Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33563.D

Acqg On : 21 Dec 2021 20:38
Operator : CG/JU

Sample : M5182-08

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Dec 22 ©3:39:54 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Dec 21 16:25:49 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.908 152 26402 20.000 ng 0.00
21) Naphthalene-d8 10.719 136 113299 20.000 ng # 0.00
39) Acenaphthene-die 14.560 164 81926 20.000 ng 0.00
64) Phenanthrene-d10 17.301 188 162088 20.000 ng # 0.00
76) Chrysene-di12 21.483 240 142272 20.000 ng 0.00
86) Perylene-di12 23.877 264 127139 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.472 112 162658 106.043 ng 0.00

7) Phenol-dé 7.078 99 221561 103.173 ng 0.00
23) Nitrobenzene-d5 9.078 82 170482 62.499 ng 0.00
42) 2,4,6-Tribromophenol 16.048 330 90604 89.815 ng 0.00
45) 2-Fluorobiphenyl 13.184 172 367593 63.260 ng 0.00
79) Terphenyl-di4 19.924 244 527784 61.705 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.031 77 1029 Below Cal # 7
18) Hexachloroethane 9.013 117 2906 3.505 ng # 1
25) Isophorone 9.625 82 11562 2.689 ng # 1
35) Caprolactam 11.737 113 16577 44.199 ng # 21

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM122121\
Data File : BM@33563.D

Acqg On : 21 Dec 2021 20:38
Operator : CG/JU

Sample : M5182-08

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Time: Dec 22 ©03:39:54 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM122121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Dec 21 16:25:49 2021

Response via : Initial Calibration

Abundance TIC: BM033563.D\data.ms
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Abundance Scan 794 (7.907 min): BM033552.D\data.ms (-7¢ #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.908 min Scan# 7{gSidtipl=lpies
Ref 50| 551 781 1151 Delta R.T. ©.001 min _
Lab File: BM@33563.D (SlLEHISEIIAE
Acq: 21 Dec 2021 20:38 RIEREEERRAREPRTEAL
O \“‘} \‘\“\“\‘ M“\ \‘H‘\Hi \“\‘\ \“ T 1“ TTTTT \“\“\ BARERRERERRRER
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:152 Resp: — 26462
Abundance ~ Scan 794 (7.908 min): BM033563.D\datams 10N Ratlo Lower Upper
150.0 152 100
150 147.1 128.9 193.3
115 67.5 53.0 79.6
Raw 50 78.1 115.1
52.1 Abundance
0 W“M\‘\‘\“H‘”\‘}“\\H‘H“\“\‘H\\‘\\\%(\)\7.\(\: 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 794 (7.908 min): BM033563.D\data.ms (-7 15000
150.0
10000
Sub
50 781 1151
520 5000
0 IR IR | BN -] £ s
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.85 7.90 7.95

Abundance Scan 380 (5.472 min): BM033552.D\data.ms (-31 #5
11

2.1 2-Fluorophenol
64.1 Concen: 106.043 ng
RT: 5.472 min Scan# 380
Ref 50 Delta R.T. ©.000 min
Lab File: BM@33563.D
39.1 ‘ ‘ Acq: 21 Dec 2021 20:38
0! ‘}‘\H‘\i“l\\‘\‘\\“\‘\\\\‘\\\\‘H\\‘H\\‘H\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 162658
Abundance Scan 380 (5.472 min): BM033563.D\data.ms Ion Ratio Lower Upper
112.1 112 100
64.1 64 72.9 55.5 83.3
63 47.0 31.3 46.9%
Raw 50
Abundance
39.1 ‘ 100000 5472
0! ‘i‘\m\“‘lu‘\‘u“\‘\\\\‘\\\\‘\\\\‘\\\\2‘9\7\.:]\_
m/z--> 40 60 80 100 120 140 160 180 200 80000
Abundance Scan 380 (5.472 min): BM033563.D\data.ms (-32
112.1 60000
64.1
Sub 40000
50
20000
38.1 ‘ ‘
0! o m A B B S S
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 5.40 5.50
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Abundance Scan 653 (7.078 min): BM033552.D\data.ms (-6¢ #7

99.1 Phenol-d6
Concen: 103.173 ng
RT: 7.078 min Scan# 6{EidllEies
Ref 50 Delta R.T. ©0.000 min |
421 Lab File: BM@33563.D [(GICHIEEIelE(6H
‘ Acq: 21 Dec 2021 20:38 RIEREEERRAREPRTEAL
oL \M H“M‘Um‘ : 5 LA -
m/z--> 100 150 200 250 Tgt Ion:‘99 RESpZ 221561
Abundance Scan 653 (7.078 min): BM033563.D\datams 100 Ratio Lower Upper
99.1 99 100
42 30.5 20.3 30.5#
71 53.2 34.5 51.7#
Raw 50
421 Abundance
7.078
oLl HMH e 20T 281
m/z--> 100 150 200 250 100000
Abundance Scan 653 (7.078 min): BM033563.D\data.ms (-6(
99.1
Sub 50000
50
421
0 \H\‘M‘HH\““““‘297‘-]‘-”“”‘ 'H‘HH‘HH“H
m/z--> 100 150 200 250 Time--> 7.00 7.10 7.20

Abundance Scan 649 (7.054 min): BM033552.D\data.ms (-6¢ #9

771 Benzaldehyde
Concen: Below Cal
RT: 7.031 min Scan# 645
Ref 50 Delta R.T. -0.023 min
Lab File: BM@33563.D
39. Acq: 21 Dec 2021 20:38
0 ‘**‘\“H*\“‘*\“‘*\‘2‘8‘1'*(
m/z--> 50 100 150 200 250 Tgt Ion: 77 Resp: 1629
Abundance  Scan 645 (7.031 min): BM033563 D\datams ~ 10N Ratlo Lower Upper
69.1 77 100
105 0.0 67.1 107.1#
106 0.0 64.3 104.3#
Raw 50
125.1 Abundance
60 7.031
I ‘ | 207.1 281.:
0 B L A o S R S
miz--> 50 100 150 200 250
Abundance Scan 645 (7.031 min): BM033563.D\data.ms (-5¢ 400
69.1
Sub 50 200
125.1
0. Al 201 282 O
miz--> 50 100 150 200 250 Time--> 700 7.05
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Abundance Scan 978 (8.989 min): BM033552.D\data.ms (-97 #18

117.0 200.9 Hexachloroethane

Concen: 3.505 ng

165.9 RT:  9.013 min Scan# o e

Ref 50{ 47.0 g2 Delta R.T. ©0.024 min

: Lab File: BM@33563.D [(CUEhlSEIellEIl0f

‘ ‘ ‘ ‘ Acq: 21 Dec 2021 20:38 AESEECRRRISPEYI]

1 “ L - ‘\ | ‘ 281.1

m/z--> 50 100 150 200 250 Tgt Ion:117 Resp: 2906
Abundance Scan 982 (9.013 min): BM033563.D\data.ms 10" Ratlo Lower Upper

£8 1 o1 117 100
: 119 588.7 75.0 112.6#
201 0.0 75.2 112.8#

Raw 50
Abundance
L] [2542 10000
b "\HM“”“\M1“\”“\ “‘\ LA I B B
50

m/z--> 100 150 200 250 8000
Abundance Scan 982 (9.013 min): BM033563.D\data.ms (-92

55.1 110.1 6000
4000

Sub

50
2000 9.01
H | ‘154.2
B! \\‘H“\”\‘\‘!H‘H\‘\“‘““““““‘ OHH‘\\\\‘\\\
50

miz--> 100 150 200 250 Time--> 9.00 9.05

o

o

o

Abundance Scan 1272 (10.719 min): BM033552.D\data.ms ( #21

136.2 Naphthalene-d8

Concen: 20.000 ng

RT: 10.719 min Scan# 1272

Ref 50 Delta R.T. ©.000 min
Lab File: BM@33563.D
54‘_1 261 10‘8-1 Acq: 21 Dec 2021 20:38
0\\i‘\\\‘\‘“\‘H\“}‘\‘\‘\‘\i\‘\\\‘\\l‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Tgt Ion:136 Resp: 113299
Abundance Scan 1272 (10.719 min): BM033563.D\data.ms Ion Ratio Lower Upper
136.2 136 100
137 11.4 8.6 13.0
54 14.3 8.3 12.5#
Raw 5o 68 7.9 5.0 7.6%#
Abundance
‘ ‘ ‘ 166.1
0! ‘\‘“\”“‘\‘\“‘\\“HM‘ ‘H‘\‘\‘\‘\H
miz--> 40 60 80 100 120 140 160
Abundance Scan 1272 (10.719 min): BM033563.D\data.ms ( 40000
136.2
Sub
50 20000
54.1 108.1
L St |, 1661 0
O S St - o
miz--> 40 60 80 100 120 140 160  Time.> 10.60 10.80

BMO33563.D 8270-BM122121.M Wed Dec 22 03:40:00 2021 Page 5



Abundance Scan 994 (9.083 min): BM033552.D\data.ms (-9¢ #23

82.1 Nitrobenzene-d5
54.1 Concen: 62.499 ng
RT: 9.078 min Scan#t 9{gSiiiiylElies
Ref 50 Delta R.T. -0.005 min
128.1 Lab File: BM@33563.D [SUESERIIEIE
‘ | | Acq: 21 Dec 2021 20:38 RIEREEERRAREPRTEAL
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 82 Resp: 170482
Abundance  Scan 993 (9.078 min): BM033563.D\data.ms 10" Ratio Lower Upper
83.1 82 100
128 34.2 28.1 42.1
54.1 54 66.1 46.1 69.1
Raw 50
128.1 Abundance
9.078
- 80000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 993 (9.078 min): BM033563.D\data.ms (-94 60000
82.1
54.1 40000
Sub 50
128.1 20000
0 0% [T [Tt
miz--> 40 60 80 100 120 140 160 180 200  Time--> 900 9.10

Abundance Scan 1091 (9.654 min): BM033552.D\data.ms (-1 #25

82.1 Isophorone
Concen: 2.689 ng
RT: 9.625 min Scan# 1086
Ref 50 Delta R.T. -0.029 min
39.1 Lab File:  BM@33563.D
138.2 Acq: 21 Dec 2021 20:38
0’ \‘i‘“\ \“\‘“‘\ T \“\ T \H“‘\ \‘\“\ ‘1\1\9.\1‘\ TT \“ RN R R RN
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 82 Resp: 11562
Abundance Scan 1086 (9.625 min): BM033563.D\data.ms ~ 1°" Ratio Lower Upper
81.1 82 100
41.1 95 160.5 6.4 9.6#
152.2 138 9.6 12.4 18.6#
Raw 50
Abundance
109.1 10000
Hhh ‘h ‘\ A 207.2
0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 8000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1086 (9.625 min): BM033563.D\data.ms (-1 9/625
81.1 6000
152.2 4000
Sub
507 41.1
2000
109.1
0 _hm‘huww‘uw‘u“u‘w“u S
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 9.55 9.60 9.65 9.70
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Abundance Scan 1438 (11.695 min): BM033552.D\data.ms ( #35
531 Caprolactam

Concen: 44.199 ng

RT: 11.737 min Scan# 1{gEigil=lies
Ref 50 85.1 1131 Delta R.T. 0.042 min
Lab File: BM@33563.D (GUEINEEISICIR
Acq: 21 Dec 2021 20:38 ESEERERZCRP A yEraE

0 ‘\‘h“\‘\“\‘\H‘Hi‘\‘uu‘uu‘\\\\‘\\\\2|0H7?]\-
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 16577
Abundance Scan 1445 (11.737 min): BM033563.D\datams 10" Ratio Lower Upper
57.1 113 100
55 334.4 183.6 223.6#
56 258.0 143.7 183.7#
Raw 50
Abundance
‘ 85.2 1132
0’ \H1 T \“ “ \‘\‘M \”‘HH\ T ‘\‘“‘ T \”\H\ Tt \:\L\4‘l\\l\:\l-‘6\5\\2\ T \2|(\)\7\:!- 30000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1445 (11.737 min): BM033563.D\data.ms (
57.1 20000
Sub 737
50 10000
H 85.2 113.2 N
obrell b A4 1833 O
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 11.70 11.75

Abundance Scan 1925 (14.560 min): BM033552.D\data.ms ( #39

162.2 Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.560 min Scan# 1925

Ref 50 Delta R.T. ©.000 min
Lab File: BM@33563.D
80.1 Acq: 21 Dec 2021 20:38
O' TTT T TT L T TT T TT T
miz--> 50 100 150 200 250 300 350 400 T8t Ton:164 Resp: 81926
Abundance Scan 1925 (14.560 min): BM033563.D\data.ms Ion Ratio Lower Upper
164.2 164 100

162 99.2 79.7 119.5
160 41.4 34.2 51.4

Raw 50
Abundance
55.1 50000 14560
ol 112 I 2211 2811 400.
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ 40000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 1925 (14.560 min): BM033563.D\data.ms (
164.2 30000
2
Sub 0000
50
10000
80.1
0 \‘\\‘2\2\1\.1\- \2\8\1\'1‘-\\\\‘\\\4\0’0\' T T T
m/z--> 50 100 150 200 250 300 350 400 Time--> 1450 14.60
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Abundance Scan 2178 (16.048 min): BM033552.D\data.ms ( #42

62.1 329.¢ 2,4,6-Tribromophenol
Concen: 89.815 ng
141.0 RT: 16.048 min Scan#t 21gSiidtigl=lgles
Ref 50 Delta R.T. ©0.000 min |
292.9 Lab File: BM@33563.D |SUCWEEIMECIE
H Acq: 21 Dec 2021 20:38 RIEREEERRAREPRTEAL
0 ‘\‘L‘HW‘ !m}hu ‘J‘\%ﬂﬂ%ﬁ%w ‘}h‘ “MM“ ‘m‘ : M‘ : LL\L ‘2‘8‘1-‘1‘\\‘ :
m/z--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 90604
Abundance Scan 2178 (16.048 min): BM033563.D\datams 10" Ratio Lower Upper
320.¢ 330 100
62.1
332 96.4 76.5 114.7
141 54.1 35.9 53.9%
Raw 50
Abundance
60000 16.p48
0,
miz--> 50 100 150 200 250 300
Abundance Scan 2178 (16.048 min): BM033563.D\data.ms ( 40000
62.1 329.¢
Sub 141.0
u 50 20000
221.9
obdliozs | s |4 S N
m/z-> 50 100 150 200 250 300 Time--> 16.00 16.10

Abundance Scan 1691 (13.183 min): BM033552.D\data.ms ( #45

172.1 2-Fluorobiphenyl
Concen: 63.260 ng
RT: 13.184 min Scan# 1691
Ref 50 Delta R.T. ©0.000 min
Lab File: BM@33563.D
Acq: 21 Dec 2021 20:38
51.1 75.1 120.0 146.1 4
O,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 367593
Abundance Scan 1691 (13.184 min): BM033563.D\data.ms Ion Ratio Lower Upper
172.1 172 100
171 35.1 27.2 40.8
170 23.1 18.7 28.1
Raw 50
Abundance
13/184
511 75.1 11461 ‘
0 \““\ \H\‘ ‘\““\ \‘ \‘H} ‘H\h\ \”\””‘ \‘\‘]\-\2}0\‘}\‘\ T N\M‘ \“ - ‘\ T \1\9\\5|2\\ T 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1691 (13.184 min): BM033563.D\data.ms ( 150000
172.1
100000
Sub
50
50000
5]\\"1 7?.1\ 120'1\14\6# ‘ 1
Ol e I B A Ea
m/z--> 40 60 80 100 120 140 160 180 200  Time—> 13.10 13.20 13.30
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Abundance Scan 2392 (17.306 min): BM033552.D\data.ms ( #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.301 min Scan#t 2/gigiil=gles
Ref 50 Delta R.T. -0.005 min |
Lab File: BM@33563.D [(GICHIEEIelE(6H
041 Acq: 21 Dec 2021 20:38 mIESEERRRHe) NPT
156.1 ‘
ol ‘.‘\‘H“ ‘\‘ iy ‘?“ I ‘2‘8‘1-‘-
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 162088
Abundance Scan 2391 (17.301 min): BM033563.D\datams 10N Ratio Lower Upper
188.2 188 100
94 7.3 7.5 11.3#
80 8.5 8.9 13.3#
Raw 50
Abundance
17.801
o2t B 12118 | w0
m/z-—-> 50 100 150 200 250 80000
Abundance Scan 2391 (17.301 min): BM033563.D\data.ms (
188.2 60000
Sub 40000
50
20000
ozt O 120t | e o= N
miz--> 50 100 150 200 250 Time--> 17.20 17.30 17.40
Abundance Scan 3102 (21.483 min): BM033552.D\data.ms ( #76
240.2 Chrysene-di12
Concen: 20.000 ng
RT: 21.483 min Scan# 3102
Ref 50 Delta R.T. ©0.000 min
Lab File: BM@33563.D
120.2 “ Acq: 21 Dec 2021 20:38
0123wl 804 M 3411 415.2 489.
miz--> 50 100 150 200 250 300 350 400 450 Tgt Ion:24@ Resp: 142272
Abundance Scan 3102 (21.483 min): BM033563.D\datams 10" Ratio Lower Upper
240.2 240 100
120 8.1 7.8 11.6
236 25.6 20.3 30.5
Raw 50
Abundance
100000 21483
o3l }uzfllgo.llmL  355.2 429.1489.
R S S A A A SRS RARRA AR 80000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3102 (21.483 min): BM033563.D\data.ms (
240.2 60000
Sub 40000
50
20000
ols21 M1801 | 3270 4010 a8y o
miz--> 50 100 150 200 250 300 350 400 450  Time-> 21.40  21.50
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Abundance Scan 2837 (19.924 min): BM033552.D\data.ms ( #79

244.3 Terphenyl-di14
Concen: 61.705 ng
RT: 19.924 min Scan#t 2{gSagiinlElee
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BM@33563.D [(GICHIEEIelE(6H
Acq: 21 Dec 2021 20:38 RIEREEERRAREPRTEAL
0\ ?‘4“’\1‘-\ H]\-‘(’)?\ﬂ-\ T ‘ \ \ \2\()‘]_\‘]_\‘\“““ L ‘ L .‘ T
m/z--> 50 100 150 200 250 300 350 gt Ion:244 Resp: 527784
Abundance Scan 2837 (19.924 min): BM033563.D\datams 10N Ratlo Lower Upper
2443 244 100
212 8.3 5.9 8.9
122 9.4 8.4 12.6
Raw 50
Abundance
19.524
160. 2 400000
Og\g\r%\‘\s% \1"‘\ \‘ \‘\ ‘ \‘ \ T \“ \‘ \‘ ‘\H“ L ‘ T \3\4.\1--‘0\
miz--> 50 100 150 200 250 300 350 200000
Abundance Scan 2837 (19.924 min): BM033563.D\data.ms (
244.3
200000
Sub
50
100000
60.2
0292 52t |20ty 3410 e —
miz--> 50 100 150 200 250 300 350 Time--> 19.90 20.00

Abundance Scan 3509 (23.877 min): BM033552.D\data.ms ( #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 23.877 min Scan# 3509

Ref 50 Delta R.T. ©.000 min
Lab File: BM@33563.D
132.1 Acq: 21 Dec 2021 20:38
0ﬁ?\?—\\‘\”\\\\‘\\\\‘H\l\‘}H\‘\3\’\4.\3"\]\.\\‘\\\\‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 127139
Abundance Scan 3509 (23.877 min): BM033563.D\datams 10" Ratio Lower Upper
264.2 264 100

260 24.0 17.7 26.5
265 21.9 17.7 26.5

Raw 50
Abundance
73.1 L0310 23.877
0 \\‘\\‘\\‘\“\\\‘\\‘\ \“‘\\L\l\“l l\\L\‘\\:\3\5‘§.\]\-\ﬁ3\9.‘]_\\\\‘\§4\‘9\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 40000
Abundance Scan 3509 (23.877 min): BM033563.D\data.ms (
264.1
Sub 20000
50
132.1
0520 329.0 430.1  549. 01
e e e e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 23.80 23.90
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