Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM121021\
Data File : BM@33394.D

Acqg On : 10 Dec 2021 15:01
Operator : CG/JU

Sample : M4919-03

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Dec 11 02:10:44 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM120821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Dec 09 07:11:07 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.901 152 58288 20.000 ng -0.01
21) Naphthalene-d8 10.701 136 240346 20.000 ng 0.00
39) Acenaphthene-die 14.530 164 177829 20.000 ng 0.00
64) Phenanthrene-d10 17.271 188 415452 20.000 ng 0.00
76) Chrysene-di12 21.430 240 387367 20.000 ng -0.01
86) Perylene-di12 23.747 264 321344 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.490 112 193921 54.579 ng 0.00
7) Phenol-d6 7.078 99 156716 31.634 ng -0.01
23) Nitrobenzene-d5 9.066 82 522240 92.261 ng -0.01
42) 2,4,6-Tribromophenol 16.018 330 309506 162.703 ng 0.00
45) 2-Fluorobiphenyl 13.154 172 1058771 82.357 ng 0.00
79) Terphenyl-di4 19.883 244 1491230 71.322 ng 0.00
Target Compounds Qvalue
9) Benzaldehyde 7.037 77 67 Below Cal # 7
57) 2,4-Dinitrotoluene 15.083 165 18549 5.338 ng # 36

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Abundance Scan 778 (7.913 min): BM033341.D\data.ms (-77 #1

Concen:

RT: 7.

Ref 50 Delta R.
78.1 115.0

Acq: 10

404
™ |l 281

m/z--> 50 100 150 200 250 Tgt Ion:

o

150.0 1,4-Dichlorobenzene-d4

20.000 ng
901 min Scan# 7{adlllEpies
T. -0.012 min

Lab File: BM@33394.D [GUEhISEIEH

Dec 2021 15:01

152 Resp: 58288

Abundance ~ Scan 793 (7.901 min): BM033394.D\data.ms 1N Ratio Lower Upper

150.0 152 100
150 159.5 128.9 193.3
115 67.5 53.06  79.6

Raw 50 11
78.1 50 Abundance
40.0 ‘ 50000
0+ ‘hl“h”‘}”‘m\‘”h‘\‘M“‘\ I \”“\ T “‘\ LA I B B
m/z--> 50 100 150 200 250 40000
Abundance Scan 793 (7.901 min): BM033394.D\data.ms (-7
150.0 30000
Sub 20000
50
781 115.0
10000
40.0 ‘
o i N . N
miz--> 50 100 150 200 250 Time-->

Abundance Scan 367 (5.496 min): BM033341.D\data.ms (-3¢ #5

64.1 Concen:
RT: 5.
Ref 50 Delta R.

Acq: 10
38.1 500 ‘ ‘ ‘
il Aol 779 !

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

o

7.85 7.90 7.95

1121 2-Fluorophenol

54.579 ng
490 min Scan#t 383
T. -0.006 min

92.1 Lab File: BM@33394.D

Dec 2021 15:01

112 Resp: 193921

Abundance  Scan 383 (5.490 min): BM033394.D\datams 10N Ratio Lower Upper

112.1 112 100
64.1 64 70.6 55.5 83.3
63 42.7 31.3 46.9

Raw 50
831 Abundance
wiao ||
0 \‘\\\‘\i‘\w‘\\“‘\‘\‘M"‘l\‘““\WH“\‘1\\‘\‘\\-\‘\\\\‘ ‘H\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 383 (5.490 min): BM033394.D\data.ms (-3¢
112.1
64.1
Sub 50000
50
83.1
38.0 50.0 ‘ ‘ i
O bt s My 920
miz--> 30 40 50 60 70 80 90 100 110 120 Time-->

BMO33394.D 8270-BM120821.M

540 550 5.60

Sat Dec 11 02:10:54 2021

Page 3



Abundance Scan 638 (7.090 min): BM033341.D\data.ms (-62 #7

99.1 Phenol-d6
Concen: 31.634 ng
RT: 7.078 min Scan# 6{EidllEies
Ref 50 71.1 Delta R.T. -0.012 min |
421 Lab File: BM@33394.D (GUEIEETIEIH
Acq: 10 Dec 2021 15:01
0 “M“‘“”HWH}‘wwwwwwwwww
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 99 Resp: 156716
Abundance  Scan 653 (7.078 min): BM033394.D\data.ms 10N Ratio Lower Upper
99.1 99 100
42 29.6 20.3 30.5
71 45.7 34.5 51.7
Raw 50 71.1
42.1 Abundance
7.078
OWA‘m‘vaOG'E 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 653 (7.078 min): BM033394.D\data.ms (-6( 60000
99.1
40000
sub 711
42.0 20000
OJ”ZOG.S 0% [T T
miz--> 40 60 80 100 120 140 160 180 200 Time-->  7.00 7.10 7.20

Abundance Scan 633 (7.060 min): BM033341.D\data.ms (-62 #9

77.1 105.1 Benzaldehyde
Concen: Below Cal
51.0 RT: 7.037 min Scan# 646
Ref 50 Delta R.T. -0.023 min
Lab File: BMO33394.D
Acq: 10 Dec 2021 15:01
0 \HH\*‘HwHHWHWHWHZ\Q??Q
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 77 Resp: 67
Abundance  Scan 646 (7.037 min): BM033394.D\datams ~ 10N Ratlo Lower Upper
40,0 77 100
105 0.0 67.1 107.1#
106 0.0 64.3 104.3#
Raw 50
114.0 Abundance
85.0 7.037
i ]
0 ‘\‘\‘h"\"H\}\‘Hl“‘”“HH‘HH‘HH“\‘H 150
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 646 (7.037 min): BM033394.D\data.ms (-5¢
114.0 100
Sub
50 50
0 ””\‘!‘w‘”‘\‘”‘\‘”w”w”w”w“m OH\HH\HH
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 703  7.04
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Abundance Scan 1253 (10.707 min): BM033341.D\data.ms ( #21

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 10.701 min Scan# 1[[E{dVilEliss

Ref 50 Delta R.T. -0.006 min |
Lab File: BM@33394.D (GUEIEETIEIH
54‘_1 78.1 10?.1 | Acq: 10 Dec 2021 15:01
0\\\“\\\‘\“}H\\Hiw\\\‘\‘\\\‘\\\“"\\\\‘\\\\‘\\\\‘\\;\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:136 Resp: 240346
Abundance Scan 1269 (10.701 min): BM033394.D\datams 10N Ratlo Lower Upper
136.1 136 100
137 11.6 8.6 13.0
54 9.9 8.3 12.5
Raw 5g 68 6.5 5.0 7.6
Abundance
10/yo1
108.1
54.1 781 ‘
0H\‘w\H‘\‘NH\\HW\‘H‘\‘H‘\‘\H‘H‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1269 (10.701 min): BM033394.D\data.ms (
136.1
Sub 50000
50
54.0 75, 1081
Y S O S S o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.60 10.70

Abundance Scan 976 (9.078 min): BM033341.D\data.ms (-9¢ #23

82.1 Nitrobenzene-d5
Concen: 92.261 ng
RT: 9.066 min Scan# 991
Ref 50 128.1 Delta R.T. -0.012 min
' Lab File: BM@33394.D
42# Acq: 10 Dec 2021 15:01
obitbabid o b 2070 281y
miz--> 50 100 150 200 250 Tgt Ion: .82 Resp: 522240
Abundance  Scan 991 (9.066 min): BM033394.D\data.ms 10" Ratio Lower Upper
84.1 82 100
128 35.6 28.1 42.1
54 60.9 46.1 69.1
Raw 50
128.1 Abundance
300000 9.066
42.
ki N T I
miz--> 50 100 150 200 250
Abundance Scan 991 (9.066 min): BM033394.D\data.ms (-9¢ 200000
82.1
Sub 100000
50 128.1
42.#
0h— “!“‘ “\ AL A U A B e NRARERRREEE
miz--> 50 100 150 200 250 Time--> 9.00 9.10 9.20
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Abundance Scan 1904 (14.536 min): BM033341.D\data.ms ( #39

162.2 Acenaphthene-dle
Concen: 20.000 ng
RT: 14.530 min Scan# 1{gEigil=lies
Ref 50 Delta R.T. -0.006 min |
80.0 Lab File: BM@33394.D (GUEIEETIEIH
' Acq: 10 Dec 2021 15:01
ol i, d223 2000 281,
m/z--> 50 100 150 200 250 Tgt Ion:}64 RESpZ 177829
Abundance Scan 1920 (14.530 min): BM033394.D\datams 10N Ratlo Lower Upper
169.2 164 100
162 100.5 79.7 119.5
160 42.7 34.2 51.4
Raw 50
Abundance
80.1 14.530
0,42'1 122. 194.1 100000
T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 1920 (14.530 min): BM033394.D\data.ms (
162.2
50000
Sub
50
80.0
0 42.0 118. 194.1 ]
- T T T ‘ T T T T ‘ T T T T T LI ‘ L L ‘ L T
miz-> 50 100 150 200 250 Time--> 1450 14.60

Abundance Scan 2157 (16.024 min): BM033341.D\data.ms ( #42

329.€ 2,4,6-Tribromophenol
Concen: 162.703 ng

RT: 16.018 min Scan# 2173
Delta R.T. -0.006 min

Lab File: BM@33394.D

Acq: 10 Dec 2021 15:01

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 389506
Abundance Scan 2173 (16.018 min): BM033394.D\data.ms ggg ig;lO Lower Upper

332 95.7 76.5 114.7
141 47.3 35.9 53.9

Raw 50
Abundance
16.018
200000
0,
m/z--> 50 100 150 200 250 300 150000
Abundance Scan 2173 (16.018 min): BM033394.D\data.ms (
100000
Sub
50000
- L L ‘ L T T ‘ L
m/z--> 50 100 150 200 250 300 Time--> 16.00 16.10
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Abundance Scan 1670 (13.160 min): BM033341.D\data.ms ( #45

1721 2-Fluorobiphenyl
Concen: 82.357 ng
RT: 13.154 min Scan# 1([gEigial=lies
Ref 50 Delta R.T. -0.006 min _
Lab File: BM@33394.D (GUEIEETIEIH
Acq: 10 Dec 2021 15:01

51.1 85.1 120.1 146.1 ‘

206.9
0\\\‘\\\\‘\\\‘H}‘\h\\\‘\\\\“\\\‘\‘\\‘1\‘\\‘\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:172 Resp: 1058771
Abundance Scan 1686 (13.154 min): BM033394.D\datams 100 Ratio Lower Upper
1791 172 100
171 34.3 27.2 40.8
170 22.9 18.7 28.1
Raw 50
Abundance
13.154
85.1 146.1
0 TTT ‘5\%\]\.‘ \ T \‘H‘\ ‘ \h\ \ T ‘ T \]\.\2?\ ?-\‘\ ‘ }‘\M \ ‘ T \ ‘\ ‘ TTT \2‘(\)\7.\9 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1686 (13.154 min): BM033394.D\data.ms (
172.1 400000
Sub
50 200000
85.1 146.1
O b P2 L L2078 oL
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 13.10 13.20
Abundance Scan 1966 (14.901 min): BM033341.D\data.ms ( #57
89.1 165.1 2,4-Dinitrotoluene
Concen: 5.338 ng
63.0 RT: 15.083 min Scan# 2014
Ref 50 Delta R.T. ©.182 min
390 119.1 Lab File: BMO33394.D
‘ ‘ Acq: 10 Dec 2021 15:01
0 H\’\‘\‘!‘\“\h\\”}“i\Hr‘\\‘\mi\\‘i\\\\‘\V\\‘r‘\\\“\\\\‘\\?\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 Resp: 18549
Abundance Scan 2014 (15.083 min): BM033394.D\data.ms 10N Ratio Lower Upper
180.1 165 100
64.0 63 24.1 46.2 69.4%
89 17.4 72.0 108.0#
Raw 5 1371 182 4.9 2.2 3.4#
a0lo 910 Abundance
‘ 8000 15.083
0 “\‘H}H“U\‘HM‘“\H\\‘\“\‘!\H‘U‘ \“\\‘}H\\\“‘\\\‘%(\)\?\]\-
m/z--> 40 60 80 100 120 140 160 180 200 6000
Abundance Scan 2014 (15.083 min): BM033394.D\data.ms (
180.1
64.0 4000
Sub
50 137.1 2000
91.0
AN |
miz--> 40 60 80 100 120 140 160 180 200  Time--> 15.00 15.10 15.20
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Abundance Scan 2370 (17.277 min): BM033341.D\data.ms ( #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.271 min Scan#t 21gigil=glies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@33394.D [(GICHIEEIelEI(CH
Acq: 10 Dec 2021 15:01
0421 A u‘ \‘1140 l5ﬁl d‘
T T ‘ T T T \ ‘ T T T T T i ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 415452
Abundance Scan 2386 (17.271 min): BM033394.D\datams 10" Ratio Lower Upper
188.2 188 100
94 8.3 7.5 11.3
80 9.3 8.9 13.3
Raw 50
Abundance
17271
80.
o400 ) “1140 15§11 0210 283 250000
T T ‘ T T T \ ‘ T T T T T \ ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 200000
Abundance Scan 2386 (17.271 min): BM033394.D\data.ms (
188.2 150000
Sub 100000
50
50000
80.0
01420 1y 12211501 || 2210 283
e TR ““‘ A R
miz--> 50 100 150 200 250 Time->  17.20  17.30

Abundance Scan 3078 (21.442 min): BM033341.D\data.ms ( #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 21.430 min Scan# 3093
Ref 50 Delta R.T. -0.012 min
Lab File: BM@33394.D
120.2 ‘ Acq: 10 Dec 2021 15:01
G \5\‘-\\\\"d\‘”\\‘]\_\S\\‘lﬂl\‘l\“ ‘\\\\‘\\3\4\3)‘94\9‘].\9\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:24@ Resp: 387367
Abundance Scan 3093 (21.430 min): BM033394.D\datams 10" Ratio Lower Upper
240.2 240 100
120 9.6 7.8 11.6
236 25.6 20.3 30.5
Raw 50
Abundance
300000 21.430
120.1
04\.%‘]\-\‘\ ‘\"d\u TT ‘]\-\8\1-\ 9\\\ \h ‘ TT \ \‘3%5\ \]‘_\ \4\\09 \8\ T ‘ \4\8\\9‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3093 (21.430 min): BM033394.D\data.ms (200000
240.2
Sub
50 100000
118.1
0.520, 11 1801 | 3270 4008 4752 -
miz--> 50 100 150 200 250 300 350 400 450  Time--> 21.40 2150
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Abundance Scan 2814 (19.889 min): BM033341.D\data.ms ( #79

244.3 Terphenyl-di4
Concen: 71.322 ng
RT: 19.883 min Scan# 2{gEigil=lies

Ref 50 Delta R.T. -0.006 min \A_
Lab File: BM@33394.D [(ClEhISEIlollEIl0f
Acq: 10 Dec 2021 15:01
[ \571‘\]‘-\ g ‘1‘\2‘\‘2\?‘\_ “‘1‘ t \]‘-\9?.\?\‘\“1““ L B B ‘ T
m/z--> 50 100 150 200 250 300 350 T8t Ion:244 Resp: 1491230
Abundance Scan 2830 (19.883 min): BM033394.D\datams 10" Ratio Lower Upper
244.3 244 100
212 7.5 5.9 8.9
122 9.7 8.4 12.6
Raw 50
Abundance
19.883
122 1
ol 241, 4 1982 | 2952 355 1000000
\\’\\\\‘\\\\‘\\\‘\ ‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2830 (19.883 min): BM033394.D\data.ms (
2443
500000
Sub
50
122.1
oLt e 4 2982 | 2051 3411 GA ‘
m/z--> 50 100 150 200 250 300 350 Time-> 19.80 19.90

Abundance Scan 3473 (23.765 min): BM033341.D\data.ms ( #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 23.747 min Scan# 3487
Ref 50 Delta R.T. -0.018 min
Lab File: BMO33394.D
132.0 Acq: 10 Dec 2021 15:01
0 \\6‘4\(\)\’\“\‘”\‘\\\2\0‘4\\0\\‘4\\\?\2\5\\9‘\:3\8\?‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:264 Resp: 321344
Abundance Scan 3487 (23.747 min): BM033394.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 23.3 17.7 26.5
57.1 265 21.6 17.7 26.5
Raw 50
Abundance
‘ 150000 23.r47
[ ‘ \ t ’” lm ““\ ‘ T \“ t \' oy ‘ull \\\ T \3\‘\1\1‘\1\4\9‘1\\1\ \‘4\7\6\\?
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3487 (23.747 min): BM033394.D\data.ms (100000
264.1
b 57.1
Su 50 50000
‘ l 132.1
ol bbpud . 20 ‘?"‘u‘4”“3%4?;”‘4‘1‘59_4‘59‘ —
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 23.70 23.80
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