Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_E\Data\BE110524\
Data File : BE101477.D

Acqg On : 5 Nov 2024 13:56
Operator : RC/JU

Sample : P4675-05RE

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Nov 05 13:46:06 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_E\Methods\8270-BE102824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Oct 29 01:26:30 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.570 152 56416 20.000 ng 0.00
21) Naphthalene-d8 10.337 136 246833 20.000 ng 0.00
39) Acenaphthene-die 14.174 164 168866 20.000 ng 0.00
64) Phenanthrene-d10 16.912 188 390418 20.000 ng 0.00
76) Chrysene-di12 21.072 240 464212 20.000 ng 0.00
86) Perylene-di12 23.363 264 593646 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.320 112 321139 99.768 ng 0.00

7) Phenol-d6 6.947 99 439372 98.441 ng 0.00
23) Nitrobenzene-d5 8.774 82 245890 62.569 ng -0.01
42) 2,4,6-Tribromophenol 15.684 330 303995 102.712 ng 0.00
45) 2-Fluorobiphenyl 12.799 172 689713 69.170 ng 0.00
79) Terphenyl-di4 19.509 244 1507523 74.743 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 9.885 122 9 8.218 ng # 22
54) 2,4-Dinitrophenol 14.362 184 15 5.624 ng # 1
63) Azobenzene 15.543 77 30407 2.837 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)
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Quantitation Report (Not Reviewed)
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Abundance Scan 848 (7.570 min): BE101393.D\data.ms (-83 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.570 min Scan# 8{lglsiidiipl=lgies
Ref 50 Delta R.T. -0.000 min \A_
78.0 Lab File: BE101477.D [(SlEIEEIsIEEI0H
Acg: 5 Nov 2024 13:56
Ot d A 2161 313.8380.14455511.1
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:152 Resp: 56416
Abundance  Scan 848 (7.570 min): BE101477.D\datams = 10N Ratlo Lower Upper
150.0 152 100
150 153.7 124.2 186.4
115 55.6 45.3  67.9
Raw 50
Abundance
78.1
50000
O\HHLH \‘\‘\’\LH \H\‘H\\2‘\7\3\.\7‘§4\.\0‘-?\\‘\\\4\’?\]-\.\6\92\\9\-5
miz--> 50 100 150 200 250 300 350 400 450 500 40000 21870
Abundance Scan 848 (7.570 min): BE101477.D\data.ms (-83
150.0 30000
sub 20000
50
28.1 10000
0 [ J‘ | 221.2288.8 360.9426.4494.3 0]
el A e G G e R P T e G P e T
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 7.50 7.60

Abundance Scan 465 (5.320 min): BE101393.D\data.ms (-45 #5

112.0 2-Fluorophenol
Concen: 99.768 ng
RT: 5.320 min Scan# 465
Ref 50 Delta R.T. -0.001 min
Lab File: BE101477.D
\ Acq: 5 Nov 2024 13:56
ol | 17892442 3361 41004801505
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:112 Resp: 321139
Abundance  Scan 465 (5.320 min): BE101477.D\data.ms 1N Ratlo Lower Upper
112.0 112 100
64 55.0 43.7 65.5
63 27.5 21.4 32.2
Raw 50
Abundance
5.820
0lrh w“,"‘“1‘7‘5‘3(,1”‘2‘?%"37%2‘%'?”“‘44?(% 2208 | 150000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 465 (5.320 min): BE101477.D\data.ms (-41
112.0 100000
Sub
50 50000
0 ﬂ H 187. 02530 332. 4398 5467 05323 0
A T R e T T T e o
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 520 540 5.60
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Abundance Scan 742 (6.948 min): BE101393.D\data.ms (-73 #7

99.0 Phenol-d6
Concen: 98.441 ng
RT: 6.947 min Scan# 74{QEdllEIes
Ref 50 Delta R.T. -0.001 min \A_
Lab File: BE101477.D [(SlEIEEIsIEEI0H
Acg: 5 Nov 2024 13:56
obds wd o 193.0258.6324.1392.0460.7528.1
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 99 Resp: 439372
Abundance  Scan 742 (6.947 min): BE101477.D\datams 10" Ratlo Lower Upper
99.1 99 100
42 15.6 12.3 18.5
71 30.1 23.8 35.8
Raw 50
Abundance
200000 6.047
oldul, | 1650 26203284 444251438
H\‘HH \H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
mlz--> 50 100 150 200 250 300 350 400 450 500 150000
Abundance Scan 742 (6.947 min): BE101477.D\data.ms (-69
9d.1
100000
Sub
50 50000
0 1l 186.9256.1 336.3404.3470.6 539.€
R e s b iidasastadl e da M
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 6.80 7.00 7.20

Abundance Scan 1319 (10.338 min): BE101393.D\data.ms (- #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.337 min Scan# 1319
Ref 50 Delta R.T. -0.001 min
Lab File: BE101477.D
541 Acq: 5 Nov 2024 13:56
G LR “‘\H\w\ ’L T \\\ ‘ T \2\9:3\ \9\\ ‘ T \\3‘17\6\\8‘ \3\8\\8‘94ﬁ§\4\5‘\2\2\ \8‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:136 Resp: 246833
Abundance Scan 1319 (10.337 min): BE101477.D\datams 100 Ratio Lower Upper
136.1 136 100
137 11.1 9.0 13.6
54 7.1 5.9 8.9
Raw 50 68 6.2 4.8 7.2
Abundance
10.837
Ol 26223275 45735261
miz--> 50 100 150 200 250 300 350 400 450 500 100000
Abundance Scan 1319 (10.337 min): BE101477.D\data.ms (-
136.1
Sub 50000
50
oloth A 2022 3269394.0460.5525.9 oL S
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 10.20 10.40
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Abundance Scan 1055 (8.787 min): BE101393.D\data.ms (-1 #23

82.1 Nitrobenzene-d5
Concen: 62.569 ng
RT: 8.774 min Scan# 1{gfSidtipl=lpies
Ref 50 Delta R.T. -0.012 min |
Lab File: BE101477.D [(SlEIEEIsIEEI0H
Acg: 5 Nov 2024 13:56
0 ‘1‘ i‘\‘\h\ \\’ IBRE T \1\9\\1‘\0\\2\5‘\7\\9\ T \\3\4\6‘\(\)\4%%\4[‘1\7\\8\‘5\\5\4\“7\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 82 Resp: 245890
Abundance Scan 1053 (8.774 min): BE101477.D\datams = 10N Ratlo Lower Upper
87.1 82 100
128 47 .4 38.9 58.3
54 46.1 36.2 54.4
Raw 50
Abundance
8.174
ol []] 11619 256.4326.6  444.9 521.6
H\‘\\\\’H\\‘\H\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500 100000
Abundance Scan 1053 (8.774 min): BE101477.D\data.ms (-1
82.0
Sub 50000
50
oblil | | 176.6247.0 323.2388.8455.9521.6 1
e e R e e e R ARARRAREEERS
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 8.70 8.80 8.90
Abundance Scan 1243 (9.891 min): BE101393.D\data.ms (-1 #32
105.0 Benzoic acid
Concen: 8.218 ng
RT: 9.885 min Scan# 1242
Ref 50 Delta R.T. -0.006 min

Lab File: BE101477.D
Acq: 5 Nov 2024 13:56

3# 170.4 242.8309.1 394.1460.4 532.1

G ‘\\\\’H\\‘\\\\‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:122 Resp: 9
Abundance Scan 1242 (9.885 min): BE101477.D\data.ms ig; ig'glo Lower Upper

105 93.8 97.9 137.9%
77 231.3 68.1 108.1#

Raw 50
Abundance
60
0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 1242 (9.885 min): BE101477.D\data.ms (-1
70.0 40
Sub
50 208.1 354.9 20
280.1 521.0
ll 41.2 427.3
0 0\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 9.86 9.88 9.90
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Abundance Scan 1973 (14.180 min): BE101393.D\data.ms (1 #39

162.1 Acenaphthene-dle
Concen: 20.000 ng
RT: 14.174 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min \A_
80.1 Lab File: BE101477.D [(®ICHIEEIelEI(CH
' Acq: 5 Nov 2024 13:56
0 LR “‘\h\“\‘\ ’ \ T \ \ ‘ T \‘2\3\9 ‘2\ TTT ‘3\\3\4\‘6\\495\\\6\4‘7\4\\4‘54% \e
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:164 Resp: 168866
Abundance Scan 1972 (14.174 min): BE101477.D\datams = 10N Ratlo Lower Upper
1601 164 100
162 101.2 81.3 121.9
160 45.0 36.4 54.6
Raw 50
Abundance
80.1 14.74
100000
b, 274.2341.2  459.9 533.1
H\‘HH’HH‘H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500 80000
Abundance Scan 1972 (14.174 min): BE101477.D\data.ms (-
162.1 60000
sub 40000
50
80.0 20000
O I 229.0 323.1392.0460.6527.9 |
A I I
miz--> 50 100 150 200 250 300 350 400 450500  Time--> 14.10 14.20 14.30

Abundance Scan 2230 (15.690 min): BE101393.D\data.ms (1 #42

329.8 2,4,6-Tribromophenol
Concen: 102.712 ng
RT: 15.684 min Scan# 2229
Ref 50 Delta R.T. -0.006 min
621 1,08 Lab File: BE101477.D
} 221 8 Acq: 5 Nov 2024 13:56
0\\1\ “\‘\‘\\l’\l\ T \“‘ \"\H\\‘\\\\‘H\\‘\\ \‘\\3%5"\\7\4\‘6\3\)'\9\‘5\3\9.‘9\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:33@ Resp: 363995
Abundance Scan 2229 (15.684 min): BEL01477.D\datams 100 Ratio  Lower Upper
320.7 330 100
332 97.2 78.2 117.2
141  21.6 18.3 27.5
Raw 50
Abundance
621 1409 15.684
} ‘ 221 8
ol 3955 490.4
H\‘\\H’\\\\‘\\\\‘\\\\‘H\\‘\\\‘\\\\‘\\H‘\\\\‘\H\‘\ 150000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2229 (15.684 min): BE101477.D\data.ms (-
326 100000
Sub
50 50000
621 1408
221.8
bbbt | 395546308310 S
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 15.60 15.80
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Abundance Scan 1739 (12.806 min): BE101393.D\data.ms (1 #45

1721 2-Fluorobiphenyl
Concen: 69.170 ng
RT: 12.799 min Scan# 1[[Eigial=laies
Ref 50 Delta R.T. -0.006 min _
Lab File: BE101477.D (GUEIEERIEIH
85.0 Acg: 5 Nov 2024 13:56
0L gL 2923 326,2394.4460.6526.3
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:172 Resp: 689713
Abundance Scan 1738 (12.799 min): BE101477.D\datams = 10N Ratlo Lower Upper
172.1 172 100
171 35.3 29.2 43.8
170 23.2 19.8 29.6
Raw 50
Abundance
12.[y99
85.1 400000
Olropttdeyr ik 286,63345  459.9530.1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 1738 (12.799 min): BE101477.D\data.ms (4 300000
172.1
200000
Sub 50
100000
85.1
Otttk 237:4304.6372.8 444.5510.5 O
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 12.80
Abundance Scan 2005 (14.368 min): BE101393.D\data.ms (- #54
184.0 2,4-Dinitrophenol
Concen: 5.624 ng
63.0 RT: 14.362 min Scan# 2004
Ref 50 Delta R.T. -0.006 min

Lab File: BE101477.D
Acq: 5 Nov 2024 13:56

L

G T \‘\\ ‘ \ T ’ T ‘\ ‘\\1\ TT ‘ T %5\‘()\ §\3‘]\-\9\\4‘\3\8\\7‘9\4\5‘5\\\8\5‘\2\3\ \3‘,\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:184 Resp: 15
Abundance Scan 2004 (14.362 min): BE101477.D\datams 100 Ratio Lower Upper
44.0 184 100

63 278.6 41.8 62.6#
154 42.9 44.9 67 .3#
Raw 50

Abundance
266.9

475.2
340.9 547

0
m/z--> 50 100 150 200 250 300 350 400 450 500 20
Abundance Scan 2004 (14.362 min): BE101477.D\data.ms (-
162.1
10
Sub
59| 839

m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 1436 14.38
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Abundance Scan 2199 (15.508 min): BE101393.D\data.ms (1 #63

77.1 Azobenzene
Concen: 2.837 ng
RT: 15.543 min Scan#t 2SSl
Ref 50 Delta R.T. 0.035 min \A_
182.1 Lab File: BE101477.D [(GUEhISEIoEIlH
Acg: 5 Nov 2024 13:56
OH'\}\'\H’H\\‘IH\\‘\\2\4\‘7\\6\\‘\\\\\?"\7\1\\3‘\4‘\4(\)‘9\5\0‘\7\\4‘\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 77 Resp: 30407
Abundance Scan 2205 (15.543 min): BE101477.D\datams 19" Ratlo Lower Upper
105.0 77 100
182 83.4 7.6 47.6#
182 105 158.5 3.2 43.2#
Raw g 82.0 51 35.7 6.2 46.2
Abundance
30000
Osg.ﬁ‘ \ 276.6342.3  458.6529.6
H\‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2205 (15.543 min): BE101477.D\data.ms (- 20000
105.0
Sub 182.0
50 10000
038}1 . | 250.1 334.7403.1472.6539.7 0]
e R L s 7
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 15.40 15.60

Abundance Scan 2439 (16.918 min): BE101393.D\data.ms (1 #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 16.912 min Scan# 2438
Ref 50 Delta R.T. -0.006 min
Lab File: BE101477.D
80 0 Acq: 5 Nov 2024 13:56
0 T ‘ \‘\‘\ \“’ T \ T ‘M\ T \J\ ‘ T \2\:5‘4\"\9\\ ‘ \‘:3\4\‘9\.\]-\ \4‘2\9'ﬁﬁ9\\0"ﬂ T ‘ T
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:188 Resp: 390418
Abundance Scan 2438 (16.912 min): BEL01477.D\datams 100 Ratio Lower Upper
188.1 188 100
94 9.6 7.8 11.8
80 10.7 8.6 12.8
Raw 50
Abundance
250000 16.912
80.1
N 282.8348.2 473.9 545.!
0 \\‘\\\\’\H\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘H\\‘\ 200000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2438 (16.912 min): BE101477.D\data.ms (-
188.1 150000
100000
Sub
50
50000
80.1
bk y | 256.8325. 7398,5464.9533.1 0
reprr e e S T R P e e
miz--> 50 100 150 200 250 300 350 400 450 500 Time-->  16.80 16.90 17.00
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Abundance Scan 3147 (21.078 min): BE101393.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 21.072 min Scan#t 3l
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BE101477.D [(GUEhISEIoEIlH
120.1 \ Acq: 5 Nov 2024 13:56
0\4.\\‘\\\\"“\H\\‘\\\\‘l\i\\‘ ‘\\\\3‘]7\7\.(\)‘3\\8\5\.‘]\_ﬂ\5‘]-\.ﬂ\5‘]\_\8\.\9‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:248 Resp: 464212
Abundance Scan 3146 (21.072 min): BE101477.D\datams 10" Ratlo Lower Upper
240.1 240 100
120  11.3 9.0 13.4
236  26.4 21.4 32.0
Raw 50
Abundance
120 1 2Lpre
o n .| 300037584415 5364 300000
H\‘\\\\’\H\‘\\\\‘\\\‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance in): ]
Scan 3146 (21.072 min): BE101477.D\data.ms ( 200000
240.1
sub 100000
120.1
01520 ] L 333.3400.9466.3532.5 0
B N e ==
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 21.00  21.20

Abundance Scan 2881 (19.515 min): BE101393.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 74.743 ng

RT: 19.509 min Scan# 2880

Ref 50 Delta R.T. -0.006 min
Lab File: BE101477.D
122.1 Acq: 5 Nov 2024 13:56
0 ﬁ?\‘\o\ \ "\ ‘\‘\ T ‘ \ \ T \" \J\J\“\ ‘ TT %J‘.%.Q%?\g\.%éﬂz\.?\s\%ﬁ.\q‘ T
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:244 Resp: 1567523
Abundance Scan 2880 (19.509 min): BE101477.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 6.8 7.2  10.8#
122 10.0 10.4 15.6#
Raw 50
Abundance
19.509
122.1
ol54L I .l 313.13802447.05158 1000000
\\‘\\\\’H\\‘\\\\’H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2880 (19.509 min): BE101477.D\data.ms (-
244.2
500000
Sub
50
122.1
o541 7 | 3279303 9.464.1530.3 0
r bl PE PSR AP e ==
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 19.40 19.60
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Abundance Scan 3536 (23.364 min): BE101393.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.363 min Scan# 3{Eiginl=lies

Ref 50 Delta R.T. -0.001 min
Lab File: BE101477.D [(GUEhISEIoEIlH
132.0 Acq: 5 Nov 2024 13:56
0 T \6‘\6\.\1\ ’ \ﬂ\ J\‘\ ‘ \\]-\9\’7\.\9\“\ ‘\ TTT ‘ TTT §\7\]-\.\5‘ \4\\4%.\4\§]‘_\]-\.\()\‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 593646
Abundance Scan 3536 (23.363 min): BE101477.D\datams 10" Ratio Lower Upper
264.1 264 100

260 24.4 19.8 29.8
265 21.9 17.6 26.4

Raw 50
Abundance
1321 23.863
ol571 | 1981 | 3332390.1466.15363 220000
\\‘\\\\’\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 200000
Abundance Scan 3536 (23.363 min): BE101477.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.1
0l.650 | 1981 373.3441.8508.4 0
o0y 98 L 4 373.9441.8506.4 e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 23.20 23.40 23.60
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