Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\
Data File : BF138819.D

Acqg On 1 06 Aug 2024 21:49
Operator : RC/JU

Sample : P3459-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: Aug 07 01:05:56 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jul 30 17:50:01 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.840 152 43716 20.000 ng 0.00
21) Naphthalene-d8 8.116 136 178291 20.000 ng -0.01
39) Acenaphthene-die 9.869 164 101714 20.000 ng -0.01
64) Phenanthrene-d10 11.357 188 183102 20.000 ng -0.01
76) Chrysene-di12 13.998 240 87474 20.000 ng # 0.00
86) Perylene-di12 15.457 264 89550 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.469 112 144443 51.004 ng 0.00

7) Phenol-d6 6.475 99 112260 29.525 ng -0.01
23) Nitrobenzene-d5 7.404 82 318188 87.254 ng 0.00
42) 2,4,6-Tribromophenol 10.663 330 115073 138.114 ng 0.00
45) 2-Fluorobiphenyl 9.192 172 600934 88.769 ng -0.01
79) Terphenyl-di4 12.939 244 611345 117.013 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 6.399 77 5375 2.358 ng 96

22) Acetophenone 7.245 105 12134 2.780 ng # 88

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Time:
Quant Method
Quant Title
QLast Update
Response via

Quantitation Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080624\

: BF138819.D

: 06 Aug 2024 21:49
: RC/JU

: P3459-01

: 9 Sample Multiplier: 1

Aug 07 01:05:56 2024
: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF073024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: Tue Jul 30 17:50:01 2024
Initial Calibration

(LSC Reviewed)
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Abundance Scan 808 (6.845 min): BF138684.D\data.ms (-80 #1

150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.840 min Scan# 8Pt

Ref 50 115.0 Delta R.T. -0.005 min |
52.1 78.1 Lab File: BF138819.D (®lElEEqls] (=18
‘ ‘ Acq: 06 Aug 2024 21:49 SEeALEeilE
0\\\“"‘\\‘\‘\“\\\““ HH‘H‘H‘HH‘\‘M“\‘\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 43716

Abundance  Scan 807 (6.840 min): BF138819.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 154.1 126.0 189.0
115 67.3 51.7 77.5

Raw  5p 115.0
52.1 78.1 Abundance
50000
0 \‘?’\5\9\\‘\‘\‘\\\M‘\H\“\\\‘\\\}“\\\\‘\\“\“\‘\
miz--> 40 60 80 100 120 140 160 40000
Abundance Scan 807 (6.840 min): BF138819.D\data.ms (-79
150.0 30000
20000
Sub
50 115.0
52.1 78.1 10000
0l350 -
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 574 (5.469 min): BF138684.D\data.ms (-56 #5

112.1 2-Fluorophenol
64.1 Concen: 51.004 ng
RT: 5.469 min Scan# 574
Ref 50 Delta R.T. ©.000 min

92.0 Lab File: BF138819.D

301 ¢ ‘ a ‘ Acq: 06 Aug 2024 21:49
‘wH‘“wH*W*lH‘“HWH\‘H‘Hwwww s

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 144443

Abundance  Scan 574 (5.469 min): BF138819.D\datams = 10N Ratio Lower Upper
110.1 112 100

64 66.6 54.2 81.4

o

64.1 63 36.1 28.7 43.1
Raw 50
920 Abundance ¢ 460
100000 :
38.1 50.1
0 \‘\\\‘U‘\\\\‘M\‘\l\‘w\‘\\‘\‘\7\\9‘\\‘\\‘\\\\‘\\\\‘ ‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 574 (5.469 min): BF138819.D\data.ms (-52
1121 60000
641 40000
Sub
50
92.0 20000
81501 | o4 |
X Aot T TN N NN [N ——————
miz--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 540 550 5.60
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Abundance Scan 747 (6.487 min): BF138684.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 29.525 ng
RT: 6.475 min Scan# 74{QEdllEpies
Ref 50 711 Delta R.T. -0.012 min |
421 : Lab File: BF138819.D (SlEEQISEIAEI
T e Acq: 06 Aug 2024 21:49 [EERZZEEIE
(B T \H‘M\“\‘ Tt “‘M"\‘l T H‘\‘ 1“‘ =t \8’2\.\1\ | \‘!‘\ 1 “ T
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 112260
Abundance  Scan 745 (6.475 min): BF138819.D\datams 10N Ratio Lower Upper
99.1 99 100
42 23.7 17.4 26.0
71 39.1 28.1 42.1
Raw 50
711 Abundance
421 80000 ¢ 475
HM ﬁﬁﬁ L 820 |
0\\‘\\\\“\\‘\\“\‘\\‘\‘i}\\“\‘\i\’i\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 60000
Abundance Scan 745 (6.475 min): BF138819.D\data.ms (-69
99.1
40000
Sub o
5 711 20000
421
54.1
G\\‘\HJ‘H\‘JH“H\‘M;H\‘wm1\8,21'\0”‘\”1“””‘ Oﬂ‘uu‘uu‘uu
miz--> 30 40 50 60 70 80 90 100  Time-> 6.40 6.50 6.60

Abundance Scan 732 (6.398 min): BF138684.D\data.ms (-72 #9

hyde

2.358 ng
399 min Scan# 732
T. 0.001 min
: BF138819.D
Aug 2024 21:49

77 Resp: 5375
io Lower Upper

.6 72.9 112.9
.5 68.4 108.4

ﬁ

77.1 105.1 Benzalde
Concen:
51.1 RT: 6.
Ref 50 Delta R.
Lab File
Acq: 06
91 630 | ‘ q
G\‘\\\‘\‘“\\\\“\‘\\\““\\\‘\‘\‘\‘\‘\\\\‘.\\\\‘\\‘\‘\\\ .
miz--> 30 40 50 60 70 80 90 100 110 | T8t Ion:
Abundance  Scan 732 (6.399 min): BF138819.D\datams | 100 Rat
771 106.1 77 100
105 91
51.1 106 94
Raw 50
Abundance
%0 | &0
0\‘\\\\‘“\‘\\\“\\\\‘\‘\\\‘\\‘\‘\‘\\\\‘\\\\‘\\‘\‘\\\ 3000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 732 (6.399 min): BF138819.D\data.ms (-68
717.1 106.1 2000
Sub 51.1
u
50 1000
39.0 63.0
R VR 1 N
miz--> 30 40 50 60 70 80 90 100 110 Time-->

6.35 6.40 6.45
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Abundance Scan 1026 (8.128 min): BF138684.D\data.ms (-1 #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.116 min Scan# 1{gfidtipl=lgiss
Ref 50 Delta R.T. -0.012 min
Lab File: BF138819.D [(ICHIEEIelEI(H
54.1 108.1 Acq: 06 Aug 2024 21:49 SRS
o380 il 15‘;“2‘}1‘ SOOI i |
m/z--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 178291
Abundance Scan 1024 (8.116 min): BF138819.D\datams 10" Ratio Lower Upper
1361 | 136 100
137 10.6 8.9 13.3
54 9.6 8.6 12.8
Raw 5g 68 5.0 4.8 7.2
Abundance
54.1 108.1 8.416
0 ‘3‘8',(‘)‘ L 1““7?"‘1”191(1‘ | e - JH‘ -
m/z--> 40 60 80 100 120 140 100000
Abundance Scan 1024 (8.116 min): BF138819.D\data.ms (-9
136.1
Sub 50000
50
54.1 108.1
0 ‘3§]Q“J“‘1‘JT?7$191C¥ “j — MJ‘ — e B AR RaES R
miz--> 40 60 80 100 120 140 MTime--> 8.10 8.20
Abundance Scan 878 (7.257 min): BF138684.D\data.ms (-87 #22
77.0 105.1 Acetophenone
231 Concen: 2.780 ng
RT: 7.245 min Scan# 876
Ref 50 Delta R.T. -0.012 min
Lab File: BF138819.D
‘ 301 Acq: 06 Aug 2024 21:49
0"“\‘iM‘UM}“\\‘\‘\‘M}“}Hm”‘\‘ \‘\“u‘\\‘uu‘uu‘uu‘uh
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:185 Resp: 12134
Abundance  Scan 876 (7.245 min): BF138819.D\data.ms Ion Ratio Lower Upper
771 105.1 105 100
71 0.0 7.2 10.8#
51 35.7 35.9 53.9#
Raw 50 120 20.4 17.6 26.4
51.0 Abundance
7.246
0\\\“‘”‘u“}‘i“‘\‘um‘\\‘u‘\‘u\“uu‘uu‘uu‘uu‘uu 8000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 876 (7.245 min): BF138819.D\data.ms (-82 6000
77.1 105.1
4000
Sub
50
0"“‘\“H“"\“H“”ww“mwwmwmwmw”” 0t T T T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 720 7.25 7.30
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Abundance Scan 904 (7.410 min): BF138684.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 87.254 ng
54.1 RT: 7.404 min Scan# 9(QEIAIE0E
Ref 50 128.1 Delta R.T. -0.006 min VA
Lab File: BF138819.D [(ClEhlSEnlollEll0f
98.1 Acq: 06 Aug 2024 21:49 [EERZZEEIE
0 499 “ 68l | .l | 1121
LI LI \ ’ 1T \ L ’ T T ’ T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 318188
Abundance  Scan 903 (7.404 min): BF138819.D\datams | 10N Ratlo Lower Upper
83.1 82 100
128 41.3 32.8 49.2
54.1 54 59.8 48.3 72.5
Raw 50
128.1 Abundance
7.404
98.1
o 49‘1 ‘ 681 A 1121 | 200000
LI LI \ ’ L \ L ’ T T ’ T T ‘
m/z--> 40 60 80 100 120
Abundance Scan 903 (7.404 min): BF138819.D\data.ms (-85 150000
82.1
541 100000
Sub
50 128.1
50000
98.1
0 49\1 ‘ 68.1 L1121 ) 0|
T T T \\\\’\\\\’\\\\’\\\\’\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 Time--> 7.357.407.45

Abundance Scan 1324 (9.880 min): BF138684.D\data.ms (-1 #39

164.2 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.869 min Scan# 1322
Ref 50 Delta R.T. -0.011 min
Lab File: BF138819.D
Acq: 06 Aug 2024 21:49
54.0 \H 1020 1321
G \\‘\\\\‘\W\}“\\\\‘\\\\‘\\\‘\‘\\\\‘ \\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:164 Resp: 1601714
Abundance Scan 1322 (9.869 min): BF138819.D\datams | 10" Ratio Lower Upper
168.1 164 100
162 101.3 79.4 119.0
160 44.9 35.1 52.7
Raw 50
Abundance
80.1 80000 9.869
54
0 TT “\ T \ T ‘ }‘\‘ T ““‘\ \ T \]-‘0\6\\1\ ‘]‘-‘312\‘]‘.‘ TT 1‘ TTT ‘]\_9\\1.\]‘_
m/z--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 1322 (9.869 min): BF138819.D\data.ms (-1
162.1
40000
Sub 50
20000
80.1
0 5‘\1\1\‘\ 1l 106.1 13%1 Ll 11 1
o R e e S e L EA I
miz--> 40 60 80 100 120 140 160 180  Time-> 9.80 9.85 9.90
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Abundance Scan 1458 (10.669 min): BF138684.D\data.ms (- #42
329.€ | 2,4,6-Tribromophenol
62.0 Concen: 138.114 ng
RT: 10.663 min Scan# 1{gEigil=laies
Ref 50 141.0 Delta R.T. -0.006 min
Lab File: BF138819.D [(ICHIEEIelEI(H
2219 Acq: 06 Aug 2024 21:49 EHEEPIECTE
0 ‘\M‘ 1”;\‘\\ M‘uO‘ZWW ;h‘ ‘JMM‘ e UH“‘ : \\1\\\‘ SRV
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 115673
Abundance Scan 1457 (10.663 min): BF138819.D\data.ms 10" Ratio Lower Upper
3206 330 100
62.0 332 97.9 76.4 114.6
141 39.1 31.1 46.7
Raw
%0 141.0 Abundance
221.9 80000/  10-B63
O‘Nwwaﬂq%%w;M‘wk‘w‘uw‘wh““M‘
m/z--> 50 100 150 200 250 300 60000
Abundance Scan 1457 (10.663 min): BF138819.D\data.ms (-
329.¢
62.0 40000
Sub o
5 141.0 20000
221.9
0 ‘\‘\‘ W‘ !H;\‘\\\;\‘J‘J‘qzww ;h‘ “u‘\M‘ - UH“‘ ‘\\1\\“ e S
miz--> 50 100 150 200 250 300 Time->  10.60 10.70
Abundance Scan 1209 (9.204 min): BF138684.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 88.769 ng
RT: 9.192 min Scan# 1207
Ref 50 Delta R.T. -0.012 min
Lab File: BF138819.D
) 5%0‘ MS%O 1291‘ %ﬁ%l | Acq: 06 Aug 2024 21:49
miz--> 40 60 80 100 120 140 160 180 T8t Ton:172 Resp: 600934
Abundance Scan 1207 (9.192 min): BF138819.D\data.ms Ion Ratio Lower Upper
1721 | 172 100
171 35.6 28.3 42.5
170 23.3 18.8 28.2
Raw 50
Abundance
9.192
ob 25t W0 aoro 1SBURL 00000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1207 (9.192 min): BF138819.D\data.ms (-1 300000
172.1
200000
Sub
50
100000
85.1 152.1
e 2l il e
miz--> 40 60 80 100 120 140 160 180 Time-> 9.10 9.20 9.30
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Abundance Scan 1577 (11.369 min): BF138684.D\data.ms (1 #64

188.2 | Phenanthrene-di10
Concen: 20.000 ng
RT: 11.357 min Scan#t 1{gSagilnlcaiee
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF138819.D [(ClEhlSEnlollEll0f
160. Acq: 06 Aug 2024 21:49 [EERZZEEIE
0 TT ’ \\5\4.\]‘-\‘\ T ““ T \‘\J‘-\O\S\J\-‘J\-?\z\]‘-\ T H“ TTT \“ M‘\ T ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 183102
Abundance Scan 1575 (11.357 min): BF138819.D\data.ms 10" Ratio Lower Upper
1882 @ 188 100
94 9.2 7.6 11.4
80 9.7 8.6 12.8
Raw 50
Abundance
11.857
80.1 0.1
o521, | 1020 1321 w\ 1l
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1575 (11.357 min): BF138819.D\data.ms (-
188.2
Sub 50000
50
80.1
0 52.1 . ;020 132.1 H ‘H‘ 1
ettt e S e e el e
miz--> 40 60 80 100 120 140 160 180  Time--> 11.30 11.40

Abundance Scan 2025 (14.004 min): BF138684.D\data.ms (- #76

228.1 | Chrysene-d12

Concen: 20.000 ng

RT: 13.998 min Scan# 2024
Ref 50 Delta R.T. -0.006 min

Lab File: BF138819.D

Acq: 06 Aug 2024 21:49
929‘ M 1561 2001 I )

miz--> 40 60 80 100120 140 160 180200220240 18t Ion:240 Resp: 87474

Abundance Scan 2024 (13.998 min): BF138819.D\data.ms 10N Ratio Lower Upper
240.2 240 100

120 9.6 10.2 15.4#
236 25.9 19.8 29.8

o

Raw 50
Abundance
s0000, 13798
0 64.1 92\ 1\\ \H 160.1 2081 "
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100120140160 180200220240
Abundance Scan 2024 (13.998 min): BF138819.D\data.ms (- 40000
240.2
Sub
50 20000
120.1
R S T RS ARERE] ———
miz--> 40 60 80 100120 140 160 180 200220 240 Time--> 14.00
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Abundance Scan 1845 (12.945 min): BF138684.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 117.013 ng
RT: 12.939 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min
Lab File: BF138819.D (SlEEQISEIAEI
Acq: 06 Aug 2024 21:49 [EERZZEEIE

122.1
541 921 | ‘16‘?'1 21\2% i

m/z--> 50 100 150 200 250 Tgt Ion:244 Resp . 611345

Abundance Scan 1844 (12.939 min): BF138819.D\datams 10" Ratio Lower Upper
2442 244 100

212 7.1 5.4 8.2
122 11.5 9.6 14.4
Raw 50
Abundance
12.939
421 80.1 12‘2'1 1601 2122 400000
PR TRTEN TN TRNN PR | N . ot Ll
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 1844 (12.939 min): BF138819.D\data.ms (-~ 300000
244.2
200000
Sub
50
100000
122.1
LS T e o B S B
miz--> 50 100 150 200 250  Time--> 12.90 13.00

Abundance Scan 2274 (15.468 min): BF138684.D\data.ms (- #86

264.1  perylene-di12

Concen: 20.000 ng

RT: 15.457 min Scan# 2272

Ref 50 Delta R.T. -0.012 min
Lab File: BF138819.D
132.1 Acq: 06 Aug 2024 21:49
0430 780 | 1801 2321 |
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 Tgt Ion:264 Resp: 89550

Abundance Scan 2272 (15.457 min): BF138819.D\data.ms 10N Ratio Lower Upper
264.2 264 100

260 22.9 19.0 28.6
265 21.6 17.0 25.6

Raw 50
Abundance
132.1 e
0 44.0 78.0 Ll \H 20?0 L \HH
T ‘ 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 40000
Abundance Scan 2272 (15.457 min): BF138819.D\data.ms (-
264.1 30000
Sub 20000
50
10000
132.1
0420 780 | 1800 2321 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\
m/z-—-> 50 100 150 200 250 Time--> 15.40 15.50 15.60
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