Quantitation Report

Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF070722\

Data

Data File : BF129158.D

Acqg On : 07 Jul 2022 14:45
Operator : CG\JU

Sample : N3597-02

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Time: Jul 07 15:35:21 2022
Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: Wed Jun 29 17:05:31 2022
Initial Calibration

Quant Method :
Quant Title
QLast Update
Response via :

(Not Reviewed)

20220507-COMPOSITE-B

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.951 152 289492 20.000 ng -0.01
21) Naphthalene-d8 8.233 136 1116414 20.000 ng -0.01
39) Acenaphthene-di10 9.992 164 543474 20.000 ng -0.01
64) Phenanthrene-d10 11.486 188 1033248 20.000 ng #-0.01
76) Chrysene-di12 14.139 240 760371 20.000 ng -0.01
86) Perylene-di12 15.662 264 579881 20.000 ng -0.01
System Monitoring Compounds

5) 2-Fluorophenol 5.575 112 1533711 89.569 ng -0.01

7) Phenol-d6 6.569 99 1923815 90.462 ng -0.02
23) Nitrobenzene-d5 7.510 82 1099226 58.728 ng -0.02
42) 2,4,6-Tribromophenol 10.786 330 570950 96.616 ng -0.01
45) 2-Fluorobiphenyl 9.310 172 1567987 46.156 ng -0.01
79) Terphenyl-di4 13.074 244 1924431 52.558 ng -0.01
Target Compounds Qvalue

9) Benzaldehyde 6.504 77 468 Below Cal # 79
19) n-Nitroso-di-n-propyla... 7.510 70 141635 11.513 ng # 72
25) Isophorone 7.510 82 1085262 34.308 ng # 65
51) 2,6-Dinitrotoluene 9.992 165 69874 10.057 ng # 25
57) 2,4-Dinitrotoluene 9.992 165 69874 8.147 ng # 21
67) 4-Bromophenyl-phenylether 10.786 248 33836 3.079 ng # 1

(#) = 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\BF@70722\
Data File : BF129158.D

Acqg On 1 07 Jul 2022 14:45

Operator : CG\JU

Sample : N3597-02 :
Misc : 20220507-COMPOSITE-B

ALS vial : 7 Sample Multiplier: 1

Quant Time: Jul 07 15:35:21 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Jun 29 17:05:31 2022

Response via : Initial Calibration

Abundance TIC: BF129158.D\data.ms
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Abundance Scan 795 (6.963 min): BF129034.D\data.ms (-78 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.951 min Scan#t 7{gSIglEhies
Ref 50 115.0 Delta R.T. -0.012 min VA
8.0 ‘ Lab File: BF129158.D [(GlEhlSEnlellEll0f
52.0 ‘ Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
0\\\‘\\!\’\\\“!‘\\\\‘\\\\“\\\\‘\H\“\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 289492
Abundance  Scan 793 (6.951 min): BF129158.D\datams 10" Ratio Lower Upper
150.0 152 100
150 155.1 123.7 185.5
115 57.2 49.9 74.9
Raw 50
115.0 Abundance
52‘0 78.0
0\\\‘i\\!\’\\\“!‘\\\\‘\\\\“\\\\‘\\\“\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 400000 6051
Abundance Scan 793 (6.951 min): BF129158.D\data.ms (-77 '
150.0
Sub 200000
50 115.0
500 780
0Hu;"!‘,Hu‘!‘mWmWwm‘wuwuwuu Y
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.90 6.95 7.00

Abundance Scan 561 (5.587 min): BF129034.D\data.ms (-55 #5

112.1 2-Fluorophenol
Concen: 89.569 ng
64.1 RT: 5.575 min Scan# 559
Ref 50 Delta R.T. -0.012 min
Lab File: BF129158.D
‘ Acq: 07 Jul 2022 14:45
obsplb Ll L ase1 2001 20,

g 50 100 180 200 250 Tgt Ion:112 Resp: 1533711
Abundance Scan559(5.575min): BF129158.D\datams  1On Ratio Lower Upper
112.1 112 100

64 55.1 53.3 79.9
641 63 27.1 28.0 42.0#
Raw 50
Abundance
‘ 1500000,  °>P7°
ol plbi o ge1920m0
miz--> 50 100 150 200 250
Abundance Scan 559 (5.575 min): BF129158.D\data.ms (-51 1000000
1121
Sub 64.1
50 500000
0 | 192009 OJQ,
miz--> 50 100 150 200 250 Time-> 550 560 5.70
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Abundance Scan 731 (6.587 min): BF129034.D\data.ms (-72 #7

99.1 Phenol-d6

Concen: 90.462 ng
RT: 6.569 min Scan# 7lgSidtipgl=lgies

Ref 50 Delta R.T. -0.018 min |
Lab File:  BF129158.D |SUELIEEUICICIEHE
42.1 Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
[ h\hh‘ “H “\“M\“ ST ‘ ‘ T \13\’4\0‘ T T \298\9 I — 2\8\1\‘
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 1923815
Abundance  Scan 728 (6.569 min): BF129158 D\datams 10" Ratlo Lower Upper
9d.1 99 100

42 16.9 17.3  25.9%
71 31.9 28.9 43.3

Raw 50
Abundance
42.1 6.369
(O ‘\H‘h “H“\”“U”\ T ‘ L B I \2?6\9\ T \2\8\0\‘ 1500000
m/z--> 50 100 150 200 250
Abundance Scan 728 (6.569 min): BF129158.D\data.ms (-68
99.1 1000000
Sub
50 500000
42.1
ol L2089 280 o J e
mlz--> 50 100 150 200 250 Time--> 6.50 6.60 6.70

Abundance Scan 865 (7.375 min): BF129034.D\data.ms (-85 #19

105.1 n-Nitroso-di-n-propylamine
Concen: 11.513 ng
RT: 7.510 min Scan# 888
Ref 50430 Delta R.T. ©.135 min
Lab File: BF129158.D
‘ ‘ ‘ Acq: 07 Jul 2022 14:45
[V ‘\\‘ M‘h M t “ \‘ t 1 T ‘]\.7\5\\9‘ TT \2\5’2\'\8\ T \3\4\1’]\. T \4\0‘1\‘
miz--> 50 100 150 200 250 300 350 400 8t Ion: 76 Resp: 141635
Abundance  Scan 888 (7.510 min): BF129158.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 45.7 52.3 78 .5#
101 0.0 7.5 11.3#
Raw 50 130 2.2 16.1 24.1#
Abundance
150000 7.510
0\‘Ni‘\‘\‘h\‘\“:\l‘-\z‘\.\:l-‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 888 (7.510 min): BF129158.D\data.ms (-81 100000
82.1
Sub 50 50000
0“‘\H““\‘1‘2“"1\”H\Hw”w””r”w‘ 0 ERARASRARARRARES
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.45 7.50 7.55
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Abundance Scan 1013 (8.245 min): BF129034.D\data.ms (-1 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.233 min Scan# 1([EidlllEies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129158.D [(®lEIEElsllEllof
541 Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
OL— “‘.\‘H\ ”1“\0‘2‘).\1\ ‘\‘H\ T \2(‘)7\(\) T \2\8\0\:
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.36 RESpZ 1116414
Abundance Scan 1011 (8.233 min): BF129158.D\datams | 100 Ratlo Lower Upper
136.1 136 100
137 11.4 8.8 13.2
54 7.9 7.5 11.3
Raw 5o 68 6.2 4.7 7.1
Abundance
8.233
54.1
OL— “‘\‘H\ \8}\‘8‘0‘ “\ T \‘H\ T \297\]\- L B B
m/z--> 50 100 150 200 250 1000000
Abundance Scan 1011 (8.233 min): BF129158.D\data.ms (-9
136.1
Sub 500000
50
54.1
ol iheso | eora A
m/z--> 50 100 150 200 250 Time--> 8.20 8.25
Abundance Scan 891 (7.528 min): BF129034.D\data.ms (-88 #23
82.0 Nitrobenzene-d5
Concen: 58.728 ng
RT: 7.510 min Scan# 888
Ref 50 128.1 Delta R.T. -0.018 min
Lab File: BF129158.D
42 Acq: 07 Jul 2022 14:45
oL ‘\“.“”\‘!“‘i‘\ “ T ‘:!-7\4\9\‘ L B \3\26\
miz--> 50 100 150 200 250 300 Tgt IOI’]Z.SZ Resp: 1099226
Abundance  Scan 888 (7.510 min): BF129158 D\datams | 10N Ratlo Lower Upper
82.1 82 100
128 45.0 34.0 51.0
54 49.1 46.9 70.3
Raw 5o 128.1
Abundance
7.%510
o 23 10 1000000
\‘\“”\‘\‘i\‘\‘\‘\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300
Abundance Scan 888 (7.510 min): BF129158.D\data.ms (-84
82.1
500000
sub g, 128.1
Gw‘w‘““w‘w“?w‘w‘w\ L L L L I L L ) BN T T T T T T T T T[T T TT T
miz--> 50 100 150 200 250 300  Time--> 7.45 7.50 7.55
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Abundance Scan 936 (7.793 min): BF129034.D\data.ms (-92 #25

821 Isophorone
Concen: 34.308 ng
RT: 7.510 min Scan# 8{gSiidiipl=lpies
Ref 50 Delta R.T. -0.283 min |
Lab File: BF129158.D [(®lEIEElsllEllof
54.1 138.1 Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
Ol \‘i“\ \‘\“‘\ T \‘\ T \H“‘\ H‘\ ‘1\1\9-\1‘-‘\ T H“ T T T T \2‘(\)\7\?‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 1085262
Abundance  Scan 888 (7.510 min): BF129158.D\datams | 100 Ratlo Lower Upper
82.1 82 100
95 0.0 5.7 8.5#
138 0.0 14.2 21.2#
Raw o 541 128.1
Abundance
7.510
NN 1000000
0H\‘iu‘\‘\’\‘\\HHH‘HM‘H‘H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 888 (7.510 min): BF129158.D\data.ms (-88
82.1
500000
SUb gy 540 128.0
0Hu;h!u,u“‘mH“_‘H‘Hm_m_m_m_m O
m/z--> 40 60 80 100 120 140 160 180 200  Time-> 750 7.55

Abundance Scan 1312 (10.004 min): BF129034.D\data.ms (- #39

164.2 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.992 min Scan# 1310
Ref 50 Delta R.T. -0.012 min

Lab File: BF129158.D

Acq: 07 Jul 2022 14:45

O,
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:164 Resp: 543474
Abundance Scan 1310 (9.992 min): BF129158 D\datams = 10N Ratlo Lower Upper
162.1 164 100

162 100.1 79.5 119.3
160 45.3 34.2 51.4

Raw 50
Abundance
80.1 600000 9.992
108.1132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1310 (9.992 min): BF129158.D\data.ms (-1 400000
164.2
Sub
50 200000
80.1
0 ‘5“1‘-1“‘ HH‘ 108113%1 L . 0
e B L B R R C
miz--> 40 60 80 100 120 140 160 180 200  Time-> 10.00
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Abundance Scan 1447 (10.798 min): BF129034.D\data.ms (- #42
329.8 2,4,6-Tribromophenol
Concen: 96.616 ng
RT: 10.786 min Scan# 1{gEigial=laies
Ref 50 62.0 Delta R.T. -0.012 min VA
' 140.9 Lab File: BF129158.D (GUEINEERIEIRE
H 2219 Acq: 07 Jul 2022 14:45 APZLEEelVIZeIuI=:E]
ols ,‘\ ok e 3828 ) |2758 )
miz--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 570950
Abundance Scan 1445 (10.786 min): BF129158.D\datams = 1ON Ratlo Lower Upper
3208 330 100
332 96.7 76.8 115.2
141 29.1 28.0 42.0
Raw 50
62.1 Abundance
141.0 0786
H 221.9 10.
600000
ol 1, Ldagio | dzrar U
m/z--> 50 100 150 200 250 300
Abundance in): _
Scan 1445 (10.786 min): BF129158.D\data.ms ( 400000
329.8
Sub
200000
50 62.1
141.0
H 221.9
ol ‘H b o b 810 b, 42746 §_ e
miz--> 50 100 150 200 250 300 Time-> 10.70 10.80 10.90

Abundance Scan 1196 (9.322 min): BF129034.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl

Ref

50

Concen:

46.156 ng

RT: 9.310
Delta R.T.

Lab

File:
07 Jul

min Scan# 1194
-0.012 min
BF129158.D
2022 14:45

Acq:
85.0 152.1
0 TTT ‘ \5\1\ (\)‘ \ T \”W ‘ \h\ \ T ]‘-(\)7\ \o\ i \1\3\3\ ? \“\‘ \ ‘ T J‘J—Y—rf

miz--> 40 60 80 100 120 140 160 180 | Tgt Ion:172 Resp: 1567987

Abundance Scan 1194 (9.310 min): BF129158 D\datams 10N Ratio Lower Upper
172.1 172 100

171 35.1 28.8 43.2
176 24.0 19.8 29.8

Raw 50
Abundance
9.310
63.1 85.1 120.0 152.1
0\ \3\9‘ ]\-\ \ T “\ T \”W ‘ \h\ T \ ‘ T T 1T ‘ \ T \ T ‘ \‘\“\‘ T ‘ T \‘ T 1500000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1194 (9.310 min): BF129158.D\data.ms (-1
172.1 1000000
Sub
50 500000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.25 9.30 9.35
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Abundance Scan 1275 (9.786 min): BF129034.D\data.ms (-1

#51

165.0 2,6-Dinitrotoluene
Concen: 10.057 ng
890 RT: 9.992 min Scan# 1lgSEgilEgles
Ref 50 ' Delta R.T. ©0.206 min |
510 1210 Lab File: BF129158.D (GUEINEERIEIRE
Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
ol ‘h‘ ‘L w n“ | “‘ 1 2071 266
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.65 Resp: 69874
Abundance Scan 1310 (9.992 min): BF129158.D\datams 10" Ratio Lower Upper
169.1 165 100
63 0.9 44.9 67.3#
89 1.0 43.6 65.4#
Raw 50
Abundance
80.1 80000 9.992
0 ‘4% ‘\‘ ‘\‘\‘ HH I— :‘|.3‘% ‘1 \‘ - ‘2‘07‘0‘ C
mlz--> 50 100 150 200 250 60000
Abundance Scan 1310 (9.992 min): BF129158.D\data.ms (-1
16p1 40000
Sub
50 20000
80.1
Gw4w2\‘w‘h HH“ [ ‘]‘-3‘%‘1‘\‘\ . ‘2‘07‘-(?‘ — 0 A B ma
miz--> 50 100 150 200 250  Time--> 9.95 10.00
Abundance Scan 1343 (10.186 min): BF129034.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 8.147 ng
RT: 9.992 min Scan# 1310
Ref 50 Delta R.T. -0.194 min
Lab File: BF129158.D
51.0 ‘ Acq: 07 Jul 2022 14:45
o bl b ) 2 L0 L 2078 20,
miz--> 50 100 150 200 250 Tgt IOI"IZ:!.GS Resp: 69874
Abundance Scan 1310 (9.992 min): BF129158.D\data.ms Ion Ratio Lower Upper
169.1 165 100
63 0.9 39.8 59.6#
89 1.0 60.2 90.2#
Raw 5o 182 8.0 2.2 3.2#
Abundance
80.1 80000 9.992
0 4% 1l \‘\ HH‘ | ‘:!'2‘2‘11‘ L — ‘2‘07‘-(‘) T
m/z--> 50 100 150 200 250 60000
Abundance Scan 1310 (9.992 min): BF129158.D\data.ms (-1
1opd 40000
Sub
S0 20000
80.1
0‘4%‘\\“\‘\\\\“ ‘:!'2‘2‘11 | — ‘2‘07‘9‘ ——— LA A e
miz--> 50 100 150 200 250 Time--> 9.95 10.00
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Abundance Scan 1566 (11.498 min): BF129034.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.486 min Scan#t 1{gigilpl=gies
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129158.D [(GICHIEEIel(E(6H
Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
80. 156.1
ozt *[z0 1981 | oers.
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 1033248
Abundance Scan 1564 (11.486 min): BF129158.D\datams 10N Ratio Lower Upper
188.2 188 100
94 11.0 7.0 10.6#
80 11.6 7.6 11.4%
Raw 50
Abundance
801 11.486
o2t L 1‘15‘39‘15?‘1‘ M e 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1564 (11.486 min): BF129158.D\data.ms (-
188.2
500000
Sub 50
oz0 T uso 10t | N
miz--> 50 100 150 200 250 Time--> 11.45 11.50
Abundance Scan 1488 (11.039 min): BF129034.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
1411 Concen: 3.979 ng
RT: 10.786 min Scan# 1445
Ref 50 77.0 Delta R.T. -0.253 min
Lab File: BF129158.D
# Acq: 07 Jul 2022 14:45
o’ % “H‘\H‘\H‘ ‘ ‘ “”\“‘ \\““197_ N D
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 33836
Abundance Scan 1445 (10.786 min): BF129158.D\datams = 10N Ratlo Lower Upper

248 100

250 199.8 80.6 120.8#
141 453.0 58.9 88.3#
Raw 50

Abundance

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1445 (10.786 min): BF129158.D\data.ms (-

320.¢ 100000

150000

Sub
501 601 50000 10.786
221.9

141.0
o 1004 H 1810 | 2746

miz--> 50 100 150 200 250 300 Time--> 10.75 10.80 10.85

o
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Abundance Scan 2017 (14.151 min): BF129034.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.139 min Scan#t 2(gigiil=glies
Ref 50 Delta R.T. -0.012 min
Lab File: BF129158.D [(GICHIEEIel(E(6H
1201 Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
ol 880 il 194} Id 2051 3551
m/z--> 50 100 150 200 250 300 350 400 I8t Ion:246 Resp: 766371
Abundance Scan 2015 (14.139 min): BF129158.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 11.4 8.9 13.3
236 25.8 20.8 31.2
Raw 50
Abundance
14.139
120.1 800000
o2l el A3%E 4 30213581
m/z--> 50 100 150 200 250 300 350 400 600000
Abundance Scan 2015 (14.139 min): BF129158.D\data.ms (-
240.2
400000
Sub 50
200000
120.1
off20 il 182, i sal2 e
mlz--> 50 100 150 200 250 300 350 400 Time--> 14.10 14.20
Abundance Scan 1836 (13.086 min): BF129034.D\data.ms (- #79
244.3 Terphenyl-di4
Concen: 52.558 ng
RT: 13.074 min Scan# 1834
Ref 50 Delta R.T. -0.012 min
Lab File: BF129158.D
Acq: 07 Jul 2022 14:45
o L L 19 s
miz--> 50 100 150 200 250 300 350 '8t Ion:244 Resp: 1924431
Abundance Scan 1834 (13.074 min): BF129158.D\datams A 10" Ratio Lower Upper
244.2 244 100
212 6.9 6.1 9.1
122 12.6 8.8 13.2
Raw 50
Abundance
2000000 13.p74
122.1
Y S PN S S
m/z--> 50 100 150 200 250 300 350 | 1500000
Abundance Scan 1834 (13.074 min): BF129158.D\data.ms (-
244.2
1000000
Sub
50 500000
122.1
080,800 | L 18 ol A -_—
mlz--> 50 100 150 200 250 300 350 Time-> 13.00 13.10
BF129158.D 8270-BF062922.M Thu Jul @7 15:35:37 2022 Page 10



Abundance Scan 2276 (15.674 min): BF129034.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.662 min Scan# 2[Eigial=laies

Ref 50 Delta R.T. -0.012 min |
Lab File: BF129158.D [(®lEIEElsllEllof
132.0 Acq: 07 Jul 2022 14:45 20220507-COMPOSITE-B
[ \‘6\6\.\0\ T \U\ IH\ T \\2\0‘4\..\1\“\ “‘L‘\ T \‘3\2\2\% \3\8\?‘(\)\ T \4\8\\9‘
m/z--> 50 100 150 200 250 300 350 400 450 18t Ion:264 Resp: 579881
Abundance Scan 2274 (15.662 min): BF129158.D\datams = 10N Ratlo Lower Upper
264.2 264 100

260 23.7 18.4 27.6
265 21.1 17.2 25.8

Raw 50
Abundance
132.1 15.562
400000
o431 L 1941 ﬂ 327.1 401.0
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 2274 (15.662 min): BF129158.D\data.ms (- 500000
264.1
200000
Sub
50
100000
132.1
oL 781 UM 2041“1L 327.1 401.0 o]
e N — —
miz--> 50 100 150 200 250 300 350 400 450  Time--> 15.60 15.80
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