘“"\\
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 334203

Abundance  Scan 997 (8.151 min): BF128310.D\datams 10N Ratio Lower Upper
136.1 136 100

137 10.9 8.6 13.0
54 9.3 6.8 10.2
Raw s5g 68 5.9 5.1 7.7
Abundance
108.1 8.351
54.1 :
0 T \3\8‘0\ T \“\ ‘ }‘17\6“(“)‘\‘9\1\ T ‘ \‘\‘ T T ‘ T T \‘“" T 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 997 (8.151 min): BF128310.D\data.ms (-94
136.1 200000
Sub
50 100000
54.1 108.1
OH3‘8‘MH‘“‘1‘17‘?"?‘091‘9““‘”‘HJH,H O
miz--> 40 60 80 100 120 140 Time--> 8.10 8.20
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Abundance Scan 880 (7.463 min): BF128145.D\data.ms (-87 #23

82.1 Nitrobenzene-d5
Concen: 81.466 ng
54.1 RT: 7.439 min Scan#t S1SiiiglEies
Ref 50 128.1 Delta R.T. -0.012 min |
Lab File: BF128310.D (SlEEQISEIIAEIE
08.1 Acq: 18 May 2022 14:32 [(©elVat
oL %00 || esp, | | m21 |
T T T ’ T T T T ’ L T T ’ T T T T ’ T T T T ’ L T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 605074
Abundance  Scan 876 (7.439 min): BF128310.D\datams ~ 100 Ratlo Lower Upper
83.1 82 100
128 36.7 30.0 45.0
i1 54 52.5 41.3 61.9
Raw 50 5
128.1  Abundance
600000 7.439
98.1
0 49'\1 “ . 68‘1 il ‘ 112.1 .
T T T ’ T T T T ’ T T T ’ T T T T ’ T T T T ’ LI T T ‘
miz--> 40 60 80 100 120
Abundance Scan 876 (7.439 min): BF128310.D\data.ms (-82 400000
82.1
Sub 54.1
50 200000
128.1
98.1 t
oL %00 || esp | | ma1 |
\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘ \\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 Time--> 7.40 7.50 7.60

Abundance Scan 965 (7.963 min

Ref 50
0,

m/z-->
Abundance
Raw 50
0,

m/z-->
Abundance

Sub
50

m/z-->

BF128310.D 8270-BF050922.M

51.1

51.1

77.0

105.0

190.8

77.0

40 60 80 100 120 140
Scan 959 (7.928 mi

105.1

160 180

n): BF128310.D\data.ms

77.0

40 60 80 100 120 140
Scan 959 (7.928 min

105.1

160 180

: BF128310.D\data.ms (-91

40 60 80 100 120 140 160 180

: BF128145.D\data.ms (-94 #32

Benzoic acid

Concen:

RT: 7.928 min

Delta R.T.
Lab File:

12.506 ng

Scan# 959
-0.030 min
BF128310.D

Acq: 18 May 2022 14:32

Tgt Ion:122 Resp: 43391
Ion Ratio Lower Upper
122 100
105 128.7 107.9 147.9
77 104.2 82.5 122.5
Abundance
25000
20000 7328
15000
10000
5000
07‘ T T T ‘ L ‘ LI
Time--> 7.80 7.90 8.00
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Abundance Scan 1301 (9.939 min): BF128145.D\data.ms (-1 #39

164.2

Ref 50
0 54;'1 | ?‘2‘0 109'0 13%"1 \MM
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1296 (9.910 min): BF128310.D\data.ms
164.2
Raw 50
80.1
541 ) 1081 1321 |}
0H“\\}\‘1}\H‘\i‘\\i\‘\‘\\|‘\\\“\‘|\\\\“|\H
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1296 (9.910 min): BF128310.D\data.ms (-1
164.2
Sub
50
80.1
54.1 106.1 1321 ‘
0 \WH\1M‘Ml\wmww\iwf\ww\lw,\\\w
m/z--> 40 60 80 100 120 140 160

Acenapht
Concen:

RT: 9.
Delta R.
Lab File
Acq: 18

Tgt Ion:
Ion Rat
164 100
162 95
160 43

Abundance

200000

150000

100000

50000

hene-di1e0
20.000 ng
910 min Scan# 1[EdlilElies
T. -0.012 min
:  BF128310.D (EqIEEIIE6R
May 2022 14:32 CeliE

164 Resp: 187074
io Lower Upper

.7 76.0 114.0
.1 34.8 52.2

Time-->

Abundance Scan 1436 (10.733 min): BF128145.D\data.ms (- #42

329.¢
Ref 501 620
142.9
‘ H 221.9
0 A, \i‘ }‘ u w‘hl}oﬁ\r% ‘ ;h‘ ‘\HM‘ e UH”‘ : \‘lw‘ A
m/z--> 50 100 150 200 250 300
Abundance Scan 1432 (10.710 min): BF128310.D\data.ms
329.¢
Raw
50 62.0
142.9
221.9
0! 03,9 \1\9‘ T UHH\ \“l“‘\ L
m/z--> 50 100 150 200 250 300
Abundance Scan 1432 (10.710 min): BF128310.D\data.ms (-
329.€
Sub 50
62.0
142.9
‘ H 221.9
obih1039 | aete oy
m/z--> 50 100 150 200 250 300

BF128310.D 8270-BF050922.M

2,4,6-Tr
Concen:

RT: 10.
Delta R.
Lab File
Acq: 18

Tgt Ion:
Ion Rat
330 100

332 95
141 34

Abundance

200000

150000

100000

50000

9.85 9.90 9.95

ibromophenol
107.067 ng

710 min Scan# 1432

T. -0.006 min

: BF128310.D

May 2022 14:32

330 Resp: 229714
io Lower Upper

.3 79.0 118.4
.7 28.9 43.3

10.y10

1

Time--> 10.60 10.70 10.80
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Abundance Scan 1185 (9.257 min): BF128145.D\data.ms (-1 #45

172.1

2-Fluorobiphenyl
Concen: 78.355 ng
RT: 9.228 min Scan# 1Pt

Delta R.T. -0.012 min VA
Lab File: BF128310.D [(®lEIEEIsliEl0f
Acq: 18 May 2022 14:32 [(©elVat

511

850

120. o 146. 1

Ref 50
0

m/z-->
Abundance

40 60 80 100 120 140 160

Scan 1180 (9.228 min): BF128310.D\data.ms
172.1

5]\\. 1 ull 85\\ 0 107 0 ! 13\3 015“‘2 . ‘

Raw 50
0
m/z-->
Abundance

Sub 50

40 60 80 100 120 140 160

Scan 1180 (9.228 min): BF128310.D\data.ms (-1
172.1

510 850 100 1461 )
1l illl 1 | | 1

m/z-->

40 60 80 100 120 140 160

Tgt Ion:172 Resp: 936811
Ion Ratio Lower Upper
172 100

171 35.1 28.6 42.8
176 23.9 19.1 28.7

Abundance
800000
600000
400000

200000

Time-> 9.15 9.20 9.25 9.30

Abundance Scan 1554 (11.427 min): BF128145.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.404 min Scan# 1550
Ref 50 Delta R.T. -0.012 min
Lab File: BF128310.D
80.1 158.1 Acq: 18 May 2022 14:32
0\4\2.]‘-” T “\‘ \“ 1\18\]\- T “‘\‘ t \m\ T \2\2\9\8 ‘2\65\(
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 313466
Abundance Scan 1550 (11.404 min): BF128310.D\datams 100 Ratio Lower Upper
188.2 188 100
94 8.1 8.0 12.90
80 9.7 8.9 13.3
Raw 50
Abundance
11.404
80.1
421 "y uss T |
0\ T ‘ T T T T T \ T T T \ T ‘ T T T T ‘ T T 300000
m/z--> 50 100 150 200 250
Abundance Scan 1550 (11.404 min): BF128310.D\data.ms (-
188.2 200000
Sub
50 100000
80.1 158.1
o2t Ty uel L e
miz--> 50 100 150 200 250  Time-->  11.35 11.40 11.45

BF128310.D 8270-BF050922.M
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Abundance Scan 2005 (14.080 min): BF128145.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.051 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.012 min |
Lab File: BF128310.D (SlEEQISEIIAEIE
1201 Acq: 18 May 2022 14:32 [(©elVat
04— ‘6\6\0\ i“‘\‘w'\ T \%94}.%\“\‘“““ LB A B B
m/z--> 50 100 150 200 250 300 350 gt Ion:24@ Resp: 265150
Abundance Scan 2000 (14.051 min): BF128310.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 8.9 7.0  10.6
236 25.5 20.3 30.5
Raw 50
Abundance
14.051
120.1
0\4%"1\ st “‘\‘U T \1\8\2\]‘. i \‘“““ \2\8\1\1‘ \3?7\\1‘ T 200000
mlz--> 50 100 150 200 250 300 350
Abundance Scan 2000 (14.051 min): BF128310.D\data.ms (- 150000
240.2
100000
Sub
50
50000
120.1
ob 20 170, a 2821 355, e
m/z--> 50 100 150 200 250 300 350 Time--> 14.00 14.10

Abundance Scan 1824 (13.016 min): BF128145.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 84.947 ng
RT: 12.992 min Scan# 1820
Ref 50 Delta R.T. -0.012 min
Lab File: BF128310.D
122.1160.1 Acq: 18 May 2022 14:32
[V \‘Sﬂ.-\l‘\ i | Ly ‘\‘ by T ‘\“ t \]‘-\9?.}‘\‘\ MM“ T \3‘1\0
m/z--> 50 100 150 200 250 300 I8t Ion:244 Resp: 928736
Abundance Scan 1820 (12.992 min): BF128310.D\datams 10" Ratio Lower Upper
2412 244 100
212 7.7 6.2 9.4
122 9.2 8.6 12.8
Raw 50
Abundance
1000000 12.992
122.1160.1
541  12P118011081 ) g1
T ’ L ’ T T ‘ =TT ‘ L ‘ L ‘ T 800000
m/z--> 50 100 150 200 250 300
Abundance in): g
Scan 1820 (12.992 min): BF128321404I2\data.ms ( 600000
400000
Sub
50
200000
540 122116011987
0\\"\\\\"\\\‘\“\\\\“\\‘\“\“\\\\‘\ L B
m/z--> 50 100 150 200 250 300 Time--> 12.95 13.00 13.05

BF128310.D 8270-BF050922.M
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Abundance Scan 2259 (15.574 min): BF128145.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.539 min Scan#t 2[gSidtinl=lgles
Ref 50 Delta R.T. -0.018 min |
Lab File: BF128310.D [(ClEhlSEIlollEIl0l
132.1 Acq: 18 May 2022 14:32 [(©elVat
0+ \‘5‘7‘\9 ™t f \H\ ‘“ T \2\0‘4\:!- iy ““\h‘\ L B ‘5\.‘
m/z--> 50 100 150 200 250 300 350 gt Ion:264 Resp: 181199
Abundance Scan 2253 (15.539 min): BF128310.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 24.0 20.1 30.1
265 21.3 17.5 26.3
Raw 50
Abundance
132.1 15.539
o3l esl | 207.1 | 310.0354.
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 50 100 150 200 250 300 350 100000
Abundance Scan 2253 (15.539 min): BF128310.D\data.ms (-
264.1
Sub 50000
50
132.0
ol 571 | 18012211 | 3100354
T 1 MBI S S ———
m/z--> 50 100 150 200 250 300 350 Time--> 1550  15.60
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