Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM100921\
Data File : BM@32398.D

Acqg On : 08 Oct 2021 18:05
Operator : CG/JU

Sample : M41e4-01

Misc

ALS vial : 6 Sample Multiplier: 1

Manual Integrations

Quant Time: Oct 08 19:17:20 2021 APPROVED

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Fri Oct 08 17:11:04 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.613 152 361464 20.00 ng 0.00
21) Naphthalene-d8 10.401 136 1479389 20.00 ng # 0.00
39) Acenaphthene-die 14.260 164 937888 20.00 ng 0.00
64) Phenanthrene-d10 16.989 188 1922913 20.00 ng # 0.00
76) Chrysene-di12 21.153 240 1835531 20.00 ng 0.00
86) Perylene-di12 23.294 264 1587169 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.190 112 731506 34.10 ng 0.00

7) Phenol-d6 6.801 99 587771 20.03 ng -0.01
23) Nitrobenzene-d5 8.766 82 1882174 70.76 ng 0.00
42) 2,4,6-Tribromophenol 15.748 330 727757 69.31 ng 0.00
45) 2-Fluorobiphenyl 12.883 172 4119163 65.30 ng 0.00
79) Terphenyl-di4 19.606 244 5507972 63.20 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 9.666 122 3175m 5.01 ng

(#) = 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\BM100921\
Data File : BM@32398.D

Acqg On : 08 Oct 2021 18:05
Operator : CG/JU

Sample : M4d1e4-01

Misc

ALS vial : 6 Sample Multiplier: 1

Manual Integrations
Quant Time: Oct 08 19:17:20 2021 APPROVED

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM100221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Oct 08 17:11:04 2021

Response via : Initial Calibration

mohammad
10/11/2021 2:13:24 PM

Abundance TIC: BM032398.D\data.ms
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Abundance Scan 817 (7.642 min): BM032310.D\data.ms (-8( #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 7.613 min Scan# 812
Ref 50 115.1 Delta R.T. -0.006 min
780 | Lab File:  BM@32398.D
‘ Acq: 08 Oct 2021 18:05
of w b do A 109 282,
m/z--> 100 150 200 250 Tgt IOFIZ:!.SZ RESpZ 361464
Abundance Scan 812 (7.613 min): BM032398.D\datams 1o Ratio Lower Upper
150.0 152 100
150 154.7 122.4 183.6
115 59.6 53.8 80.8
Raw 50
115.0 Abundance
78.1
0 ‘\ ]‘-“ \ \““\ ‘\ \“‘\ T T “ T T T \2‘07\.9 T T ‘ T 2\8\]"\( 300000
m/z--> 50 100 150 200 250
Abundance Scan 812 (7.613 min): BM032398.D\data.ms (-7¢
150.0 200000
Sub
50 115.0 100000
78.0
of“%w‘” A 209
m/z--> 50 100 150 200 250 Time--> 7.60 7.70

Abundance Scan 404 (5.213 min): BM032310.D\data.ms (-3¢ #5

112.1 2-Fluorophenol
Concen: 34.10 ng
64.1 RT: 5.190 min Scan# 400
Ref 50 Delta R.T. ©.000 min
Lab File: BM@32398.D
‘ ‘ Acq: 08 Oct 2021 18:05
0 ‘“ M“\H‘\ \‘\ ‘ T T T ‘ \]-\76\\8’2\20 9\ 2\8\]-.\0‘ T \3\4\().‘
m/z--> 50 100 150 200 250 300 Tgt Ion:112 Resp: 731506
Abundance  Scan 400 (5.190 min): BM032398.D\datams ~ 100 Ratio Lower Upper
112.1 112 100
64 54.9 53.7 80.5
64.1 63 28.8 33.9 50.9%#
Raw 50
Abundance
500000 5.490
i} m\‘u‘\ " \‘ ‘ 193.0 280.9 341.
0 T L B L B B B 400000
miz--> 100 150 200 250 300
Abundance Scan 4003.)1?0 min): BM032398.D\data.ms (-3¢ 300000
Sub 64.1 200000
50
100000
ol 2070 2809
m/z--> 100 150 200 250 300 Time--> 510 520 5.30
BMO32398.D 8270-BM100221.M Mon Oct 11 14:17:30 2021

Manual Integrations
APPROVED

mohammad
10/11/2021 2:13:24 PM
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Abundance Scan 679 (6.831 min): BM032310.D\data.ms (-67 #7

99.1 Phenol-d6

Concen: 20.03 ng

RT: 6.801 min Scan# 674

Ref 50 Delta R.T. -0.012 min
Lab File: BM@32398.D
42.0 Acq: 08 Oct 2021 18:05
0+ ‘\h‘h ““ ‘\ “‘U‘ T T \1\9\1.‘1\ T \2\4’8\9\ LI
m/z--> 50 100 150 200 250 300 Tgt Ion: 99 Resp: 587771
Abundance Scan 674 (6.801 min): BM032398.D\datams 10" Ratio Lower Upper
99.1 99 100

42 15.8 23.0 34.6#
71 32.3 37.8 56.8#

Raw 50
A 50
42.1 6.$01
o I 147.0  207.0 283.1  340.
\\‘\\\\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z-—-> 50 100 150 200 250 300 300000
Abundance Scan 674 (6.801 min): BM032398.D\data.ms (-6
od.1
200000
Sub
50 100000
42.0
obowd L 2060 2811 340 L
m/z--> 50 100 150 200 250 300 Time-> 6.70 6.80 6.90

Abundance Scan 1291 (10.430 min): BM032310.D\data.ms ( #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 10.401 min Scan# 1286
Ref 50 Delta R.T. -0.006 min
Lab File: BM©32398.D
54.1 Acq: 08 Oct 2021 18:05
oL “‘.\‘H\ ‘%‘8\.1‘ “\ T \“‘\ T \1\8\9‘9 \22\4\9\2‘57\6\\ T
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.36 Resp: 1479389
Abundance Scan 1286 (10.401 min): BM032398.D\datams 1ON Ratlo Lower Upper
136.1 136 100
137 10.9 8.7 13.1
54 7.9 7.4 11.0
Raw 5o 68 6.0 3.8 5.8#
Abundance
10.401
54.1
OL— “‘\‘H\ H\m\-“‘\ T \“‘\ T :\]-9\3‘1\ [ \2\8\1\( 800000
m/z--> 50 100 150 200 250
Abundance Scan 1286 (10.401 min): BM032398.D\data.ms (600000
136.1
400000
Sub
50
200000
54.0
ol .43 | 1930 280 oA
m/z-—-> 50 100 150 200 250 Time--> 10.40  10.60
BM032398.D 8270-BM100221.M Mon Oct 11 14:17:31 2021

Manual Integrations
APPROVED

mohammad
10/11/2021 2:13:24 PM
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Abundance Scan 1014 (8.801 min): BM032310.D\data.ms (-1 #23

82.0 Nitrobenzene-d5

Concen: 70.76 ng

RT: 8.766 min Scan# 1008
Ref 50 1281 Delta R.T. -0.006 min

Lab File: BM@32398.D

Acq: 08 Oct 2021 18:05

0‘\19"“\‘!“\‘ \‘ L e s \20\9\1\ T \2\8\2\0 T \?\’55\
m/z--> 5b 160 1%0 260 2%0 360 3%0 Tgt Ion: 82 RESpZ 1882174 Manualhnegraﬂons

Abundance Scan 1008 (8.766 min): BM032398.D\datams 100 Ratio Lower Upper APPROVED

82.1 82 1e0 mohammad
54 48.5 45.8 68.8

Raw 50 128.1
Abundance
8.766
of % L L, | 207.0  281.0 1000000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350  gooooo
Abundance Scan 1008 (8.766 min): BM032398.D\data.ms (-¢
82.1 600000
Sub 400000
50 128.1
200000
o9 L | 207.0 2810 ol
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 Time--> 8.70 8.80 8.90
Abundance Scan 1183 (9.795 min): BM032310.D\data.ms (-1 #32
105.1 Benzoic acid
Concen: 5.01 ng m
RT: 9.666 min Scan# 1161
Ref 50 Delta R.T. -0.106 min
511 Lab File: BM@32398.D
Acq: 08 Oct 2021 18:05
oL ‘“\““‘ \“\“‘H\ \“ T \‘ \146‘\9 T ]\-9\2‘9\ T T ’2\66\\9\ T \3\26\
miz--> 50 100 150 200 250 300 Tgt Ion:122 Resp: 3175
Abundance Scan 1161 (9.666 min): BM032398.D\data.ms 10" Ratio Lower Upper
240 122 100
105 91.1 120.3 160.3#
1220 77 81.7 100.0 140.0#
Raw 50
28 207.0 Abundance
‘ 280.9
0 \‘“ ‘h\“\‘ l‘\ T \“ 1T \“ LI ’ T T 1T 7T ‘ T T T 1000 9' 66
miz--> 50 100 150 200 250 300
Abundance Scan 1161 (9.666 min): BM032398.D\data.ms (-1
22.0
500
Sub 50 770
B8 ““ 192.9 280.9
ol Ml LT oDl
m/z--> 50 100 150 200 250 300 Time--> 9.60 9.70 9.80
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Abundance Scan 1947 (14.289 min): BM032310.D\data.ms ( #39

162.

2

Ref 50
80.0
0+ %:‘In \“‘\ ‘“\“ 7 ‘}2\‘2.\‘1‘\ “H T \2‘08\9 T \2\8\1.\'
miz--> 50 100 150 200 250
Abundance Scan 1942 (14.260 min): BM032398.D\data.ms
164.2
Raw 50
80.1
0 \4%:‘1‘-‘ \“‘\ H\‘\‘ g ]\-3\%\1‘ ‘H T \2‘07\$ L B B
m/z--> 50 100 150 200 250
Abundance Scan 1942 (14.260 min): BM032398.D\data.ms (
164.2
Sub
50
80.1
R el S S
miz--> 50 100 150 200 250

Acenaphthene-d1e

Concen: 20.00 ng

RT: 14.260 min Scan# 1942
Delta R.T. -0.006 min

Lab File: BM©32398.D

Acq: 08 Oct 2021 18:05

Tgt Ion:164 Resp: 937888
Ion Ratio Lower Upper
164 100
162 99.8 80.6 121.0
160 43.5 35.1 52.7
Abundance
14.260
600000

400000

200000

Time--> 1420 14.30

Abundance Scan 2199 (15.771 min): BM032310.D\data.ms ( #42

62.0

329.8

Ref 50
0 aa
miz--> 50 100 150 200 250 300
Abundance Scan 2195 (15.748 min): BM032398.D\data.ms
329.8
Raw 62.1
50 141.0
‘ 221.9
0 " \‘\‘ }‘ i M‘ ‘ o H\‘ ‘;Hﬁ‘l-‘l’ : UHH‘ : \‘1\“2‘7‘2‘-8‘ P M
miz--> 50 100 150 200 250 300
Abundance Scan 2195 (15.748 min): BM032398.D\data.ms (
329.8
Sub 62.1
50 141.0
‘ 221.9
0 ‘\\‘ \i‘ 1‘ Ll U ‘ }‘\Hh‘ ' }‘\‘ ‘H\B‘l;?’ . U“H‘ . \1\‘ 2‘7‘4‘8“ |
m/z--> 50 100 150 200 250 300

BM032398.D 8270-BM100221.M

Mon Oct 11 14:

2,4,6-Tribromophenol
Concen: 69.31 ng

RT: 15.748 min Scan# 2195
Delta R.T. -0.006 min

Lab File: BM©32398.D

Acq: 08 Oct 2021 18:05

Tgt Ion:330 Resp: 727757
Ion Ratio Lower Upper
330 100
332 96.5 75.7 113.5
141 38.4 50.7 76.1#
Abundance
500000{ 15-f48
400000
300000
200000
100000
0 T T ‘ T T
Time--> 15.80
17:32 2021

Manual Integrations
APPROVED

mohammad
10/11/2021 2:13:24 PM
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Abundance Scan 1712 (12.907 min): BM032310.D\data.ms ( #45

1721 2-Fluorobiphenyl

Concen: 65.30 ng

RT: 12.883 min Scan# 1708
Ref 50 Delta R.T. ©.000 min

Lab File: BM©32398.D

Acq: 08 Oct 2021 18:05
89.1 85.1 1331 g

0+ ‘\.’“ \‘\““\h\”‘ T 1“\‘\”””\ L L B \.‘
m/z--> 50 100 150 200 250 300 Tgt Ion:172 Resp: 4119163
Abundance Scan 1708 (12.883 min): BM032398.D\datams 10" Ratio Lower Upper
1721 172 100
171 35.6 28.1 42.1
176 23.7 18.6 27.8
Raw 50
Abundance
2500000 12/883
oot 95t 1331 281.0
\\’\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 2000000
Abundance Scan 1708 (12.883 min): BM032398.D\data.ms (
172.1 1500000
1000000
Sub
50
500000
of91 0180 | o oL
m/z--> 50 100 150 200 250 300 Time--> 12.80 13.00

Abundance Scan 2410 (17.012 min): BM032310.D\data.ms ( #64

188.2 Phenanthrene-di10
Concen: 20.00 ng
RT: 16.989 min Scan# 2406
Ref 50 Delta R.T. -0.006 min
Lab File: BM032398.D
941 Acq: @8 Oct 2021 18:05
0,523 [ 101y Il 20812820 301
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 1922913
Abundance Scan 2406 (16.989 min): BM032398.D\datams 100 Ratio  Lower Upper
188.2 188 100
94 9.7 6.3 9.54#
80 10.6 7.3 10.9
Raw 50
Abundance
16.989
80.1
ofli Ll 12y | ae11
m/z--> 50 100 150 200 250 300 1000000
Abundance Scan 2406 (16.989 min): BM032398.D\data.ms (
188.2
Sub 500000
50
80.0
oALO || 1820 | 2811 -
m/z--> 50 100 150 200 250 300 Time--> 16.90 17.00
BM032398.D 8270-BM100221.M Mon Oct 11 14:17:32 2021

Manual Integrations
APPROVED

mohammad
10/11/2021 2:13:24 PM
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Abundance Scan 3119 (21.183 min): BM032310.D\data.ms ( #76

240.2

Ref 50

120.1
21

o

23.0 401.1 489.1

miz--> 50 100 150 200 250 30

Abundance Scan 3114 (21.153 min):
240.2

0 350 400 450 500
BM032398.D\data.ms

Raw 50
120.1
0\\‘\\\\"‘\J!\\‘\\\\‘\\\‘\\\\‘ﬁ%%lg\ﬂﬁs\.\q‘ﬁg\g‘.g\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3114 (21.153 min): BM032398.D\data.ms (
240.2
Sub
50
120.1
ol AL il i 81103830 4749
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance Scan 2855 (19.630 min): BM032310.D\data.ms ( #79

24

Ref 50

54.1 \‘ p‘ \J\U“

4.3

0\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 2

Abundance Scan 2851 (19.606 min):
24

50 300 350 400

BM032398.D\data.ms
4.3

Raw 50
0 \\Sﬁ\]\- \‘ T “\ \‘\ T ‘ \ \ \ T “ J\‘\UJ\“‘ T \2\9\5‘\]-\ \3\5‘5\\0\ ﬁ:l_\\r\)\]-\
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2851 (19.606 min): BM032398.D\data.ms (
244.3

Sub
50

122
54.0 L ‘ \p' \ J H\“

84.
O bty bl

295.1 355 0 415.1

m/z--> 50 100 150 200 2

BM032398.D 8270-BM100221.M

50 300 350 400

Mon Oct 11 14:

Chrysene-d12
Concen: 20.00 ng
RT: 21.153 min Scan# 3114
Delta R.T. -0.006 min
Lab File: BM©32398.D
Acq: 08 Oct 2021 18:05
Tgt Ion:240 Resp: 1835531
Ion Ratio Lower Upper
240 100
120 11.2 7.8 11.6
236 25.9 20.9 31.3
Abundance
1500000  21.153
1000000
500000
0 T T ‘ T T
Time--> 21.20
Terphenyl-d14
Concen: 63.20 ng
RT: 19.606 min Scan# 2851
Delta R.T. ©0.000 min
Lab File: BM032398.D
Acq: 08 Oct 2021 18:05
Tgt Ion:244 Resp: 5507972
Ion Ratio Lower Upper
244 100
212 7.9 6.5 9.7
122 11.4 8.7 13.1
Abundance
4000000 19.606
3000000
2000000
1000000
T T T ‘ T T T T ‘ T T
Time--> 19.60 19.80
17:33 2021

Manual Integrations
APPROVED

mohammad
10/11/2021 2:13:24 PM
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Abundance Scan 3485 (23.336 min): BM032310.D\data.ms ( #86

264.1 Perylene-d12
Concen: 20.00 ng
RT: 23.294 min Scan# 3478
Ref 50 Delta R.T. -0.006 min
Lab File: BM@32398.D
132.0 Acq: 08 Oct 2021 18:05
0l-089 4 | 4282, 330.1 4029 476.1 549,
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: ?64 Resp: 1587169 Manual Integratlons
Abundance Scan 3478 (23.294 min): BM032398.D\datams 10N Ratlo Lower Upper APPROVED
264.2 264 100 mohammad
260 24.1 19.3 28.9 10/11/2021 2:13:24 PM
265 21.9 18.3  27.5
Raw 50
Abundance
132.1 gooooo, o
ol 661 | 1971 |, 341141514802
\\’\H\‘\\\\‘\\\\‘H\\‘ \\\‘H\\‘\H\‘\H\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 600000
Abundance Scan 3478 (23.294 min): BM032398.D\data.ms (
264.1
400000
Sub
50
200000
132.1
0660 | 1071 | 33724030 4011
reprr e e e e P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 2320 23.40
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