Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127037.D

Acqg On : 23 Feb 2022 14:06
Operator : CG\JU

Sample : N1626-15

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Feb 24 ©2:15:55 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 24 02:10:57 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.904 152 76715 20.000 ng 0.00
21) Naphthalene-d8 8.186 136 314761 20.000 ng # 0.00
39) Acenaphthene-die 9.945 164 165503 20.000 ng 0.00
64) Phenanthrene-d10 11.433 188 283235 20.000 ng #-0.01
76) Chrysene-di12 14.080 240 122236 20.000 ng # 0.00
86) Perylene-di12 15.580 264 118633 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.534 112 17240 3.473 ng 0.00

7) Phenol-dé 6.528 99 51597 7.704 ng -0.01
23) Nitrobenzene-d5 7.469 82 536987 77.005 ng 0.00
42) 2,4,6-Tribromophenol 10.733 330 4921 2.582 ng -0.01
45) 2-Fluorobiphenyl 9.263 172 900333 80.085 ng 0.00
79) Terphenyl-di4 13.027 244 887048 106.679 ng 0.00

Target Compounds Qvalue
25) Isophorone 7.716 82 58769 5.093 ng # 97

(#) = 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\BF022322\
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Misc

ALS vial : 7 Sample Multiplier: 1
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Abundance TIC: BF127037.D\data.ms
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Abundance Scan 790 (6.933 min): BF126908.D\data.ms (-78 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.904 min Scan# 7UgSiAtTnElIes

Ref 50 115.0 Delta R.T. -0.006 min |
521 /81 Lab File: BF127037.D (SUEISERIIEE
‘ Acq: 23 Feb 2022 14:06 C&LE
ob il dlvoss Nl az20 )
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 76715

Abundance  Scan 785 (6.904 min): BF127037.D\datams 1N Ratio Lower Upper
150.0 152 100

150 157.9 128.1 192.1
115 72.2 56.7 85.1

Raw 50 115.0
521 781 R
H ““ A R ‘M!Hi ““‘9‘5‘.]\-\ T 1‘\ \1w3':L\8\ T

0
- 40 60 80 100 120 140 160
m/z--> _ 100000 6.004
Abundance Scan 785 (6.904 min): BF127037. D\data ms ( -76
50000
sub 115.0
52.1 78.1

[ \“‘ T f \“\9\5\1\ T 1 T \1\3;\8 L B By

miz--> 40 60 8 100 120 140 160 Time.> 6.85 690  6.95

Abundance Scan 554 (5.545 min): BF126908.D\data.ms (-54 #5
112.1 2-Fluorophenol
64.1 Concen: 3.473 ng
RT: 5.534 min Scan# 552
Ref 50 Delta R.T. ©.006 min
92.0 Lab File: BF127037.D

®1 501 : A ‘ | Acq: 23 Feb 2022 14:06

T T e e

m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 17240

Abundance  Scan 552 (5.534 min): BF127037.D\datams 10N Ratio Lower Upper
112.1 112 100

64.1 64 71.5 49.5 74.3
63 37.3 23.9 35.9#

o

Raw 50
92.1 Abundance
‘ 20000 5.334
39.0 ‘ 4
0 \‘\\\‘\‘“\“\‘\5\‘%\(\)‘\“\“‘\\‘\\‘\\7\\9“\1\\‘\‘\\\‘\\\\‘ ‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 15000
Abundance Scan 552 (5.534 min): BF127037.D\data.ms (-50
112.1
64.1 10000
Sub 50
921 5000
38.1 500‘ $ ‘
O et et e S ek T
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 550 5.55
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Abundance Scan 726 (6.557 min): BF126908.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 7.704 ng
RT: 6.528 min Scan# 71[EdtlEgies
Ref 50 711 Delta R.T. -0.012 min |
Lab File: BF127037.D [(®ICHIEEGIelEI(CH
42.1 Acq: 23 Feb 2022 14:06 (S%RAG
0\\‘\\\\H‘“\‘\‘\\“\‘\‘\\‘i\“\‘\“‘\\\\‘\\\\‘\\‘\\‘“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 51597
Abundance  Scan 721 (6.528 min): BF127037.D\datams 100 Ratio Lower Upper
99.1 99 100
42 20.1 14.2 21.4
71  41.2 24.3  36.5#
Raw
%0 [es Abundance
421 60000 6.528
0\\‘\\\}‘H\M\\“514\‘\]_\“\}\‘\“‘\\\\8‘2\\0\\‘\\\\‘“\\\\‘
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 721 (6.528 min): BF127037.D\data.ms (-67 40000
99.1
sub 1 20000
42.0
GuWmM‘H‘Sﬁ-‘ll‘m‘cwm“%2"9‘_”““””‘ e
miz--> 30 40 50 60 70 80 90 100 Time--> 6.50 6.55 6.60

Abundance Scan 1008 (8.216 min): BF126908.D\data.ms (-1 #21

136.1  Naphthalene-ds8

Concen: 20.000 ng

RT: 8.186 min Scan# 1003

Ref 50 Delta R.T. -0.006 min
Lab File: BF127037.D
54.1 108.1 Acq: 23 Feb 2022 14:06
o3&t 1‘1‘7?3“1‘191{‘ | . e 1““ -
m/z--> 40 60 30 100 120 140 T8t Ion:136 Resp: 314761

Abundance Scan 1003 (8.186 min): BF127037.D\datams 10N Ratio Lower Upper
136.1 136 100

137 11.8 8.6 13.0
54 9.6 7.8 11.6
Raw 5g 68 5.4 6.3 9.5#
Abundance
108.1 8.486
54.1 -
0 T \3\8.‘]‘-\ T \“\ ‘ H\‘ \7\‘8‘.“(‘)} \9?,-\1’ \‘\‘ T ‘ T \‘““ 1 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 1003 (8.186 min): BF127037.D\olatiaér;s1 (-9 200000
sub o 100000
54.1 108.1
ol 38t AT L T80esa |l OA
m/z--> 40 60 80 100 120 140 Time--> 8.15 8.20 8.25
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Abundance Scan 886 (7.498 min): BF126908.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
Concen: 77.005 ng
54.1 RT: 7.469 min Scan# S8{gELdllEies
Ref 50 128.1 Delta R.T. -0.006 min |
' Lab File: BF127037.D [(®ICHIEEGIelEI(CH
Acq: 23 Feb 2022 14:06 C&LE
[ \““\ \‘!‘\ T \‘\‘\ N“\ T \:\u‘O\4\\9\ T i [T T ‘1\9\:\]-\]‘-
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 536987
Abundance  Scan 881 (7.469 min): BF127037.D\datams ~ 10N Ratlo Lower Upper
84.1 82 100
128 39.5 32.7 49.1
54.1 54 54.2 41.7 62.5
Raw 50
128.1 Abundance
7.469
[ \““\ \‘!‘\ T \‘\‘\ H“\ TT \“ T T T \:!-(\59\(\)\ ERERRE 500000
m/z--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 881 (7.469 min): BF127037.D\data.ms (-83
83.1 300000
Sub 54.1 200000
50 128.1
100000
oHug‘w!u_u‘mm“_m“““,“1“69:9”_”“ O
m/z--> 40 60 80 100 120 140 160 180  Time-> 7.40 7.45 7.50
Abundance Scan 930 (7.757 min): BF126908.D\data.ms (-92 #25
82.1 Isophorone
Concen: 5.093 ng
RT: 7.716 min Scan# 923
Ref 50 Delta R.T. -0.018 min
Lab File: BF127037.D
39.1 54.1 138.1  Acq: 23 Feb 2022 14:06
Ob— \‘i“\ \‘\‘H\ T \“\ T \H“‘\ T \97‘0\ T \1‘23\{]—\ T
m/z--> 40 60 80 100 120 140 gt Ion: 82 Resp: 58769
Abundance  Scan 923 (7.716 min): BF127037.D\datams ~ 10N Ratlo Lower Upper
82.1 82 100
95 8.3 5.0 7.4#%#
138 16.2 12.3 18.5
Raw 50
Abundance
39.1 54.1 138.1 7.716
60000
Ob— \‘i‘”\ \‘iHi T \“\ T \Hi“\ \‘\“\ ‘1\0\8\0\1‘2§?\ \“ T
m/z--> 40 60 80 100 120 140
Abundance Scan 923 (7.716 min): BF127037.D\data.ms (-87
821 40000
sub o 20000
39.0 54.1 138.1
ol i a0s01282 | o= —
m/z--> 40 60 80 100 120 140  Time--> 7.70 7.75
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Abundance Scan 1307 (9.974 min): BF126908.D\data.ms (-1 #39

162.2 Acenaphthene-dle
Concen: 20.000 ng
RT: 9.945 min Scan# 11QEdllEpies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127037.D [(ClEhISElollEIl0H
80.1 e A
Acq: 23 Feb 2022 14:06 9%
038 121,
\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 18t Ion:164 Resp: 165503
Abundance Scan 1302 (9.945 min): BF127037.D\datams ~ 10N Ratlo Lower Upper
16l.2 164 100
162 99.0 81.4 122.0
160 43.2 36.6 54.8
Raw 50
Abundance
80.1 200000 9.945
0389 122.1 221.0  295.2 340.8
\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 150000
Abundance Scan 1302 (9.945 min): BF127037.D\data.ms (-1
1644.2
100000
Sub
50
50000
80.1
058 122.1 221.0  295.1 340.8 0
\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 300 350 Time--> 9.90 9.95

Abundance Scan 1442 (10.769 min): BF126908.D\data.ms (- #42

Concen:

RT: 10.733
Delta R.T.
Lab File:
Acq: 23 Feb

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330
Abundance Scan 1436 (10.733 min): BF127037.D\datams 190 Ratlo

329.€ 2,4,6-Tribromophenol
2.582 ng

min Scan# 1436
-0.012 min
BF127037.D

2022 14:06

Resp: 4921
Lower Upper

320¢ 330 100
332 97.7 76.0 114.0
. 62.0 141  42.3 30.1 45.1
aw 50
143.0 Abundance
221.8 6000 10.733
0 2 N
m/z--> 50 100 150 200 250 300
Abundance Scan 1436 (10.733 min): BF127037.D\data.ms (- 4000
320.¢
62.0
Sub 2000
50 143.0
‘ 221.8
O‘W“N‘W“w‘WWWWW‘H“}}“W“w“““‘ 0 e
miz--> 50 100 150 200 250 300 Time--> 10.70  10.75
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Abundance Scan 1191 (9.292 min): BF126908.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 80.085 ng
RT: 9.263 min Scan# 1lgfidtipl=lgies
Ref 50 Delta R.T. -0.006 min
Lab File: BF127037.D |(GUEINEERTIEIH
Acq: 23 Feb 2022 14:06 C&LE

51.0 85‘-1 120.1 14(‘3.‘1
0\\\"\\”\ \"“\\\‘H‘\“\h\\‘\”‘\‘\\\i\h\\‘\‘\‘\“\‘\“\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 960333

Abundance Scan 1186 (9.263 min): BF127037.D\datams 1N Ratio Lower Upper
1791 172 100

171 35.2 28.3 42.5
170 23.3 19.0 28.6

Raw 50
Abundance
1000000 9.263
51.1 851 4971 133.1152.1
0+ T h \"“\ el i Tl T i I \‘\ T \“HW‘ T i 800000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1186 (9.263 min): BFlZ7037.D\dati.;nSl(-l 600000
b 400000
Su
50
200000
51.1 85.0 120.1 146.1
(O T ol w"“w il “w“w T i iy T J“H‘lw“ i 0\ L L B B
miz-> 40 60 80 100 120 140 160 180 Time->  9.20 9.25 9.30

Abundance Scan 1560 (11.463 min): BF126908.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.433 min Scan# 1555
Ref 50 Delta R.T. -0.012 min
Lab File: BF127037.D
80.1 160.1 Acq: 23 Feb 2022 14:06
0 \H‘\5\21‘.\]‘-1‘\\H“\\‘\“\‘\H\‘l\?,izw.‘luH‘Lluw\‘!““\\‘\\\\‘\\2\3\,‘9\'%
miz--> 40 60 80 100120 140 160 180200220240 T8t Ion:188 Resp: 283235
Abundance Scan 1555 (11.433 min): BF127037.D\datams 10" Ratio Lower Upper
188.2 188 100
94 10.0 10.1 15.1#
890 11.6 11.8 17.6t#
Raw 50
Abundance
11.433
80.1 160.1 300000
0\H‘\5\21‘.\?1‘\\U“\\‘\“\‘\H\%%%.%‘\\J“l‘\\H‘!‘H‘H‘HH‘\H.\‘H
m/z--> 40 60 80 100120140160 180200220240
Abundance Scan 1555 (11.433 min): BF127037.D\data.ms (- 200000
188.2
Sub
50 100000
80.1 160.1
ob 820 2321 L 2291 o
m/z-—-> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.40 11.45
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Abundance Scan 2010 (14.110 min): BF126908.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.080 min Scan# 2(Eigil=lies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127037.D [(®lEIEEIslEEI0f
Acq: 23 Feb 2022 14:06 C&LE
0' “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 18t Ion:24@ Resp: 122236
Abundance Scan 2005 (14.080 min): BF127037.D\datams 10N Ratlo Lower Upper
240.2 240 100
120 10.3 14.4 21.6#
236 25.2 20.5 30.7
Raw 50
Abundance
{55660 14.p80
120.1
ol ditunkb 1808, | 3023 810
m/z--> 50 100 150 200 250 300 350 400 450 500 1
Abundance Scan 2005 (14.080 min): BF127037.D\data.ms (- 00090
240.2
Sub 50000
50
0 54.1 ‘dﬂ 180 1 ) 302.3 510. 0
et e e e e e e e o
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 14.05 14.10
Abundance Scan 1830 (13.051 min): BF126908.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 106.679 ng
RT: 13.027 min Scan# 1826
Ref 50 Delta R.T. ©.000 min
Lab File: BF127037.D
122.1 Acq: 23 Feb 2022 14:06
\4%:‘]‘-‘ T ‘\8‘12‘.:]‘-‘ T Ly ‘\‘ by 1‘6“10‘\1\ T ‘21\2\2‘\ MN T T
m/z--> 50 100 150 200 250 Tgt IOI’]Z%44 Resp: 887048
Abundance Scan 1826 (13.027 min): BF127037.D\datams 10N Ratlo Lower Upper
2412 244 100
212 7.0 5.0 7.4
122 9.2 13.3 19.9#
Raw 50
Abundance
13.p27
122.1 160.1  212.2
54 l
04— ‘ T 90\]‘- 7 \‘ by T ‘1 T “ \“\‘\“\L‘“ \2\8\1\' 800000
miz--> 50 100 150 200 250
Abundance Scan 1826 (13.027 min): BF127037.D\data.ms (- 00000
244.2
400000
Sub
50
200000
122.1
0l 540 901 7T DL 2122 | gy, oA
e A e o
m/z-—-> 50 100 150 200 250 Time--> 13.00 13.10
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Abundance Scan 2265 (15.609 min): BF126908.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.580 min Scan#t 2[gSagilnlcalee
Ref 50 Delta R.T. -0.006 min
Lab File: BF127037.D (GlUEERISEIAEIE
1321 Acq: 23 Feb 2022 14:06 SIS
57.1 H 204.1
0"1‘.\"\‘\“H‘.U‘J\H’HH‘H‘l.“m‘\““HH’HH‘HH
m/z--> 50 100 150 200 250 300 350 400 18t Ion:264 Resp: 118633
Abundance Scan 2260 (15.580 min): BF127037.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 23.6 19.2 28.8
265 22.5 17.4 26.2
Raw 50
Abundance
571 1321 15(780
ol kgl 2272, ‘ L amsamss P00
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2260 (15.580 min): BF127037.D\datams (- 60000
264.1
40000
Sub 50
20000
132.0 ‘
ol ol 1940, | 32703853 Urm————
miz--> 50 100 150 200 250 300 350 400  Time-> 1550  15.60
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