Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129698.D

Acqg On : 10 Aug 2022 16:37
Operator : CG\JU

Sample : N3971-19

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Aug 10 17:49:11 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 15:26:57 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.834 152 301264 20.000 ng -0.02
21) Naphthalene-d8 8.122 136 1189657 20.000 ng #-0.01
39) Acenaphthene-di10 9.875 164 629835 20.000 ng -0.02
64) Phenanthrene-d1e 11.369 188 1023346 20.000 ng -0.01
76) Chrysene-di2 14.016 240 524705 20.000 ng -0.01
86) Perylene-di12 15.492 264 535955 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 1163687 62.923 ng 0.00

7) Phenol-dé6 6.492 99 952693 40.984 ng -0.01
23) Nitrobenzene-d5 7.410 82 1699636 77.989 ng -0.01
42) 2,4,6-Tribromophenol 10.680 330 750866 124.000 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 2951734 72.498 ng -0.01
79) Terphenyl-di4 12.957 244 2777691 99.872 ng -0.01

Target Compounds Qvalue
25) Isophorone 7.651 82 109625 2.806 ng 98
35) Caprolactam 8.563 113 42943 7.706 ng # 76

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081022\
Data File : BF129698.D

Acq On : 10 Aug 2022 16:37
Operator : CG\JU

Sample : N3971-19

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Time: Aug 10 17:49:11 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 15:26:57 2022

Response via : Initial Calibration

Abundance TIC: BF129698.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 6.834 min Scan# 71gSidtgl=lpies

Ref 50 115.0 Delta R.T. -0.017 min \A_

520 780 Lab File: BF129698.D (SUEEQISEIIAE
' Acq: 10 Aug 2022 16:37 MRS

— \ hoas | azis
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 301264

Abundance  Scan 773 (6.834 min): BF129698.D\datams 1o Ratio Lower Upper
1500 152 100

150 155.9 123.7 185.5
115 67.1 49.9 74.9

Raw 50 115.0
78.0 Abundance
‘ 500000
o\mgw
miz--> 40 60 100 120 140 160 400000 6.Bha
Abundance Scan 773 (6.834 m|n). BF129698.D\data.ms (-75
150.0 300000
Sub 200000
50 115.0
501 780 100000
Ot 1852|1319 Ol
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5

112.0 2-Fluorophenol

Concen: 62.923 ng

RT: 5.487 min Scan# 544

Ref 50 Delta R.T. ©.006 min
Lab File: BF129698.D
Acq: 10 Aug 2022 16:37
o AN mwmww%%q

miz--> 100 120 140 160 Tgt Ion:112 Resp: 1163687
Abundance Scan 544 (5.487 min): BF129698. D\datams 10N Ratio Lower Upper
112.0 112 100

64 60.5 53.3 79.9
63 31.7 28.0 42.0

Raw 50
Abundance
5.487
ol | 1000000
‘ ‘ T
m/z--> 100 120 140 160
Abundance Scan 544 (5.487 mm). BF129698.D\data.ms (-49
112.0
500000
Sub
50
ol m‘ H_“‘_m_m,”” e
miz--> 100 120 140 160 Time--> 540 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7
99.1 Phenol-d6
Concen: 40.984 ng
RT: 6.492 min Scan# 7UgSIATIEIs
Ref 50 Delta R.T. -0.012 min
Lab File: BF129698.D (GUCINEETSIEIH
42.1 Acq: 10 Aug 2022 16:37 WAIE
ok H““‘\\“\M‘M“\“H‘ “\ o AL e
miz--> 50 100 150 200 250 Tgt Ion:‘99 RESpI 952693
Abundance  Scan 715 (6.492 min): BF129698.D\datams | 10N Ratio Lower Upper
99.1 99 100
42 18.5 17.3 25.9
71 35.9 28.9 43.3
Raw 50
Abundance
42.1 1000000 6.493
oL ‘u‘h “leu‘ 428 800000
m/z--> 50 100 150 200 250
Abundance Scan 715 (Sészz min): BF129698.D\data.ms (-66 600000
400000
Sub
50
200000
42.1
owl“‘w”“w““w“HH_H“HH_Z‘S‘L" e
miz--> 50 100 150 200 250 Time-> 6.40 650 6.60
Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.122 min Scan# 992
Ref 50 Delta R.T. -0.012 min
Lab File: BF129698.D
54.1 Acq: 10 Aug 2022 16:37
0L — ‘\“‘\\‘\%8"0““ : ‘\H‘ s
miz--> 50 100 150 200 250 Tgt Ion:}36 Resp: 1189657
Abundance  Scan 992 (8.122 min): BF129698.D\data.ms 10N Ratio Lower Upper
136.1 136 100
137 10.7
54 7.
Raw 50 68 5.
Abundance
ol “5?\"1‘“‘ 3%8;0‘ Ll 7112070 2710 1000000
miz--> 50 100 150 200 250
Abundance Scan 992 (8.122 min): BF129698.D\data.ms (-94
136.1
500000
Sub
50
o Ih B0 U 120 o7 s
m/z--> 50 100 150 200 250 Time--> 8.10 8.20
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Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23

82.0 Nitrobenzene-d5
Concen: 77.989 ng
54.1 RT: 7.410 min Scan# 81gSidtipl=lpies
Ref 50 128.1 Delta R.T. -0.012 min \A_
Lab File: BF129698.D [(®IEIEE lsllEllof
98.1 Acq: 10 Aug 2022 16:37 MRS
oL 200 || esh, | 1120 |
e e el L S
miz--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 1699636
Abundance  Scan 871 (7.410 min): BF129698.D\datams ~ 100 Ratio Lower Upper
82.1 82 100
128 45.1 34.0 51.0
54 50.5 46.9 70.3
Raw 5g 541 128.1
Abundance
7.410
98.1
ol 40t || el | 121 |
e el e
Abundance Scan 871 (7.410 min): BF129698.D\data.ms (-82
82.1
500000
Sub g 541 128.1
98.1
oL %00 || esb, | | 1121 | ,
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘ \\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 Time--> 7.35 7.40 7.45
Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25
82.0 Isophorone
Concen: 2.806 ng
RT: 7.651 min Scan# 912
Ref 50 Delta R.T. -0.029 min
Lab File: BF129698.D
54.1 138.1 Acq: 10 Aug 2022 16:37
0\\\“\\‘\“‘\‘\\\\“\\\‘\‘]-\1\0\\0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 82 Resp: 109625
Abundance  Scan 912 (7.651 min): BF129698.D\data.ms Ion Ratio Lower Upper
82.0 82 100
95 7.4 5.7 8.5
138 16.7 14.2 21.2
Raw 50
Abundance
39.1 138.1 7.651
0! mw‘m‘l‘l“?‘o‘m“_www%‘?‘?? 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 912 (7.651 min): BF129698.D\data.ms (-86
82.0
50000
Sub
50
39.0 138.1
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 7.60 7.65 7.70
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Abundance Scan 1077 (8.622 min): BF129333.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 7.706 ng
113.1 RT: 8.563 min Scan# 1dgSidiipl=lpies
Ref 50 8.0 Delta R.T. -0.041 min [AVAWS
Lab File: BF129698.D [(®IEIEE lsllEllof
Acq: 10 Aug 2022 16:37 WANEEN
S| N U Y N —
m/z--> 60 80 100 120 140 160 180 200 T&t Ton:113 Resp: 42943
Abundance Scan 1067 (8.563 min): BF129698.D\data.ms | 1ON Ratio Lower Upper
550 113 100
55 167.6 188.5 228.5#
113.1 56 124.6 130.6 170.6#
Raw 50 85.0
Abundance
e | ,1359159.0  196.8
0 T R e 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1067 (8.563 min): BF129698.D\data.ms (-1 81563
55.
20000
113.1
Sub
50 10000
0 L ] 183491590 1968 ot
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 850  8.60
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-die
Concen: 20.000 ng
RT: 9.875 min Scan# 1290
Ref 50 Delta R.T. -0.018 min
Lab File: BF129698.D
80.0 Acq: 10 Aug 2022 16:37
54\0\\ 1l 106013\21 |
0\\\‘\\\\‘\\\}“‘\\\\‘\\\\‘\\\‘\‘\\\\‘ \\\‘\\\\‘.\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 629835
Abundance Scan 1290 (9.875 min): BF129698.D\data.ms ~ 1On  Ratio Lower Upper
162.1 164 100
162 102.7 79.5 119.3
160 44.7 34.2 51.4
Raw 50
Abundance
80.1 9.475
106.1 132.1 600000
ol .
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1290 (9.875 min): BF129698.D\data.ms (-1
1621 400000
sub g, 200000
80.1
o‘Hff“‘l“:mw‘m‘1‘9?‘1‘1‘?12“‘1””“ L2 S S O
miz--> 40 60 80 100 120 140 160 180 200 Time-->  9.80 9.85 9.90 9.95
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

33L.¢| 2,4,6-Tribromophenol
Concen: 124.000 ng
RT: 10.680 min Scan# 14gigill=gles

Ref 50; 620 Delta R.T. -0.006 min
140.9 Lab File: BF129698.D [(GICHIEEIel(EI(6H
221.9 Acq: 10 Aug 2022 16:37 MRS
ol 02 18 | jora6
Miz-> 50 100 150 200 250 300 Tgt Ion:330 Resp: 750866

Abundance Scan 1427 (10.680 min): BF129698.D\data.ms = 100 Ratio Lower Upper

33l¢ 330 100
332 103.0 76.8 115.2
141 33.0 28.0 42.0

Raw 50
Abundance
62.0
140.9 10.580
221.9
ol 1 19 | |2747
L B 600000
miz--> 50 100 150 200 250 300
Abundance Scan 1427 (10.680 min): BF129698.D\data.ms (-
33L& 400000
Sub
50 200000
62.0 140.9
‘ H 221.9 L
oboiloaona | as19 | Lores o Sl
miz--> 50 100 150 200 250 300 Time-->  10.60 10.70 10.80

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 72.498 ng

RT: 9.198 min Scan# 1175
Ref 50 Delta R.T. -0.012 min

Lab File: BF129698.D

Acq: 10 Aug 2022 16:37
0 39'0 Il 63:'0 ally 85\\‘.0‘ o 12\0'\9 | 14\.(\5\\\0 ! ! g

\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 2951734

Abundance Scan 1175 (9.198 min): BF129698. D\datams | 10N Ratio Lower Upper

1721 | 172 100
171 37.3 28.8 43.2
170 25.0 19.8 29.8
Raw 50
Abundance
9.198
511 85‘.1 120.0 14?.1 2500000
Ottt e et
m/z--> 40 60 80 100 120 140 160 180 2000000
Abundance Scan 1175 (9.198 min): BF129698.D\data.ms (-1
172.1 1500000
Sub 1000000
50
500000
51.1 85.0 120.0 146.1
0\\\’\\M\\“\\\MH\‘\h\\\‘\\\\i\‘\\‘\‘\“\‘”\‘\\ OV\\\\‘\\\\‘\\\\’\\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.369 min Scan# 1!{gigiil=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129698.D [(®IEIEE lsllEllof
80.0 Acq: 10 Aug 2022 16:37 MRS
of2d ) 1821y | 230
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 1023346
Abundance Scan 1544 (11.369 min): BF129698.D\datams 10N Ratio Lower Upper
188.2 188 100
94 9.2 7.0 10.6
80 10.5 7.6 11.4
Raw 50
Abundance
11.869
80.1
421 | 1321 | 331. 1000000
B
m/z--> 50 100 150 200 250 300
Abundance Scan 1544 (11.369 min): BF129698.D\data.ms (-
188.2
500000
Sub
50
80.1
of20 2y O
miz--> 50 100 150 200 250 300 Time--> 11.30 11.35 11.40

Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 14.016 min Scan# 1994

Ref 50 Delta R.T. -0.012 min
Lab File: BF129698.D
120.1 Acq: 10 Aug 2022 16:37
05— ‘6\6\0\ {t "\‘” T }\9?1}\“\‘“”“ \2\8\2\'9‘\ T
miz--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 524705
Abundance Scan 1994 (14.016 min): BF129698.D\datams = 10" Ratio Lower Upper
240.2 240 100
120 10.4 8.9 13.3
236 25.0 20.8 31.2
Raw 50
Abundance
14.016
120.1
ot U 1841, || osp2  3ss 50000
m/z--> 50 100 150 200 250 300 350 400000
Abundance Scan 1994 (14.016 min): BF129698.D\data.ms (-
240.2 300000
sub 200000
50
100000
120.1
0 52.0 | 180.1 Wl 2821 355. 0
et el E8E S 999 e —
m/z--> 50 100 150 200 250 300 350 Time--> 14.00 14.10
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Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 99.872 ng
RT: 12.957 min Scan# 1{gigiil=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF129698.D [(®IEIEE lsllEllof
122.1 Acq: 10 Aug 2022 16:37 WAUE
Jas 1 TR ez |
miz--> 50 100 150 200 250 Tgt IOHZ%44 RESpI 2777691
Abundance Scan 1814 (12.957 min): BF129698.D\datams 1On Ratio Lower Upper
244.2 244 100
212 7.4 6.1 9.1
122 13.3 8.8 13.2#
Raw 50
Abundance
1991 2500000 12.657
421 801 “[" 1OpT 2122 | oe,
T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T 2000000
m/z--> 50 100 150 200 250
Abundance 1814 (12.957 min): BF12 .D\data. -
Scan 1814 (12.957 min) 9698 24\116.126[ ms ( 1500000
1000000
Sub
50
500000
122.1
ol St son ] MO ERE
miz--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.492 min Scan# 2245
Ref 50 Delta R.T. -0.012 min
1321 Lab File: BF129698.D
' Acq: 10 Aug 2022 16:37
0 5?9 l \” 204'11\ ull .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 535955
Abundance Scan 2245 (15.492 min): BF129698.D\datams = 10" Ratio Lower Upper
264.2 264 100
260 23.2 18.4 27.6
265 20.5 17.2 25.8
Raw 50
Abundance
132.1 400000 15492
o431 | 2071 | 3271 4010
G e S el 29T RS
m/z--> 50 100 150 200 250 300 350 400 300000
Abundance Scan 2245 (15.492 min): BF129698.D\data.ms (-
264.1
200000
Sub 50
100000
132.0
oL 760 | 2081 9 430, ,
gt e e el e RS R T
m/z--> 50 100 150 200 250 300 350 400  Time--> 15.40 15.50 15.60
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