Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Aug 10 22:26:35 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@80122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 22:19:26 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.828 152 258707 20.000 ng 0.00
21) Naphthalene-d8 10.633 136 1039143 20.000 ng 0.00
39) Acenaphthene-die 14.474 164 574408 20.000 ng 0.00
64) Phenanthrene-d10 17.215 188 1105582 20.000 ng 0.00
76) Chrysene-di12 21.397 240 1063546 20.000 ng 0.00
86) Perylene-di12 23.744 264 1160615 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.416 112 943847 59.149 ng 0.00

7) Phenol-dé 7.028 99 715225 35.225 ng 0.00
23) Nitrobenzene-d5 9.004 82 1490874 80.311 ng 0.00
42) 2,4,6-Tribromophenol 15.968 330 802664 119.115 ng 0.00
45) 2-Fluorobiphenyl 13.104 172 3099262 79.664 ng 0.00
79) Terphenyl-di4 19.845 244 4418539 81.946 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.569 82 102564 3.396 ng 98
35) Caprolactam 11.598 113 88636 20.068 ng 95

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81022\
Data File : BM@36196.D

Acqg On : 10 Aug 2022 17:31
Operator : CG/JU

Sample : N3972-05

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Time: Aug 10 22:26:35 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM080122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Aug 10 22:19:26 2022

Response via : Initial Calibration

Abundance TIC: BM036196.D\data.ms
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Abundance Scan 813 (7.869 min): BM036031.D\data.ms (-8( #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.828 min Scan# 8{giidtipl=lgies
Ref 50 115.0 Delta R.T. -0.006 min |
78.0 Lab File: BM@36196.D [SUERISE I
‘ Acq: 10 Aug 2022 17:31 EliRY
0 \49}.?“‘\‘ \“‘”i “‘\ T \”‘\ T M‘ T T \296\9\ L 2\8\0:
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.SZ RESpZ 258707
Abundance  Scan 806 (7.828 min): BM036196.D\datams | 10N Ratlo  Lower Upper
149.9 152 100
150 158.8 124.9 187.3
115 59.4 47.9 71.9
Raw 50
115.0 Abundance
78.0 250000 (
380 “\‘ | 1909 281. I
G T T ‘ T T T ‘ T T L L T T ‘ T L T ‘ T T L 200000 i |
m/z--> 50 100 150 200 250
Abundance
149.9 150000
100000
Sub
50 115.0
78.0 50000
oltaded I Y 1008 oL
m/z—-> 50 100 150 200 250 Time--> 7.80  7.90

Abundance Scan 398 (5.428 min): BM036031.D\data.ms (-3¢ #5

112.0 2-Fluorophenol
Concen: 59.149 ng
64.0 RT: 5.416 min Scan# 396
Ref 50 Delta R.T. -0.000 min
Lab File: BM@36196.D
‘ ‘ Acq: 10 Aug 2022 17:31
oL ‘“\ i”“‘\m‘\‘” \““ T T \1\47‘(\) T \297\(\) T ‘2\66\9\ T
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z:!.].Z Resp: 943847
Abundance  Scan 396 (5.416 min): BM036196.D\data.ms | 100 Ratlo Lower Upper
112.0 112 100
64 54.2 47.8 71.6
64.0 63 28.5 26.6 40.0
Raw 50
Abundance
5.416
‘ ‘ 600000
0 T ‘H\ i\\“‘\“ \‘ \“‘ T ‘ T T \1\47‘.]\_ T T \2‘07\.0\ T T ‘ T 2\8\]-.\‘
miz--> 50 100 150 200 250
Abundance
112.0 400000
Sub | €40 200000
Ob i . 1470 1020 ol
miz--> 50 100 150 200 250 Time--> 5.30 540 550
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Abundance Scan 672 (7.040 min): BM036031.D\data.ms (-6¢ #7

99.0 Phenol-d6
Concen: 35.225 ng
RT: 7.028 min Scan# 61l e
Ref 50 Delta R.T. -0.006 min |
Lab File: BM@36196.D [SllhISEIIAEI
42.0 Acq: 10 Aug 2022 17:31 EliRY
[ ‘Uh‘ “H ‘\ ““!”\ T ‘ T \1\46‘9\ T \296\9\ T T \28\2\l
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 715225
Abundance  Scan 670 (7.028 min): BM036196.D\data.ms | 10N Ratio Lower Upper
99.0 99 100
42 17.4 18.8 28.2#
71 32.1 30.2 45.2
Raw 50
Abundance
42.0 400000
Ol 13291910 2669
m/z--> 50 100 150 200 250
Abundance 300000
99.0
200000
Sub
50
100000
42.0 |
0 207.9 266.9 o—4r>—
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 Time--> 6.90 7.00 7.10 7.20

Abundance Scan 1290 (10.675 min): BM036031.D\data.ms ( #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.633 min Scan# 1283
Ref 50 Delta R.T. -0.006 min
Lab File: BM@36196.D
541 Acq: 10 Aug 2022 17:31
OL— “‘.\ ‘H\ H}?\‘L‘q\ T \‘L\ L \ZP\Q\O\ T \2\8\0'\9‘ \3\26\
miz--> 50 100 150 200 250 300 Tgt IOI"IZ:!.36 Resp: 1039143
Abundance Scan 1283 (10.633 min): BM036196.D\datams | 100 Ratio Lower Upper
136.1 136 100
137 11.1 8.9 13.3
54 7.4 7.0 10.4
Raw 5o 68 6.0 4.3 6.5
Abundance
600000
0\ \Sﬁ.\(‘)‘\ “}‘9\4..‘0‘\ T \“‘\ ‘ T \1\9\0.‘9\ LI ’ \2\8\0.\9‘ LI
m/z--> 50 100 150 200 250 300
Abundance 400000
136.1
Sub
50 200000
ol 00940 | 1929 2800 oL
m/z--> 50 100 150 200 250 300 Time--> 10.60
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Abundance Scan 1012 (9.039 min): BM036031.D\data.ms (-]
1

82.

#23

Nitrobenzene-d5

Concen: 80.311 ng

RT: 9.004 min Scan#t 1Sl

Ref 50 128.0 Delta R.T. -0.000 min _
Lab File: BM@36196.D |(®lEIEEIsIEEI0f
a2 Acq: 10 Aug 2022 17:31 EliRY
oL ‘M.cir‘ T ‘\‘ Ll “ I T ]\-9\0‘9\ L 2\8\1\‘
m/z--> 50 100 150 200 250 Tgt IOT’IZ‘SZ RESpZ 1490874
Abundance Scan 1006 (9.004 min): BM036196.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
128 46.9 33.7 50.5
54 48.7 43.2 64.8
Raw 50 128.0
Abundance
ol L | 192.8 266.9 800000
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance 600000
82.0
400000
sub 128.0
200000
o429 207.9 281 0 ;
UFTI S P R PR R - SN T
m/z—-> 50 100 150 200 250 Time-> 8.80 9.00 9.20

Abundance Scan 1109 (9.610 min): BM036031.D\data.ms (-1 #25
82.0 Isophorone
Concen: 3.396 ng
RT: 9.569 min Scan# 1102
Ref 50 Delta R.T. -0.006 min
Lab File: BM@36196.D
39.0 138.1 Acq: 10 Aug 2022 17:31
oL L\ ““‘\ ‘\ g \“ N [T \29\7\8\ ™ \2\8\1\9‘ T \3\5‘4\
miz--> 50 100 150 200 250 300 350 gt Ion: 82 Resp: 102564
Abundance Scan 1102 (9.569 min): BM036196.D\data.ms |~ 10N Ratio Lower  Upper
82.0 82 100
95 7.5 6.4 9.6
138 19.1 14.2 21.4
Raw 50
Abundance
39.0 138.1 60000
0 T ‘}Lh “““\ ‘\ h\ T ‘ T T ‘ 1T \2‘07\.\]-\ T ‘2\67\-\0\ ‘ T \3\5‘5\.
miz--> 50 100 150 200 250 300 350
Abundance 40000
82.0
Sub
50 20000
B9 0 138.1
0 3.1 . : —
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 Time--> 9.50 9.55 9.60 9.65
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Abundance Scan 1454 (11.639 min): BM036031.D\data.ms (| #35

55.0 Caprolactam
Concen: 20.068 ng
113.0 RT: 11.598 min Scan# 1EGIGEE
Ref 50 Delta R.T. -0.012 min
Lab File: BM@36196.D [(ClEhISEIellEIl0H
‘ Acq: 10 Aug 2022 17:31 EliRY
ol L. L 1468 2070 280
m/z--> 50 100 150 200 250 Tgt Ion:113 RESpZ 88636
Abundance Scan 1447 (11.598 min): BM036196.D\datams = 1ON Ratio  Lower Upper
55.0 113 100
55 168.1 150.1 190.1
113.0 56 120.3 111.7 151.7
Raw 50
Abundance ‘
0 Al b . 146.9 206.9 281.1 ‘
L L A SR S 60000 [
m/z-—-> 50 100 150 200 250 M
Abundance
55.0 40000
ub 113.0
50 20000
O 480 0'”\7“/“\””\7‘7‘7‘7‘
miz--> 50 100 150 200 250 Time->  11.50 11.60 11.70

Abundance Scan 1942 (14.510 min): BM036031.D\data.ms ( #39

16¢.1 Acenaphthene-d1e
Concen: 20.000 ng
RT: 14.474 min Scan# 1936
Ref 50 Delta R.T. -0.000 min
80.1 Lab File: BM@36196.D
’ Acq: 10 Aug 2022 17:31
O' \\\‘\\\\‘\2\8\1\.9‘\\\\‘\\\499\'
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:164 Resp: 574468
Abundance Scan 1936 (14.474 min): BM036196.D\datams | 100 Ratio Lower Upper
164.1 164 100
162 98.5 83.0 124.6
160 44.4 37.0 55.4
Raw 50
Abundance
80.0 400000 14.474
0! 2209 2520 34l1 400,
m/z--> 50 100 150 200 250 300 350 400 300000
Abundance
164.1
200000
Sub 50
100000
80.0
0 220.9 282.0 341.1 400. 01—
e e T T
miz--> 50 100 150 200 250 300 350 400 Time--> 14.40 14.50
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Abundance Scan 2195 (15.998 min): BM036031.D\data.ms (| #42

172.0

320.8 2,4,6-Tribromophenol
Concen: 119.115 ng
RT: 15.968 min Scan#t 21gigill=gles
Ref 50| 62.0 Delta R.T. -0.000 min _
1409 Lab File: BM@36196.D [(SUULSEUYEE
‘ 221.8 Acq: 10 Aug 2022 17:31 EliRY
0 ‘\‘\‘ J }‘ L U ‘ . ;h‘ \”‘N‘\ o UH“‘ : L“d‘2‘7‘4‘-§ P
m/z--> 50 100 150 200 250 300 350 T8t Ion:33@ Resp: 862664
Abundance Scan 2190 (15.968 min): BM036196.D\data.ms | 100 Ratio Lower Upper
320.8 330 100
332 96.7 77.0 115.4
141 37.6 35.3 52.9
Raw 50! 62.0
140.9 Abundance
15.968
H 221.8 500000
0 \“\ “‘1 }HH\‘ U ‘ }‘H\H‘ T “‘ \“‘N\ \“ T U“h\ \‘%\66\.\9\ ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400000
Abundance
329.8 300000
200000
SUb 5l 620
1409 100000
221.8
0 266.9
e T B e e B R R
m/z--> 50 100 150 200 250 300 350 Tjme--> 15.80 16.00 16.20
Abundance Scan 1709 (13.139 min): BM036031.D\data.ms ( #45
172.0 2-Fluorobiphenyl
Concen: 79.664 ng
RT: 13.104 min Scan# 1703
Ref 50 Delta R.T. -0.000 min
Lab File: BM@36196.D
Acq: 10 Aug 2022 17:31
) 85‘.0 13‘3_‘0“ q g
0“"‘“““““‘”\‘“H‘i”‘ \\‘\\\\‘\\\'\‘\\\\‘
mlz-—-> 50 100 150 200 250 300 Tgt Ion:}72 Resp: 3099262
Abundance Scan 1703 (13.104 min): BM036196.D\datams | 1N Ratio Lower Upper

172 100
171 35.1 28.5 42.7
176 23.8 18.7 28.1

Raw 50
Abundance
2000000 13/104
o200 290 1980 | 22102669 3269
m/z--> 50 100 150 200 250 300 1500000
Abundance
172.0
1000000
Sub 50
500000
X 850 132.9 281.0 341. 0
it SRV VSRS F I MBS -2 AR S
miz--> 50 100 150 200 250 300 Time->  13.00 13.20
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Abundance Scan 2408 (17.251 min): BM036031.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.215 min Scan#t 24l
Ref 50 Delta R.T. -0.000 min |
Lab File: BM@36196.D |(®lEIEEIsIEEI0f
80.0 Acq: 10 Aug 2022 17:31 Sl
03\8\.0‘\‘\”1 i“‘ \1\3\‘2\0““1 t \“‘\ [T \‘2§7\\1\ T T
m/z--> 50 100 150 200 250 300 350 18t Ion:188 Resp: 1105582
Abundance Scan 2402 (17.215 min): BM036196.D\datams | 10N Ratlo  Lower Upper
188.1 188 100
94 9.3 7.0 10.4
80 10.5 7.6 11.4
Raw 50
Abundance
80.0
0B9.0 . 1320 [ 282.0  354.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 000000
Abundance
183.1 400000
Sub
50 200000
80.0
038.0 132.0 282.0  354. 0 —
LA It M ERMIIN 2.2 L AN Si T
miz--> 50 100 150 200 250 300 350 Time--> 17.20 17.30

Abundance Scan 3118 (21.427 min): BM036031.D\data.ms ( #76

240.1 Chrysene-di12

Concen: 20.000 ng

RT: 21.397 min Scan# 3113

Ref 50 Delta R.T. -0.000 min
Lab File: BM©36196.D
120.0 Acq: 10 Aug 2022 17:31
0 52‘.\9\1“'1‘#”\H‘HHH\‘L ‘\\\3\):‘].\3\'\]\-‘\‘:3\9\‘8\'\9\\4‘35\'\]‘.\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 1063546
Abundance Scan 3113 (21.397 min): BM036196.D\datams | 10N Ratio Lower Upper
240.1 240 100
120 11.5 9.4 14.0
236 26.0 20.6 30.8
Raw 50
Abundance
118.0 gooooo|  21pY7
of30 | | 35514301 549,
\\‘\\\\‘\\H‘\\\\‘\H ‘\\\\‘\\\\‘\\\\‘\\\\‘H\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 600000
Abundance
240.1
400000
Sub 50
200000
120.0
01540 311.1 384.9 489.2 0
r P e e TR e T T e 1
mlz--> 50 100 150 200 250 300 350 400 450 500  Time--> 21.40
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Abundance Scan 2854 (19.874 min): BM036031.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 81.946 ng
RT: 19.845 min Scan#t 2{gSagiinlEalee
Ref 50 Delta R.T. -0.000 min \A_
Lab File: BM@36196.D [SllhISEIIAEI
Acq: 10 Aug 2022 17:31 EliRY
0 \5\?\1\-\ \ “\ \‘\ T “\p-\ T \“ \J\‘\M\“ T \\‘3\2\6\\9‘\\\\‘\\2\9\
m/z--> 50 100 150 200 250 300 350 400 Tgt Ion:244 Resp: 4418539
Abundance Scan 2849 (19.845 min): BM036196.D\data.ms | 100 Ratio Lower Upper
244.2 244 100
212 7.1 6.2 9.4
122 10.7 8.3 12.5
Raw 50
Abundance
19.845
ol 86 o’ ‘ \ ‘Fl84-‘1\ L 3249 4150 3000000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 400
Abundance
244.2 2000000
Sub
50 1000000
1221
oL 660 184.1 295.1 355.1 415.0 0 _—
S TRV RO i IR M S8R T
miz--> 50 100 150 200 250 300 350 400  Time--> 19.80 20.00

Abundance Scan 3520 (23.791 min): BM036031.D\data.ms (| #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 23.744 min Scan# 3512
Ref 50 Delta R.T. -0.000 min
Lab File: BM@36196.D
1320 Acq: 10 Aug 2022 17:31
0 T \6‘\6\\()\ ‘ \ﬂ\ J\‘\ ‘ \\]-\9\‘7\\9\ T ‘ TTT ‘ \37\4\4‘.\(\)\4\‘]-\5\'\]\.‘48\\9"% T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 1160615
Abundance Scan 3512 (23.744 min): BM036196.D\data.ms | 100 Ratlo Lower Upper
264.1 264 100
260 23.5 18.9 28.3
265 22.0 17.5 26.3
Raw 50
Abundance
132.1
0 \\5‘9\9\“\A\J”\‘\\\\‘\\9\‘\‘“\\\l\‘\\3\?"5\\1\-\ﬁ4\3\\]_\‘]\_\\\‘\§4\‘9\ 500000
miz--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance
264.1 300000
Sub 200000
50
100000
132.0
0..86.0 197.9 330.0400.1 477.2547. 0 p—
e L B A S Latt N e
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 23.60  23.80
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