Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132700.D

Acqg On : 08 Mar 2023 20:32
Operator : CG\JU

Sample : 01829-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 09 00:40:44 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@22223.M Reviewed By :Christian Giraldo  03/09/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 03/09/2023
QLast Update : Tue Mar 07 13:42:31 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.987 152 146222 20.000 ng 0.00
21) Naphthalene-d8 8.269 136 520353 20.000 ng -0.01
39) Acenaphthene-di10 10.033 164 254296 20.000 ng 0.00
64) Phenanthrene-d1e 11.527 188 420429 20.000 ng 0.00
76) Chrysene-di2 14.186 240 337104 20.000 ng -0.01
86) Perylene-di12 15.727 264 391956 20.000 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.616 112 802306 89.051 ng 0.00
7) Phenol-d6 6.610 99 1014479 86.278 ng -0.01
23) Nitrobenzene-d5 7.551 82 628698 57.323 ng -0.01
42) 2,4,6-Tribromophenol 10.827 330 204351 74.410 ng 0.00
45) 2-Fluorobiphenyl 9.345 172 1037952 62.150 ng -0.01
79) Terphenyl-di4 13.116 244 934875 46.889 ng -0.01
Target Compounds Qvalue
32) Benzoic acid 7.992 122 3196m 4.293 ng

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Acq On : 08 Mar 2023 20:32
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ALS Vial : 13  Sample Multiplier: 1
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APPROVED

Reviewed By :Christian Giraldo  03/09/2023
Supervised By :Jagrut Upadhyay  03/09/2023
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Abundance Scan 710 (7.013 min): BF132504.D\data.ms (-70 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.987 min Scan# 740l
Ref 50 115.0 Delta R.T. -0.006 min \A_|
520 78.0 Lab File: BF132700.D (GUEWEEIIEIRE
‘ Acq: 08 Mar 2023 20:32 SERUEAVEIEND
s aoee _
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.SZ Resp: 14622 Manual Integratlons
Abundance  Scan 748 (6.987 min): BF132700.D\datams 10N Ratio Lower Upper BRELULIENISS
150.0 152 1loe Reviewed By :Christian Giraldo 03/09/2023
156 156.9 125.4 188.28 sypervised By :Jagrut Upadhyay —03/09/2023
115 60.5 47.8 71.6
Raw 50
115.0
Abundance
60 780 560660
0,
m/z--> 40 60 80 100 120 140 160 180 200 5 6.087
Abundance Scan 748 (6.987 min): BF132700.D\data.ms (-73 00000 '
Sub 100000
- 7\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.95 7.00 7.05
Abundance Scan 476 (5.637 mln) BF132504.D\data.ms (-47 #5
112.0 2-Fluorophenol
64.0 Concen: 89.051 ng
' RT: 5.616 min Scan# 515
Ref 50 Delta R.T. -0.000 min
Lab File: BF132700.D
‘ L Acq: ©8 Mar 2023 20:32
0\\\‘H‘\\h\‘l““\‘\\‘\‘8\6\\\‘\\ ‘\‘\\\\‘\\\\%@?\?‘\\\\%q?\]\-
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 862306
Abundance  Scan 515 (5.616 min): BF132700.D\datams 100 Ratlo Lower Upper
112.0 112 100
64 57.6 51.6 77 .4
64.0 63 29.4 27.4 41.2
Raw 50
Abundance
800000 5.616
38.0 ‘ g
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 515 (5.616 min): BF132700.D\data.ms (-46
112.0
400000
Sub i 64.0
200000
miz--> 40 60 80 100 120 140 160 180 200 Time->  5.55 5.60 5.65 5.70
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Abundance Scan 647 (6.642 min): BF132504.D\data.ms (-64 #7
99.1 Phenol-d6
Concen: 86.278 ng
RT: 6.610 min Scan# 6{gSiidiipl=lgies
Ref 50 711 Delta R.T. -0.012 min [Z\SIg
' Lab File: BF132700.D |(GUEINEETEIEIR
42.1 Acq: 08 Mar 2023 20:32 SERUEAVEIEND
oot il 830 b
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: ‘99 RESpI 1014478V ERIVEL Integrations
Abundance  Scan 684 (6.610 min): BF132700.D\datams 10N Ratio Lower Upper BRNEONZ0)
99.0 99 160 Reviewed By :Christian Giraldo  03/09/2023
42 15.9 13.9 20.9 Supervised By :Jagrut Upadhyay  03/09/2023
71 34.6 28.5 42.7
Raw 50
71.1 Abundance
1000000 6.610
OH“‘w}‘!‘1HM‘1‘HHwmwuu‘ml}ml‘]";"‘gw 800000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 684 (6.610 min): BF132700.D\data.ms (-63 600000
99.0
b 400000
S
5
11 200000
42.0
obale 80 LIl 30 | aue — L— —
miz--> 30 40 50 60 70 80 90 100 110  Mime-> 6.60 6.70
Abundance Scan 929 (8.301 min): BF132504.D\data.ms (-92 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.269 min Scan# 966
Ref 50 Delta R.T. -0.012 min
Lab File: BF132700.D
540 750 108.1 Acq: 08 Mar 2023 20:32
G\\\‘\\H\‘\w\“iw\\\‘\\\\‘\\}““\\\\‘\\.\\‘\\\9\?.\8\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 520353
Abundance  Scan 966 (8.269 min): BF132700.D\data.ms 1o Ratlo Lower Upper
136.1 136 100
137 11.6 8.9 13.3
54 8.0 6.2 9.4
Raw s5p 68 7.1 5.2 7.8
Abu c
"o 6460
54.0 1 108.1
Y SN NTIRiO NT| EO
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 966 (8.269 min): BF132700.D\data.ms (-91
136.1
Sub 200000
50
54.0 108.1
Y SRR i Y| EO e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.20 8.30 8.40
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Abundance Scan 806 (7.578 min): BF132504.D\data.ms (-80 #23

Sub 50

82.1

54.0

400 |1 esi |

98.0

Scan 844 (7.551 min): BF132700.D\data.ms (-79

128.0

112.0

m/z-->

40 60 80

100

120

400000
200000
T ‘ T ‘ T T
Time--> 7.50 7.60

106.0
77.0

Abundance Scan 891 (8.078 min): BF132504.D\data.ms (-87 #32

Benzoic acid

Concen: 4.293 ng m

RT: 7.992 min Scan# 919
Delta R.T. -0.065 min

Lab File: BF132700.D
Acq: 08 Mar 2023 20:32

Tgt Ion:122 Resp: 3196

o

m/z-->

Ref 50
51.0
0 H\‘H‘ 90’9225E
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance  Scan 919 (7.992 min): BF132700.D\data.ms
77.0 105.0
Raw 50 43.9

|

40 60 80 100 120 140 160 180 200 220

Ion Ratio Lower Upper

122 100

105 129.9 102.6 142.6
77 110.3 70.2 110.2#

Abundance

1000

Abundance

Sub
50

o

77.0 105.0

50'7 AL

Scan 919 (7.992 min): BF132700.D\data.ms (-87

m/z-->

40 60 80 100 120 140 160 180 200 220

500

Time--> 7.90 8.00 8.10

BF132700.D

8270-BF022223.M

Fri Mar 10 10:56:35 2023

82.0 Nitrobenzene-d5
Concen: 57.323 ng
RT: 7.551 min Scan# 84gSidlllElies
Ref 50 54.0 1280 Delta R.T. -0.012 min [N
Lab File: BF132700.D (SlUEEQISEIIAEIE
98.0 Acq: 08 Mar 2023 20:32 SERUEAVEIEND
ol 490 || esbo ] 120 |
m/z--> Jo go go 160 1é0 Tgt Ion:'82 Resp: 628698V ERNEIRGICETIETTO
Abundance ~ Scan 844 (7.551 min): BF132700.D\datams ~ 1ON Ratio Lower Upper
82.1 82 100
128 43.0 32.2 48.2
54 45.4 38.4 57.6
Raw 50 54.0 128.0
Abundance
.
98.0 7.551
oL 400 |l esa ) | 120 | 600000
miz--> 40 60 80 100 120
Abundance

APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay
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Abundance Scan 1228 (10.060 min): BF132504.D\data.ms (- #39

162.1  Acenaphthene-d10
Concen: 20.000 ng
RT: 10.033 min Scan# 11Eigial=lies
Ref 50 Delta R.T. -0.006 min |
80.0 Lab File: BF132700.D |(GUEINEETEIEIR
: Acq: 08 Mar 2023 20:32 SEAUEAVEIENS
54\'0 Ll 106.0 13\2'0 |
o+t
miz--> 4‘0 6‘0 Sb 160 12‘0 14‘10 160 Tgt IOﬂZ:!.64 RESpI 25429 VERIVEL Integratlons
Abundance Scan 1266 (10.033 min): BF132700.D\datams 10N Ratio Lower Upper BREUULIENISE
1641 164 160 Reviewed By :Christian Giraldo 03/09/2023
162 100.0 79.8 119.80/ supervised By :Jagrut Upadhyay — 03/09/2023
160 45.2 35.8 53.6
Raw 50
Abundance
80.0 3000001 10.p33
54.0 ‘ 108.0 132.0
0 \\y\\N\‘Hl\Nw\w\\‘\w\\‘\\Ww‘\\\%
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1266 (10.033 min): BF132700.D\data.ms (- 200000
164.1
Sub 100000
50
80.0
54.0 ‘ 108.0 132.0 ]
0 H‘m1“‘“"1““‘1‘”“1”‘HM,HH“ T
miz--> 40 60 80 100 120 140 160  Mime-> 10.00  10.10

Abundance Scan 1364 (10.860 min): BF132504.D\data.ms (- #42

329.€ | 2,4,6-Tribromophenol
Concen: 74.410 ng

RT: 10.827 min Scan# 1401
Delta R.T. -0.006 min

Lab File: BF132700.D
Acq: 08 Mar 2023 20:32

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 204351
Abundance Scan 1401 (10.827 min): BF132700.D\data.ms ggg Egglo Lower Upper

332 94.2 76.2 114.4
141 33.9 28.4 42.6
Raw 50

Abundance
200000 10,827

0,
miz--> 50 100 150 200 250 300 150000
Abundance Scan 1401 (10.827 min): BF132700.D\data.ms (-
329.¢
100000
Sub
50000
- \\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 Time--> 10.80 10.90
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Abundance Scan 1112 (9.377 min): BF132504.D\data.ms (-1 #45
172.1 2-Fluorobiphenyl
Concen: 62.150 ng
RT: 9.345 min Scan# 1lgSiigillgles
Ref 50 Delta R.T. -0.012 min [Z\SIg
Lab File: BF132700.D |(GUEINEETEIEIR
Acq: 08 Mar 2023 20:32 SERUEAPEINENS
0 51 0 m\85h 0 120 0\14\6\\0 | ‘ . :

e e el ST :
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.72 Resp: 103795 Manual Integratlons
Abundance Scan 1149 (9.345 min): BF132700.D\datams 10N Ratio Lower Upper BRANEONZ0)

172.1 172 100 Reviewed By :Christian Giraldo  03/09/2023
171 34.9 28.8 43.2F supervised By :Jagrut Upadhyay — 03/09/2023
170 24.3 19.7 29.5
Raw 50
Abundance
9.345
51.0 850 1900 1460 |
O bttt pbp e e et 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1149 (9.345 min): BF132700.D\data.ms (-1
172.1
b 500000
Su
50
G 5q O \\‘\85“ 0 12\0 0‘14‘6”0 ‘ ‘ 1

e e e e e B Emmm e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.30 9.35 9.40
Abundance Scan 1482 (11.554 min): BF132504.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.527 min Scan# 1520
Ref 50 Delta R.T. -0.006 min
Lab File: BF132700.D
80.0 15 Acq: 08 Mar 2023 20:32
0 \4\2(‘)‘ \‘\“! “ 1\1§Q T ‘?\ t \m\ T \23\1\9‘26\3‘
miz--> 50 100 150 200 250 Tgt Ion:}88 Resp: 420429
Abundance Scan 1520 (11.527 min): BF132700.D\data.ms 1o Ratlo Lower Upper
188.1 188 100
94 8.8 8.3 12.5
80 9.3 8.7 13.1
Raw 50
Abundance
11.627
80.0 158.1
ol420 . | 1181 o A I 400000
miz--> 50 100 150 200 250
Abundance Scan 1520 (11.527 min): BF132700.D\data.ms (- 300000
188.1
200000
Sub
50
100000
80.0
0420 | 1181 15?1 hﬂ

\\‘\\\\‘\\ \\\\‘\\\\‘\\ \\\‘\\\\’\\\\

miz--> 50 100 150 200 250  Time--> 11.50 11.60

BF132700.D 8270-BF022223.M

Fri Mar 10 10:56:36 2023
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Abundance Scan 1935 (14.218 min): BF132504.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.186 min Scan# 1{gEigial=laiss
Ref 50 Delta R.T. -0.012 min [Z\SIg
Lab File: BF132700.D |(GUEINEETEIEIR
Acq: 08 Mar 2023 20:32 SERUEAVEIEND
ol_520 880 ‘H' 1561 20 10 2824
Miz-> 5b 100 150 200 2!30 Tgt Ion:246 Resp: 33710 Manual Integrations
Abundance Scan 1972 (14.186 min): BF132700.D\datams 10N Ratio Lower Upper BRELULIENIZE
24D.2 240 100 Reviewed By :Christian Giraldo
120 1.0 7.2 10.88 supervised By :Jagrut Upadhyay
236 26.1 21.8 32.6
Raw 50
Abundance
14.186
120
44.9 80.0 160.1 2081 m 282.(
0=t W‘H‘ A T B S e 300000
m/z--> 50 100 150 200 250
Abundance Scan 1972 (14.186 min): BF132700.D\data.ms (-
24p.2 200000
Sub
50 100000
o520 880“ H ! 1580 2081 I 282 ,
e P Sl EEE T
miz--> 50 100 150 200 250 Time--> 14.10 1420 14.30
Abundance Scan 1753 (13.148 min): BF132504.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 46.889 ng
RT: 13.116 min Scan# 1790
Ref 50 Delta R.T. -0.012 min
Lab File: BF132700.D
66.0 1221 16?1 212.1 | Acq: 08 Mar 2023 20:32
Ob— “\‘.\ i‘\”‘\\\\“\ \\\“\\‘\H\“\\\\
miz--> 50 100 150 200 250 Tgt IOHZ%44 Resp: 934875
Abundance Scan 1790 (13.116 min): BF132700.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 7.5 6.5 9.7
122 9.6 7.5 11.3
Raw 50
Abundance
13.116
122.1 212.1 1000000
a0 spo IO 221 | g
miz--> 50 100 150 200 250 800000
Abundance Scan 1790 (13.116 min): BF132700.D\data.ms (-
244.2 600000
Sub 400000
50
200000
122.1 212.1
ol420 820 °T7ADL FET | gy ,
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 Time--> 13.10 13.20
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NIt apdinstrument :

Abundance Scan 2198 (15.765 min): BF132504.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.727 min
Ref 50 Delta R.T. -0.012 min
Lab File: BF132700.D
1321 Acq: 08 Mar 2023 20:32
0 \660\‘”“\20\41‘\‘\1\
miz--> 50 100 150 200 250 300 350 400 I8t Ion:264 Resp: 39195
Abundance Scan 2234 (15.727 min): BF132700.D\datams = 10N Ratio Lower Upper
2641 264 100
260 23.9 18.8 28.2
265 21.6 17.1 25.7
Raw 50
Abundance
1321 15.27
osto w10 | aao s 200
miz--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2234 (15.727 min): BF132700.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.0
ol 720 .l 2oa0 | a9
miz--> 50 100 150 200 250 300 350 400  Time--> 15.70 15.80

BNA_F
ClientSampleld :
SS-07-20230306

Manual Integrations
APPROVED

Reviewed By :Christian Giraldo
Supervised By :Jagrut Upadhyay

03/09/2023
03/09/2023
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