Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138561.D

Acqg On : 12 Jul 2024 22:41
Operator : CG\JU

Sample : P3183-07 10X

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Time: Jul 12 23:15:35 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jul 09 16:58:40 2024

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.869 152 78376 20.000 ng 0.00
21) Naphthalene-d8 8.145 136 254919 20.000 ng 0.00
39) Acenaphthene-die 9.904 164 127801 20.000 ng 0.00
64) Phenanthrene-d10 11.386 188 247181 20.000 ng 0.00
76) Chrysene-di12 14.021 240 169617 20.000 ng 0.00
86) Perylene-di12 15.492 264 162680 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 41103 8.306 ng 0.00

7) Phenol-dé 6.498 99 51672 7.849 ng 0.00
23) Nitrobenzene-d5 7.422 82 29064 5.598 ng -0.01
42) 2,4,6-Tribromophenol 10.686 330 9427 7.892 ng 0.00
45) 2-Fluorobiphenyl 9.222 172 52235 6.388 ng 0.00
79) Terphenyl-di4 12.969 244 80845 7.765 ng 0.00

Target Compounds Qvalue
25) Isophorone 7.422 82 29064 3.260 ng # 67
51) 2,6-Dinitrotoluene 9.904 165 16778 8.818 ng # 25
57) 2,4-Dinitrotoluene 9.904 165 16778 6.815 ng # 19

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071224\
Data File : BF138561.D

Acqg On : 12 Jul 2024 22:41
Operator : CG\JU

Sample : P3183-07 10X

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Time: Jul 12 23:15:35 2024

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jul 09 16:58:40 2024

Response via : Initial Calibration

Abundance TIC: BF138561.D\data.ms
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Abundance Scan 813 (6.869 min): BF138486.D\data.ms (-80 #1
150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.869 min Scan# Sl Eies
Ref 50 115.0 Delta R.T. -0.000 min _
52.1 78.1 Lab File: BF138561.D (®IElEEqls] (108
‘ Acq: 12 Jul 2024 22:41 VNS
[ \“} T \‘\‘\“ ‘”\ T \“\”“ \“\‘\97.‘0\ T \“ T T T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 78376

Abundance  Scan 813 (6.869 min): BF138561.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 155.1 126.2 189.4
115 62.6 50.3 75.5

Raw 50
52.1 781 1151 Abundance
: 150000
0 \9\7‘8\\\\“\\\\‘\\
miz--> 40 60 80 100 120 140 160
- 100000 6.869
Abundance Scan 813 (6.869 min): BF138561.D\data.ms (-79
150.0
Sub 50000
50 115.1
521 781
ol il 1978 o7
m/z--> 40 60 80 100 120 140 160 Time--> 6.85  6.90

Abundance Scan 579 (5.492 min): BF138486.D\data.ms (-57 #5
112.1 2-Fluorophenol

64.1 Concen: 8.306 ng
RT: 5.487 min Scan# 578
Ref 50 Delta R.T. -0.006 min

92.1 Lab File: BF138561.D
& ‘ Acq: 12 Jul 2024 22:41
L

35‘5‘0 50. 1‘
| iy ol Jl

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 41163

Abundance  Scan 578 (5.487 min): BF138561.D\datams = 10N Ratio Lower Upper
119.1 112 100

64 70.5 55.1 82.7

o

64.1
63 39.0 29.0 43.6
Raw 50
Abundance
92.1
40000 5.487
39.1 5 ‘
OH‘H\‘\H‘\H\ 1“‘1\‘H‘\‘}\\9‘\4}\\‘\\\\‘\\\\‘H\‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 30000
Abundance Scan 578 (5.487 min): BF138561.D\data.ms (-52
1121
64.1 20000
Sub 50
10000
92.1
39.0 ‘ ‘
Ou‘m“”“M‘M1“1“Hm?“g‘dmwuwH‘ L R
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 545 550 5.55
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Abundance Scan 751 (6.504 min): BF138486.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 7.849 ng
RT: 6.498 min Scan# 7{gSidtipl=lpies
Ref 50 711 Delta R.T. -0.006 min |
21 Lab File: BF138561.D (GUCINEETSIEIR
‘ 54.1 Acq: 12 Jul 2024 22:41 VAREZE)
0\\‘\H\M‘H\‘\‘H“\“1\‘1‘\‘“\‘1“‘1\1\8’2\‘.\]-\\‘\1\”\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 51672
Abundance  Scan 750 (6.498 min): BF138561.D\datams 10" Ratlo Lower Upper
99.1 99 100
42 23.2 19.7 29.5
71 36.4 29.9 44.9
Raw 50
71.1 Abundance
42.1 6.498
54.1
0\\‘\H\“H\MH“H\‘Mi”1“‘1\\\8’2\‘.}\\‘\\\”\\\\‘
m/z--> 30 40 50 60 70 80 90 100 40000
Abundance Scan 750 (6.498 min): BF138561.D\data.ms (-70
99.1
Sub 20000
50
71.1
42.1
54.1
G\\‘\H\“H\‘JH“Hw\‘;H1“‘1\\\8,20'}”_”1“””‘ LA S eSS e,
miz--> 30 40 50 60 70 80 90 100  Mime-> 6.50 6.60

Abundance Scan 1031 (8.151 min): BF138486.D\data.ms (-1 #21
6.1

136. Naphthalene-d8
Concen: 20.000 ng
RT: 8.145 min Scan# 1030
Ref 50 Delta R.T. -0.006 min
Lab File: BF138561.D
541 108.1 Acq: 12 Jul 2024 22:41
0l388 1l w8 Ll 1658
miz--> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 254919
Abundance Scan 1030 (8.145 min): BF138561.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 11.1 8.5 12.7
54 11.2 8.1 12.1
Raw 5g 68 6.4 4.7 7.1
Abundance
8.145
54‘.1 78.1 10?.1 |
0\H‘H\11‘1‘1”‘““1\”‘\‘\”‘\”‘“‘HH‘\H
miz--> 40 60 80 100 120 140 160
- 200000
Abundance Scan 1030 (8.145 min): BF138561.D\data.ms (-9
136.1
Sub 100000
50
54‘.1 76.1 108.1 I o
Ot e e T T T T
m/z--> 40 60 80 100 120 140 160 Time--> 8.10 8.15 8.20
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Abundance Scan 909 (7.433 min): BF138486.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
541 Concen: 5.598 ng
' RT: 7.422 min Scan# 9([EidlilElies
Ref 50 128.1 Delta R.T. -0.012 min \A_
Lab File: BF138561.D (SUEEQISEIIAEI
98.1 Acq: 12 Jul 2024 22:41 VANEZZY
ot |l e | "Twer |
T T T T LI \ ‘ T T T \ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 40 60 80 100 120 Tgt Ion: ‘82 RESpZ 29064
Abundance  Scan 907 (7.422 min): BF138561.D\datams | 100 Ratlo Lower Upper
82.1 82 100
541 128 38.9 32.3 48.5
' 54 68.7 51.4 77.0
Raw 50
128.1 Abundance
98.1 30000 7422
40‘0 ‘ 68.0 ‘ 112.1
0\\\“\\‘\\‘\‘\\1”‘\\\\‘\\}\‘\\‘\\
m/z--> 40 60 80 100 120
Abundance Scan 907 (7.422 min): BF138561.D\data.ms (-85 20000
82.1
54.1
Sub 10000
50 128.1
98.1
00 || s, | | ue1
ob—— b Pl L T T
miz--> 40 60 80 100 120 Time--> 740 7.45
Abundance Scan 952 (7.686 min): BF138486.D\data.ms (-94 #25
821 Isophorone
Concen: 3.260 ng
RT: 7.422 min Scan# 907
Ref 50 Delta R.T. -0.265 min
391 54.1 Lab File: BF138561.D
138.1 | Acq: 12 Jul 2024 22:41
G\\\“‘\\‘\“‘\‘\\\\“\\\9\79\\\\1‘23\\1\\‘\\
miz--> 30 100 120 140 Tgt Ion: .82 Resp: 29064
Abundance Scan 907 (7.422 min): BF138561.D\datams | 1on Ratio Lower Upper
82.1 82 100
54.1 95 0.0 6.0 9.0#
138 0.0 12.8 19.2#
Raw 50
128.1 Abundance
‘ 98.1 30000 7422
0\\3\8‘.}}\\‘\‘\‘\”\‘\‘\‘i“\\\\“\\}\‘\\‘\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 907 (7.422 min): BF138561.D\data.ms (-90 20000
82.1
54.1
Sub 10000
50 128.1
‘ 98.1
o"3‘8‘}%mu‘cu“w“‘H‘Hm_mw” B R R
m/z--> 40 60 80 100 120 140  Time--> 7.40 7.45
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Abundance Scan 1329 (9.904 min): BF138486.D\data.ms (-1 #39

164.2  Acenaphthene-di10
Concen: 20.000 ng
RT: 9.904 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.000 min |
801 Lab File: BF138561.D (SUEEQISEIIAEI
: Acq: 12 Jul 2024 22:41 VAREZZY
35.9 54.1 106.1 132.1
0\H.‘\\H\‘\‘H\W“\\”H‘\‘i.\\“\\\‘i‘\\\\“
m/z--> 40 60 80 100 120 140 160 18t Ion:164 Resp: 127801
Abundance Scan 1329 (9.904 min): BF138561.D\datams 10" Ratio Lower Upper
1642 164 100

Raw 50

80.1

108.1 132.1 \

m/z--> 40 60 80

0\H“HH\‘M\“““H‘\\‘H‘H‘HM‘HH

%@

100 120 140 160

160 43

162 98.9 79.0 118.6

.7 34.4 51.6

Abundance

100000

Sub 50

Abundance Scan 1329 (9.904 min): BF138561.D\data.ms (-1

1

108.1 13%.1 “

m/z--> 40 60 80

1\ \
ot

R

100 120 140 160

50000

Time-->

9.85 9.90 9.95

Abundance Scan 1463 (10.692 min): BF138486.D\data.ms (- #42

62.1 329.¢
Ref 50 141.0
221.9
0 \““\‘W‘ 1” M ‘i“J\u‘o‘zr*%“ N }h‘ \;u\ﬁwlwl‘ T Uuhw T “1“‘ T ‘” T
miz--> 50 100 150 200 250 300
Abundance Scan 1462 (10.686 min): BF138561.D\data.ms
329.€
62.0
Raw
50 141.0
221.8
0 ‘\‘MM \M‘L\}muwmi\m‘H‘u‘“\\ g fI ‘ﬂmﬂ\? %‘1‘ : U‘H\‘ : hl\\\ SRR
miz--> 50 100 150 200 250 300

Sub

m/z--> 50 100 150

Abundance Scan 1462 (10.686 min): BF138561.D\data.ms (-

2,4,6-Tribromophenol
Concen: 7.892 ng
RT: 10.686 min Scan# 1462
Delta R.T. -0.006 min
Lab File: BF138561.D
Acq: 12 Jul 2024 22:41
Tgt Ion:330 Resp: 9427
Ion Ratio Lower Upper
330 100
332 99.4 76.8 115.2
141 39.8 29.4 44.2
Abundance
10000 10.686
8000
6000
4000
2000
\\‘\\\\‘\\\\‘\\\
Time--> 10.65 10.70 10.75
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Abundance Scan 1214 (9.227 min): BF138486.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl

Concen: 6.388 ng
RT: 9.222 min Scan#t 1Sl
Ref 50 Delta R.T. -0.006 min

Lab File: BF138561.D |(SlEIEEIsliEll0f
Acq: 12 Jul 2024 22:41 VANEZZY

sto 51 woa 1460 |
0\\\’\\‘\\’\\\‘H}‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\‘\‘\
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: = 52235
Abundance Scan 1213 (9.222 min): BF138561.D\datams 19" Ratlo Lower Upper

1721 | 172 100
171 36.7 28.9 43.3
170 23.1 18.9 28.3
Raw 50
Abundance
60000 9.222
| sia 89105y 13301520 |
\\\"\\‘\\"“\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1213 (9.222 min): BF138561.D\data.ms (-1 40000
172.1
Sub
50 20000
511 81 4300 1461 | ol
G\\\’\\H\\’\\\‘}‘\‘\\\‘\\\\‘\\\‘\‘\\\\‘\\‘\‘\ ‘\\\\‘\\\\’\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25 9.30

Abundance Scan 1293 (9.692 min): BF138486.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
Concen: 8.818 ng
89.1 RT: 9.904 min Scan# 1329
63.1 ’ .
Ref 50 Delta R.T. ©.212 min
1210 Lab File: BF138561.D
‘ H : Acq: 12 Jul 2024 22:41
G\\“‘\\J\‘!“\\\“\H\‘\\‘fmw\\“\\\‘\‘\J\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 1go '8t Ion:165 Resp: 16778
Abundance Scan 1329 (9.904 min): BF138561.D\datams = 10N Ratlo Lower Upper
164.2 165 100
63 1.2 48.1 72.1#
89 1.9 43.0 64.6#
Raw 50
Abundance
80.1 9,904
0 \\‘\\5\4\]‘.}‘\‘\}““‘\\\\%\0\8\1\-‘:\[\3\‘2‘\]‘-\\\1‘ \\\‘\\ 15000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1329 (9.904 min): BF138561.D\data.ms (-1
164.2 10000
Sub
50 5000
80.1
o 541 | 1081 1321
B B L B T
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90 9.95
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Abundance Scan 1361 (10.092 min): BF138486.D\data.ms (1 #57

89.1 165.1 2,4-Dinitrotoluene
' Concen: 6.815 ng
63.0 RT: 9.904 min Scan#t 1Sl
Ref 50 Delta R.T. -0.188 min |
Lab File: BF138561.D [(GICHIEEIel(EI(CH
39 0 119.1
Acq: 12 Jul 2024 22:41 VANEZZY
Ll 1390
0\\\“\‘\\\‘\H\\H}w\H\‘}\‘\m\\\"\\\\‘\\\\‘\H\\‘\\\
m/z--> 40 80 100 120 140 160 180  Tgt Ion:165 Resp: 16778
Abundance Scan 1329 (9.904 min): BF138561.D\data.ms | 10N Ratio Lower Upper
164.2 165 100
63 1.2 44.6 66.8#
89 1.9 63.4 95.2#
Raw gg 182 0.0 2.6 3.8#
Abundance
80.1 9904
54.1
0\\\‘\\H\‘\‘\‘\}““‘\\\\]‘-9\8\]\.’]\-\3}2‘\]‘-\\\}“ \\\‘\\\ 15000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1329 (9.904 min): BF138561.D\data.ms (-1
164.2 10000
Sub
50 5000
80.1
ol Oty 10811321 0
SN N ST MM os¢ithns S VAU | MBS A
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90 9.95

Abundance Scan 1581 (11.386 min): BF138486.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.386 min Scan# 1581
Ref 50 Delta R.T. ©0.000 min
Lab File: BF138561.D
94.1 5 Acq: 12 Jul 2024 22:41
0\\5‘4\1‘\“1 i“‘\12\4\1\‘?\\‘\‘\\\\‘2\65\"
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 247181
Abundance Scan 1581 (11.386 min): BF138561.D\datams A 10" Ratio Lower Upper
188.2 188 100
94 9.5 8.7 13.1
80 10.3 9.0 13.4
Raw 50
Abundance
300000 11.386
42.1 801 15? 1
0\\‘\‘\“\‘“1\18\1\-\ \\\\‘\\\\‘\\
m/z--> 50 100 150 200 250
Abundance Scan 1581 (11.386 min): BF138561.D\data.ms (- 200000
188.2
Sub
50 100000
94.1
ol 521 7] 1241 PP ol
\\‘\\\\‘\\\\ \\\\‘\\\\‘\ \\‘\\\\‘\\\\\
miz--> 50 100 150 200 250  Time--> 11.35 11.40
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Abundance Scan 2030 (14.027 min): BF138486.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.021 min Scan# 2(gEigial=lies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF138561.D |(SlEIEEIsliEll0f
120.1 ‘ Acq: 12 Jul 2024 22:41 VANREZE
0 ‘E"\"‘H‘\“‘JlHv‘H‘\l“‘“J‘“"WH\‘Hw”wmw
miz--> 50 100 150 200 250 300 350 400 450 18t Ion:240 Resp: 169617
Abundance Scan 2029 (14.021 min): BF138561.D\datams 100 Ratio Lower Upper
240.2 240 100

120 11.7 8.6 12.8
236 26.6 21.0 31.6

Raw 50
Abundance
14.021
57.1 120.1
I ” n i, H 177'1.\« Ul 300.1355.3 415.3
0 \\‘\\\\‘\\\\’\\\\‘\\\ RN R 150000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 2029 (14.021 min): BF138561.D\data.ms (-
24p.2 100000
Sub
50 50000
0 ‘?‘ﬁ‘?wﬂ!“,‘1‘8‘4‘&\‘w_‘?’9‘2‘-‘1‘3?%-‘3“‘44‘3}““ O
miz--> 50 100 150 200 250 300 350 400 450 Time--> 14.00 14.10
Abundance Scan 1851 (12.974 min): BF138486.D\data.ms (- #79
244.3 Terphenyl-di4
Concen: 7.765 ng
RT: 12.969 min Scan# 1850
Ref 50 Delta R.T. -0.006 min
Lab File: BF138561.D
1221 Acq: 12 Jul 2024 22:41
042‘1 ‘8%:‘1" o 198; L ulll
\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\\\‘ . .
miz--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 80845
Abundance Scan 1850 (12.969 min): BF138561.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 .5 5.5 8.3
122 .5 7.8 11.8
Raw 50
Abundance
12.69
57.1 122 1
oL \M‘ ‘M\ gl \”‘h‘ b \ t \1‘6\2\1\2\01\‘1\ 8 ”h“‘ \2\8\4\A‘1?\’2\4\]\_ T 80000
miz--> 50 100 150 200 250 300
Abundance Scan 1850 (12.969 min): BF138561.D\data.ms (- 00000
244.2
40000
Sub
50
20000
122.1
ol Sty 1981 | 28513241 Ot
miz--> 50 100 150 200 250 300 Time--> 12.90 13.00
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Abundance Scan 2278 (15.486 min): BF138486.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.492 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. ©0.006 min |
Lab File: BF138561.D [(CEhISEIlellEll0f
132.1 Acq: 12 Jul 2024 22:41 VARRZE)
0 66.0 Il lH 194.1 Ll
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 400 450 500 18t Ion:264 Resp: 162680
Abundance Scan 2279 (15.492 min): BF138561.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.8 19.0 28.6
265 22.4 17.0 25.4

Raw 50
Abundance
57“'1 132.1 15.f092
191.2 1 .
o Llibbul 2012, | sarssaramasor o0
m/z-—-> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2279 (15.492 min): BF138561.D\data.ms (-
264.1
) 50000
Su
50
132.1
0860 J‘ 204.1 “l‘ 323.2382.1442.3501.
e b TR PRSP TS 20T Dol
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 15.40 15.50 15.60
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