Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Jun 21 01:13:51 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jun 21 00:40:09 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.769 152 87823 20.00 ng 0.00
21) Naphthalene-d8 8.057 136 341807 20.00 ng # 0.00
39) Acenaphthene-die 9.810 164 198368 20.00 ng 0.00
64) Phenanthrene-d10 11.298 188 373719 20.00 ng 0.00
76) Chrysene-di12 13.945 240 208540 20.00 ng # 0.00
86) Perylene-di12 15.398 264 165634 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.422 112 33021 5.99 ng 0.01

7) Phenol-d6 6.428 99 276533 41.09 ng -0.01
23) Nitrobenzene-d5 7.340 82 542756 73.93 ng -0.01
42) 2,4,6-Tribromophenol 10.604 330 418 0.18 ng 0.00
45) 2-Fluorobiphenyl 9.134 172 1080118 76.27 ng 0.00
79) Terphenyl-di4 12.892 244 1147461 95.61 ng 0.00

Target Compounds Qvalue
25) Isophorone 7.340 82 542681 48.67 ng # 65
35) Caprolactam 8.463 113 3373 2.33 ng 94
57) 2,4-Dinitrotoluene 9.810 165 26629 7.45 ng # 22
84) Bis(2-ethylhexyl)phtha... 13.939 149 248021 29.28 ng # 57
85) Di-n-octyl phthalate 14.533 149 408506 32.02 ng 97

(#) = 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\BF062022\
Data File : BF128874.D

Acqg On : 20 Jun 2022 13:59
Operator : CG\JU

Sample : N3373-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Jun 21 01:13:51 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jun 21 00:40:09 2022

Response via : Initial Calibration

Abundance TIC: BF128874.D\data.ms
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Abundance Scan 772 (6.828 min): BF128639.D\data.ms (-76 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.769 min Scan# 7(gSiAtlEnls

Ref 50 115.0 Delta R.T. -0.006 min _
521 781 Lab File: BF128874.D [(GlEhISEIlollEIl0f
‘ ‘ Acq: 20 Jun 2022 13:59 EEEANE
ol3d il 960 |l 1s1e )
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 87823

Abundance  Scan 762 (6.769 min): BF128874.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 158.1 123.7 185.5
115 67.1 49.9 74.9

Raw 50 115.0
521 781 ' Abundance
150000
0 \3\5\ ‘l T \‘\“\ ‘ \ T \“\‘ \“\ \5\ ’8\ T \ }‘ ‘ \]-\3\2.\]-‘ T ‘\“\ ‘ T
miz--> 40 60 80 100 120 140 160 6 bk
Abundance Scan 762 (6.769 min): BF128874.D\data.ms (-74 100000 '
150.0
Sub 50000
50 115.0
521 781
0l 352 Al uess | 1321 1)
miz--> 40 60 80 100 120 140 160 Time--> 6.75 6.80

Abundance Scan 542 (5.475 min): BF128639.D\data.ms (-53 #5

112.1 2-Fluorophenol
64.1 Concen: 5.99 ng
RT: 5.422 min Scan# 533
Ref 50 Delta R.T. ©.012 min
92.0 Lab File: BF128874.D
Acq: 20 Jun 2022 13:59

381501‘ ‘ ‘
il Ll . 779 Al

m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 33021

Abundance  Scan 533 (5.422 min): BF128874.D\datams 10N Ratio Lower Upper
112.0 112 100

64 70.4 53.3 79.9

o

64.1
63 41.7 28.0 42.0
Raw 50
92.0 Abundance
5.422
39.1 ‘ ‘ ‘ 30000
0 \‘\H‘U‘H‘\\‘\‘\l}‘”\\‘\\‘\w\\%\H\‘HH‘HH‘ ‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 533 (5.422 min): BF128874.D\data.ms (-48 20000
112.0
64.1
sub o 10000
92.0
39.1
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 540 5.0
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Abundance Scan 716 (6.498 min): BF128639.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 41.09 ng
RT: 6.428 min Scan# 7{{EdllEpies
Ref 50 711 Delta R.T. -0.012 min _
421 Lab File: BF128874.D |QUCHISEUIMICICE
‘ ‘ Acq: 20 Jun 2022 13:59 [EESAUE
o‘WHMJM‘Hm:‘Jw“‘”H,wwww‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 276533
Abundance  Scan 704 (6.428 min): BF128874.D\datams 10N Ratio Lower Upper
99.1 99 100
42 23.1 17.3 25.9
71 43.1 28.9 43.3
Raw 50 711
Abundance
42.1 300000/ %128
o‘WHJJ“‘JH\H‘mmw”“8,2“1“_“1“””‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 704 (6.428 min): BF128874.D\data.ms (-65 200000
99.1
sub 711 100000
421
G\W“J““‘J““Sﬁﬁ_mwm“%2"‘1“_”1“””‘ —r—
miz--> 30 40 50 60 70 80 90 100  Time-> 6.40 6.50

Abundance Scan 990 (8.110 min): BF128639.D\data.ms (-98 #21

136.1  Naphthalene-d8
Concen: 20.00 ng
RT: 8.057 min Scan# 981
Ref 50 Delta R.T. -0.006 min
Lab File: BF128874.D
54.1 761 108.1 Acq: 20 Jun 2022 13:59
[V \3\8‘]‘-\ T H\ T Hl T \‘.“H}g\l\'\ I \‘! T t H“‘ ™1
m/z--> 40 60 80 100 120 140 T8t Ion:136 Resp: 341807
Abundance  Scan 981 (8.057 min): BF128874. D\datams ~ 10N Ratlo Lower Upper
136.1 136 100
137 0.7 8.8 13.2
54 9.5 7.5 11.3
Raw 5o 68 4.7 4.7 7.14#
Abundance
400000 8.057
108.1 '
54.1
0\ \3\8‘0\ T \“\ ‘ H\‘ \6“:‘[”910\ ‘ \‘! T ‘ T M‘“ 1
m/z--> 40 60 80 100 120 140 300000
Abundance Scan 981 (8.057 min): BF128874.D\data.ms (-93
136.1
200000
Sub
50 100000
108.1
54.1
0\\3§P\\H\‘HJ??%W9¥Q‘ w!““‘lh““ O e
m/z-—-> 40 60 80 100 120 140 Time--> 8.00 8.05 8.10 8.15
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Abundance Scan 868 (7.392 min): BF128639.D\data.ms (-86 #23

82.1 Nitrobenzene-d5
Concen: 73.93 ng
54.1 RT:  7.340 min Scan# SENTICIE
Ref 50 128.1 Delta R.T. -0.012 min |
Lab File: BF128874.D [(GlEhISEIlollEIl0f
‘ | | Acq: 20 Jun 2022 13:59 [EESAUE
0\\\"“\‘\h\“\’\“\\1”’”‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\;\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 542756
Abundance  Scan 859 (7.340 min): BF128874.D\datams 10" Ratlo Lower Upper
82.1 82 100
128 39.5 34.0 51.0
54.1 54 62.3 46.9 70.3
Raw 50
128.1 Abundance
‘ 500000 7.340
0\\\"“\\‘\‘\’\”\‘\H‘HH“HH‘\\‘H‘HH‘HH‘HH‘HH 400000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 859 (7.340 min): BF128874.D\data.ms (-81
82.1 300000
54.1
Sub 200000
50 128.1
100000
o‘m;‘w!‘,‘“‘1,“”“_m_mWm_m_m_m R
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.25 7.30 7.35 7.40

Abundance Scan 912 (7.651 min): BF128639.D\data.ms (-90 #25

821 Isophorone
Concen: 48.67 ng
RT: 7.340 min Scan# 859
Ref 50 Delta R.T. -0.265 min
Lab File: BF128874.D
89.1 54.1 1381  Acq: 20 Jun 2022 13:59
[o “‘i“‘ “\M ‘ “\‘ : ‘H‘\\‘ “‘9‘7-‘1‘ - ‘l‘2§‘1‘ B
m/z--> 40 60 80 100 120 140 gt Ion: 82 Resp: 542681
Abundance  Scan 859 (7.340 min): BF128874.D\data.ms Ion Ratio Lower Upper
82.1 82 100
95 0.1 5.7 8.5#
54.1 138 0.0 14.2 21.2#
Raw
>0 1281 Abundance
98.1 500000 7.340
0\\3\8"{”‘\‘\‘0‘\‘\ el 1180 L
miz--> 40 60 80 100 120 140 400000
Abundance Scan 859 (7.340 min): BF128874.D\data.ms (-85
82.1 300000
Sub 54.1 200000
50 128.1
100000
98.1
038&‘\“\“\\\ AR RAREE AR
m/z--> 40 60 80 100 120 140 Time--> 7.30 7.35 7.40
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Abundance Scan 1067 (8.563 min): BF128639.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 2.33 ng
41.1 1131 RT: 8.463 min Scan# 1([EidlllEies
Ref 50 85.0 ’ Delta R.T. -0.053 min .
Lab File: BF128874.D |(GUEINEETIEIH
67.0 Acq: 20 Jun 2022 13:59 EEFANE
0\‘HH‘J\‘\‘HWH\\‘\‘\H‘H\\H‘\‘\\‘\‘\\9\8\‘.‘]-\\\\‘\‘\‘\\‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:113 Resp: 3373
Abundance Scan 1050 (8.463 min): BF128874.D\datams ~ 10N Ratlo Lower Upper
55.0 113 100
55 218.1 188.5 228.5
56 143.1 130.6 170.6
Raw 50 41.0 85.1 113.1
' Abundance
8000
69.0
‘\ ‘ il i 98.0
0\‘H\H\M\WHMHHi‘uu“\u\‘\HHHH‘HH‘H
miz—> 30 40 50 60 70 80 90 100 110 120 6000
Abundance Scan 1050 (8.463 min): BF128874.D\data.ms (-1
55.0
4000
113.1
Sub 50 42.0 85.1
2000
67.0
0,98'0 o=
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.45 850
Abundance Scan 1289 (9.869 min): BF128639.D\data.ms (-1 #39
162.2 Acenaphthene-di10
Concen: 20.00 ng
RT: 9.810 min Scan# 1279
Ref 50 Delta R.T. -0.006 min
Lab File: BF128874.D
Acq: 20 Jun 2022 13:59
0 54\.'1 | 8\\2\0 196'1 13%1 \‘\ )
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 198368
Abundance Scan 1279 (9.810 min): BF128874.D\datams 10N Ratlo Lower Upper
160.2 164 100
162 100.7 79.5 119.3
160 44 .4 34.2 51.4
Raw 50
Abundance
80.1 9.810
132.1
0 1081 2052 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1279 (9.810 min): BF128874.D\data.ms (-1 150000
162.2
100000
Sub
50
50000
41 80.1
oLl 10811322 | de11
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.75 9.80 9.85
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Abundance Scan 1424 (10.663 min): BF128639.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol
Concen: 0.18 ng
62.0 RT: 10.604 min Scan#t 14gigilpl=gles
Ref 50 Delta R.T. -0.006 min |
143.0 Lab File: BF128874.D [SUESERIIEIE
2219 Acq: 20 Jun 2022 13:59 LEEIANE
0 “L‘ W i ‘1‘%0‘31“”\“ ;h‘ J«JSSQ “H“‘ : h‘\\‘ R
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 418
Abundance Scan 1414 (10.604 min): BF128874.D\datams 10" Ratio Lower Upper
3 330 100
332 78.9 76.8 115.2
141 33.7 28.0 42.0
Raw 50
91.1 331" Abundance
‘ 141.01 H 10.804
0‘\\\ HIWHHH_HWH_MH\H
miz--> 100 150 200 250 300 300
Abundance Scan 1414 (10.604 min): BF128874.D\data.ms (-
. 331 200
Sub
50 1410, 100
m/z--> 50 100 150 200 250 300 Time--> 10.60
Abundance Scan 1174 (9.192 min): BF128639.D\data.ms (-1 #45
172.1 2-Fluorobiphenyl
Concen: 76.27 ng
RT: 9.134 min Scan# 1164
Ref 50 Delta R.T. -0.006 min
Lab File: BF128874.D
) 511 8%0 lZOl‘lf?ﬁ ‘ | Acq: 20 Jun 2022 13:59
miz--> 4b Gb sb 160 120 140 1éo 180 200 T8t Ton:172 Resp: 1080118
Abundance Scan 1164 (9.134 min): BF128874.D\datams 10N Ratlo Lower Upper
1721 172 100
171 34.3 28.8 43.2
170 23.2 19.8 29.8
Raw 50
Abundance
9.134
[o) "‘5‘]\-\‘ -:L‘ oy ‘m\‘s‘?\‘(‘]‘ i ‘]"‘2’0‘:‘[‘\ ‘]-’4;?\\}1‘ r L “ T 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1164 (9.134 min): BF128874.D\data.ms (-1
1721
500000
Sub
50
0 5]\-\ 41 MHSS\\ 0 120 1\14\\6\\\1 | ‘
m/z--> 40 Gb 80 100 1&0 140 160 180 200 Time--> 9.10 9.15 9.20

BF128874.D 8270-BF060222.M
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Abundance Scan 1321 (10.057 min): BF128639.D\data.ms (- #57

89 1 165.1 2,4-Dinitrotoluene
' Concen: 7.45 ng
RT: 9.810 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.206 min |
Lab File: BF128874.D [SlUEEQISEIIAE
Acq: 20 Jun 2022 13:59 [EESAUE
0,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 26629
Abundance Scan 1279 (9.810 min): BF128874.D\datams 10N Ratlo Lower Upper
168.2 165 100
63 1.4 39.8 59.6#
89 1.8 60.2 90.2#
Raw gg 182 0.0 2.2 3.2#
Abundance
80.1 9.810
106.1 132.1 30000
0,
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1279 (9.810 min): BF128874.D\data.ms (-1
165 2 20000
sub 4, 10000
80.1
0 106.1 132.1 0
- T T T T ‘ T T T T ‘
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.80 9.85

Abundance Scan 1542 (11.357 min): BF128639.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.298 min Scan# 1532
Ref 50 Delta R.T. -0.006 min
Lab File: BF128874.D
80.1 Acq: 20 Jun 2022 13:59
0\4?.%\“\”1.1“‘ \1\3\‘2.\1‘ ‘L! t \M\ T ‘2\67\'\8\3‘19'\
m/z--> 50 100 150 200 250 300 I8t Ion:188 Resp: 373719
Abundance Scan 1532 (11.298 min): BF128874.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 7.4 7.0 10.6
80 8.8 7.6 11.4
Raw 50
Abundance
11.298
oh21 P sy | 400000
L ‘ T ‘ T 1T ‘ =TT ‘ L ‘ L ‘ LU
miz--> 50 100 150 200 250 300
Abundance Scan 1532 (11.298 min): BF128874.D\data.ms (- 300000
188.2
200000
Sub
50
100000
80.1
of20. fa 2Ly W e
miz--> 50 100 150 200 250 300 Time--> 11.25 11.30 11.35
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Abundance Scan 1991 (13.998 min): BF128639.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.945 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF128874.D [(®lEIEEIsliEl0f
_ Acq: 20 Jun 2022 13:59 EESAUS
0890 761 h mu | ‘1?6‘1‘ 2001 M 2794
m/z--> 50 100 150 200 250 300 T8t Ton:248 Resp: 208540
Abundance Scan 1982 (13.945 min): BF128874.D\datams 10N Ratlo  Lower Upper
240.2 240 100
120 8.1 8.9 13.3#
236  26.0 20.8 31.2
Raw 50
149.1 Abundance
13.p45
43.1
bt W“lo‘%‘ e 304 L 2792315 200000
miz--> 50 100 150 200 250 300
Abundance Scan 1982 (13.945 min): BF128874.D\data.ms (- 150000
240.2
100000
Sub
Y 5
149.0 50000
0431 004 ‘ 194.1 M‘u 279.1315. 0
i DS IR PRt T e e
m/z--> 50 100 150 200 250 300 Time--> 1390 14.00
Abundance Scan 1812 (12.945 min): BF128639.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 95.61 ng
RT: 12.892 min Scan# 1803
Ref 50 Delta R.T. ©.000 min
Lab File: BF128874.D
Acq: 20 Jun 2022 13:59
N . S0 S
m/z--> 50 100 150 200 250 300 Tgt IOI’]Z%44 Resp: 1147461
Abundance Scan 1803 (12.892 min): BF128874.D\datams 10" Ratio Lower Upper
2412 244 100
212 7.7 6.1 9.1
122 9.8 8.8 13.2
Raw 50
Abundance
12.892
o541 PPT02168 ) 3246
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 1000000
Abundance Scan 1803 (12.892 min): BF128874.D\data.ms (-
244.2
500000
Sub
50
122.1
ol 541 P20 323 0
e il 968 e
miz--> 50 100 150 200 250 300 Time--> 12.80 12.90
BF128874.D 8270-BF060222.M Tue Jun 21 01:14:07 2022
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Abundance Scan 1988 (13.980 min): BF128639.D\data.ms (- #84

149.1 Bis(2-ethylhexyl)phthalate
Concen: 29.28 ng
228.1 RT: 13.939 min Scan# 1{gE{0VlEis
Ref 50 Delta R.T. 0.012 min \A_
511 Lab File: BF128874.D [CUCWEEWIEETE
113.1 Acq: 20 Jun 2022 13:59 [EESAUE
(5 ‘\H “‘\ ‘\“‘\h\ “‘\‘h\ T “ T ‘\1\87\%\ \”M\ ™ \2\7?\1‘ T
m/z--> 50 100 150 200 250 300 T8t Ton:149 Resp: 248621
Abundance Scan 1981 (13.939 min): BF128874.D\datams 10N Ratlo Lower Upper
149.1 240.2 149 100
167 1.5 21.0 31.4#
279 1.5 3.1 4.7#
Raw 50
Abundance
43.1 13.939
106.1
obL “‘ “\‘ all s Hm” " L. i ?‘9‘5‘% ] i ‘2‘7?"2‘ — 150000
miz--> 50 100 150 200 250 300
Abundance Scan 1981 (13.939 min): BF128874.D\data.ms (-
149.1 240.2 100000
Sub
50 50000
43.1
1041
ol L, 2983l 2791 O
m/z--> 50 100 150 200 250 300 Time--> 13.85 13.90 13.95

Abundance Scan 2093 (14.598 min): BF128639.D\data.ms (- #85

149.1 Di-n-octyl phthalate
Concen: 32.02 ng
RT: 14.533 min Scan# 2082
Ref 50 Delta R.T. -0.006 min
Lab File: BF128874.D
43.0 2791 Acq: 20 Jun 2022 13:59
G T \H‘h\ ‘\‘\\‘\\\\ \\\\‘\2\:3\2\0‘\ T \ T ‘ T \3\4\7’\2\:3\9\6’
m/z--> 50 100 150 200 250 300 350 Tgt Ion:149 Resp: 488506
Abundance Scan 2082 (14.533 min): BF128874.D\datams 100 Ratio Lower Upper
149.1 149 100
167 1.3 1.3 1.9
43 12.7 9.2 13.8
Raw 50
Abundance
43.1 250000 14.533
ol Lly97a | 207.1 27923370 391:
\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\’ 200000
miz--> 50 100 150 200 250 300 350
Abundance in): g
Scan 2082 (1;2?303 min): BF128874.D\data.ms ( 150000
100000
Sub
50
50000
43.1
oL L1930 217.2 27913313 391 0
L L R e B e I P
m/z--> 50 100 150 200 250 300 350 Time--> 1450 14.60
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Abundance Scan 2240 (15.462 min): BF128639.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.398 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. ©0.000 min |
Lab File: BF128874.D [(®lEIEEIsliEl0f
132.1 Acq: 20 Jun 2022 13:59 EEFANE
0 760 il \H 1941 m Ll .
T ‘ L ‘ T ‘ L ‘ L ‘ T T ‘ L ‘ L . .
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 165634
Abundance Scan 2229 (15.398 min): BF128874.D\datams 10N Ratlo Lower Upper
264.2 264 100

260 22.9 18.4 27.6
265 21.3 17.2  25.8

Raw 50
Abundance
57.1 15898
(o5 \d ““\ ‘Ji‘ \M\m‘ \M\ l” T \‘ I \??lelw‘”\ ‘N\h‘\ T \3‘09\4\3\5‘5\;\ T
m/z--> 50 100 150 200 250 300 350 100000
Abundance Scan 2229 (15.398 min): BF128874.D\data.ms (-
264.1
Sub 50000
50
132.0
57.1
Ot rtd 2039, 4l 309.3385.1 0 e
m/z--> 50 100 150 200 250 300 350 Time--> 15.40
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