Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090122\
Data File : BF130094.D

Acqg On : 02 Sep 2022 00:04

Operator : CG\JU

Sample : N4438-01 :
Misc : KTS2-WC-S-TR-01-02-03

ALS Vvial : 16 Sample Multiplier: 1

Manual Integrations
Quant Time: Sep 02 04:07:15 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@83122.M Reviewed By :Christian Giraldo  09/02/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 09/02/2022
QLast Update : Wed Aug 31 18:15:32 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.704 152 245224 20.000 ng 0.00
21) Naphthalene-d8 7.981 136 971435 20.000 ng #-0.01
39) Acenaphthene-di10 9.733 164 521200 20.000 ng -0.01
64) Phenanthrene-d1e 11.216 188 871816 20.000 ng 0.00
76) Chrysene-di2 13.845 240 588930 20.000 ng -0.01
86) Perylene-di12 15.245 264 478330 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.322 112 1706658 118.150 ng 0.01

7) Phenol-dé6 6.339 99 1954040 108.506 ng 0.00
23) Nitrobenzene-d5 7.269 82 1397289 92.439 ng -0.01
42) 2,4,6-Tribromophenol 10.522 330 651736 137.370 ng -0.01
45) 2-Fluorobiphenyl 9.063 172 2468829 78.534 ng 0.00
79) Terphenyl-di4 12.804 244 2526275 74.387 ng 0.00

Target Compounds Qvalue
32) Benzoic acid 7.686 122 15452m 7.845 ng

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090122\
Data File : BF130094.D

Acq On : 02 Sep 2022 00:04

Operator : CG\JU

Sample : N4438-01 :
Misc : KTS2-WC-S-TR-01-02-03

ALS Vial : 16 Sample Multiplier: 1

Manual Integrations

Quant Time: Sep 02 04:07:15 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@83122.M Reviewed By :Christian Giraldo  09/02/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 09/02/2022

QLast Update : Wed Aug 31 18:15:32 2022
Response via : Initial Calibration

Abundance TIC: BF130094.D\data.ms
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Benzoic acid
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Abundance Scan 752 (6.710 min): BF130053.D\data.ms (-74 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.704 min Scan# 7YgSidtgl=lpies
Ref 50 Delta R.T. -0.006 min |
115.0 ) : _
8.0 Lab File: BF130094.D (SISt IeEIlH
52.0 ‘ Acq: 02 Sep 2022 ©00:04 KTS2-WC-S-TR-01-02-03
0“ 58 .l 1319 Ll
miz--> 40 60 80 100 120 140 160 Tgt IOﬂZ:!.SZ RESpI 2452288V ERIVE Integrations
Abundance  Scan 751 (6.704 min): BF130094.D\datams | 10N Ratio Lower Upper BRLLENISE
150.0 152 1ee Reviewed By :Christian Giraldo  09/02/2022
156 154.8 126.9 190.38 suypervised By :Jagrut Upadhyay —09/02/2022
115 60.7 53.4 80.0
Raw 50
115.0 Abundance
520 /80 500000
oo b ese Lame U
m/z--> 40 60 80 100 120 140 160 6,704
Abundance Scan 751 (6.704 min): BF130094.D\data.ms (-73
300000
150.0
200000
Sub
50 115.0
o 780 100000
oHu;‘u!www!““‘959”““‘1‘3‘1-‘9_Ju“_ e
miz--> 40 60 80 100 120 140 160 Time-> 665 670 6.75
Abundance Scan 514 (5.310 min): BF130053.D\data.ms (-50 #5
112.0 2-Fluorophenol
Concen: 118.150 ng
64.0 RT: 5.322 min Scan# 516
Ref 50 Delta R.T. ©0.012 min
Lab File: BF130094.D
Acq: 02 Sep 2022 00:04
38.1 J ‘
G\\\‘\\‘\‘\‘H\‘\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 1766658
Abundance  Scan 516 (5.322 min): BF130094.D\data.ms Ion Ratio Lower Upper
112.0 112 100
64 56.2 47.6 71.4
64.0 63 28.6 24.6 37.0
Raw 50
Abundance
5.322
\H. M‘ n‘\ 207.0
ok _wwww"w_m‘w_ww
miz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 516 (5.322 min): BF130094.D\data.ms (-46
112.0
Sub 64.0 500000
50
o2 wzom o JL —
miz--> 40 60 80 100 120 140 160 180 200 Time--> 530 5.40
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Abundance Scan 690 (6.345 min): BF130053.D\data.ms (-68 #7

99.1 Phenol-d6

Concen: 108.506 ng

RT: 6.339 min Scan# 6{gSiidiipl=lpies
Ref 50 Delta R.T. -0.006 min
Lab File: BF130094.D [(GICHIEEIel(EI(6H
Acq: 02 Sep 2022 00:04 WEZENICSSRISNEZE

421 ‘
A wdl. ‘ | 207.0 281.(

miz--> 50 00 150 200 250 Tgt Ion: 99 RESpI 195404V ERIVEL Integrations
Abundance  Scan 689 (6.339 min): BF130094.D\datams 10N Ratio Lower Upper BRNEONZ0)
1

99 99 160 Reviewed By :Christian Giraldo  09/02/2022
42 15.1 15.0  22.48 supervised By :Jagrut Upadhyay — 09/02/2022
71 30.5 28.8 43.2

o

[N

Raw 50
Abundance
6.839
421 1500000
ol o a00 281
m/z--> 50 100 150 200 250
Abundance Scan 689 (6.339 min): BF130094.D\data.ms (-63 1000000
99.1
Sub 50 500000
42.1
TR R N - . AR <X 0 L
m/z--> 50 100 150 200 250 Time--> 6.30 6.40

Abundance Scan 970 (7.992 min): BF130053.D\data.ms (-96 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 7.981 min Scan# 968
Ref 50 Delta R.T. -0.011 min
Lab File: BF130094.D
540 750 108.1 Acq: 02 Sep 2022 00:04
G\\\“\\H\H‘\‘\N-‘\‘H\‘\‘\‘H‘\‘H‘h“\\\].\6‘2\'\7\\‘\\1\9\%\8\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:136 Resp: 971435
Abundance  Scan 968 (7.981 min): BF130094 D\datams 100 Ratlo Lower Upper
136.1 136 100
137 11.2 8.4 12.6
54 7.7 6.2 9.2
Raw 5 68 6.5 4.2  6.4%
Abundance
7.981
o 010 821 o 206.¢ 1000000
Fr e e e e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 968 (7.981 min): BF130094.D\data.ms (-91
136.1
500000
Sub
50
54.0 108.1
Y AT - e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.95  8.00
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Abundance Scan 849 (7.281 min): BF130053.D\data.ms (-84 #23

82.1 Nitrobenzene-d5
Concen: 92.439 ng
RT: 7.269 min Scan# 84[giiidtipgl=lpies
Ref 50{ 541 1281 Delta R.T. -0.012 min [
Lab File: BF130094.D (SlUEEQISEIIAE0E
Acq: 02 Sep 2022 00:04 LUEZANCESIREINEZIC
obretdLad dosa | 1881 _
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘82 Resp: 139728 Manual Integratlons
Abundance  Scan 847 (7.269 min): BF130094.D\datams 10N Ratio Lower Upper BRNGEONZ0)
82.1 82 160 Reviewed By :Christian Giraldo 09/02/2022
128 47.5 36.1 54.18 supervised By :Jagrut Upadhyay — 09/02/2022
54 47.7 40.0 60.0
Raw 50 54.1 128.1
Abundance
7.269
VRO A R A1
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 847 (7.269 min): BF130094.D\data.ms (-79
82.1
500000
Sub o1 541 128.1
Ot b 2088 oL e
miz--> 40 60 80 100 120 140 160 180 200 Time->  7.20  7.30
Abundance Scan 935 (7.787 min): BF130053.D\data.ms (-91 #32
105.0 Benzoic acid
77.0 Concen: 7.845 ng m
RT: 7.686 min Scan# 918
Ref 50 Delta R.T. -0.101 min
51.0 Lab File: BF130094.D
‘ Acq: @2 Sep 2022 00:04
0\\\‘H‘\‘\“1\‘\”\\“‘“‘\H‘\‘\‘\H“\\H‘\\H‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:122 Resp: 15452
Abundance  Scan 918 (7.686 min): BF130094.D\data.ms 10" Ratio Lower Upper
105.0 122 100
105 127.9 99.9 139.9
77.0 77 82.8 65.9 105.9
Raw 50
51.0 Abundance
206.9
ol NN M T L 10000 7686
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 918 (7.686 min): BF130094.D\data.ms (-88
105.0
77.0 5000
Sub
50
51.0
0 “\H‘\H‘H\“\\H‘HH‘HH‘HH‘HH 0\\\\’\\\\’\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 770 7.80
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Abundance Scan 1268 (9.745 min): BF130053.D\data.ms (-1 #39

162.1 Acenaphthene-die

Concen: 20.000 ng

RT: 9.733 min Scan# 1]gSigill=gles

Ref 50 Delta R.T. -0.012 min |
Lab File: BF130094.D (SISt IeEIlH
82.0 Acq: 02 Sep 2022 00:04 WSEZENICESRILSUEPRIE
0 54;'0 | \MH. 106'1 13%1 \‘\ .
miz--> 4b go go 160 150 1&0 160 1é0 260 Tgt Ion:164 RESpI 52120¢ hAanuaIHuegraﬂons
Abundance Scan 1266 (9.733 min): BF130094.D\datams 10N Ratio Lower Upper BRANEONZ0)
160.1 164 100 Reviewed By :Christian Giraldo 09/02/2022

162 100.4 82.0 123.0 Supervised By :Jagrut Upadhyay  09/02/2022
160 44.4 35.4 53.0

Raw 50

Abundance
600000 9.733

80.1

106.1 132.1

0,
miz—> 40 60 80 100 120 140 160 180 200
Abundance Scan 1266 (9.733 min): BF130094.D\data.ms (-1 400000

164.2

Sub

o 200000

80.1
106.1 132.1 ol j L

07 T T T ‘ T T T T ‘ T T T T

miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.70 9.80

Abundance Scan 1402 (10.533 min): BF130053.D\data.ms (- #42

33L.¢| 2,4,6-Tribromophenol
Concen: 137.370 ng

RT: 10.522 min Scan# 1400
Delta R.T. -0.012 min

Lab File: BF130094.D
Acq: 02 Sep 2022 00:04

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 651736
Abundance Scan 1400 (10.522 min): BF130094.D\data.ms ggg Egglo Lower  Upper

332 103.5 82.6 124.0
141 31.8 27.6  41.4

Raw 50
Abundance
10.5622
600000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1400 (10.522 min): BF130094.D\data.ms (-
400000
sub 200000
- 0‘ T T L‘ T T
miz--> 50 100 150 200 250 300 Time-> 10.40  10.60
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Abundance Scan 1153 (9.069 min): BF130053.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 78.534 ng
RT: 9.063 min Scan#t 1Sl
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF130094.D (SlUEEQISEIIAE0E
Acq: 02 Sep 2022 00:04 LSEZAVICESIRSIIEIPENE
0 50 0 \\\\85‘\ 0 129\0\14\6\”1 I ‘ q p
et e ol ;
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOﬂZ:!.72 RESpI 2468828\ ERIVEL Integratlons
Abundance Scan 1152 (9.063 min): BF130094.D\datams | 1N Ratio Lower Upper BRULENISE
172.1 172 166 Reviewed By :Christian Giraldo  09/02/2022
171 35.9 28.4  42.6f supervised By :Jagrut Upadhyay — 09/02/2022
170 24.1 19.1 28.7
Raw 50
Abundance
9.063
ol 500 850 12001461 || 5069 2000000
T L L R e B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1152 (9.063 min): BF130094.D\data.ms (-1 ~ 1500000
172.1
1000000
Sub
50
500000
0 50H 0 ““85“ 0 120 0\14\6\”1 I ‘ 2069 0
N R R s e ARRE
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.00 9.05 9.10

Abundance Scan 1519 (11.222 min): BF130053.D\data.ms (- #64

188.2 Phenanthrene-d1e
Concen: 20.000 ng
RT: 11.216 min Scan# 1518
Ref 50 Delta R.T. -0.006 min
Lab File: BF130094.D
160 Acq: 02 Sep 2022 00:04
0\\3\‘\\\\6‘\6\\0\l\\1‘\‘\\\\‘]_\3\\2\‘]_\\\Hl\\\\‘\‘““\\‘\\\\‘\2\1\\3\7‘.\5
miz--> 40 60 80 100 120 140 160 180200220240 T8t Ion:188 Resp: 871816
Abundance Scan 1518 (11.216 min): BF130094.D\data.ms = 1On Ratio  Lower Upper
188.2 188 100
94 10.2 7.4 11.2
80 10.3 7.9 11.9
Raw 50
Abundance
11.R16
80.1 60.1
o‘“'7‘2”1"_u‘u}"1“_"“l‘?"z"1”‘H}‘WJ‘HH‘WWW 800000
m/z--> 40 60 80 100120 140 160 180 200 220 240
Abundance Scan 1518 (11.216 min): BF130094.D\data.ms (1 00000
188.2
400000
Sub
50
200000
oﬁ%-ewH;Hwwﬁ?%mw ! I N
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.15 11.20 11.25
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Abundance Scan 1967 (13.857 min): BF130053.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.845 min Scan# 1Sl
Ref 50 Delta R.T. -0.012 min \A_
148.9 Lab File: BF130094.D (SISt IeEIlH
106. Acq: 02 Sep 2022 00:04 WEZENICSSRISNEZE
ol ST IR | ean (] 2191 a0
miz--> 5‘0 160 15‘0 260 25‘0 360 | Tgt Ion:%46 RESpI 58893\ ENRIIE] Integrations
Abundance Scan 1965 (13.845 min): BF130094.D\data.ms 10N Ratio Lower Upper BRNEONZ0)
240.2 240 100 Reviewed By :Christian Giraldo 09/02/2022
120 12.6 9.2 13.8 Supervised By :Jagrut Upadhyay  09/02/2022
236 25.2 20.7 31.1
Raw 50
Abundance
13.845
1201 600000
039:0 78.9 il ‘H 159.01981 | 279.1 341
S e e o
m/z--> 50 100 150 200 250 300
Abundance Scan 1965 (13.845 min): BF130094.D\data.ms (- 400000
240.2
Sub
50 200000
120.1
0 66.0 L MH 180.1 Wl 279.1 341. 01 L_
s e
miz--> 50 100 150 200 250 300 Time--> 13.80 14.00

Abundance Scan 1789 (12.810 min): BF130053.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 74.387 ng
RT: 12.804 min Scan# 1788
Ref 50 Delta R.T. -0.006 min
Lab File: BF130094.D
6.0 122.1 16?1 212.2 | Acq: 02 Sep 2022 00:04
0\\“\‘.\ i‘\”“\\\\“\\\\“\\‘\H\‘\\\\
miz--> 50 100 150 200 250 Tgt IOHZ%44 Resp: 2526275
Abundance Scan 1788 (12.804 min): BF130094.D\data.ms = 10" Ratio Lower Upper
244.2 244 100
212 7.3 5.9 8.9
122 12.4 9.9 14.9
Raw 50
Abundance
122.1 12.804
- 160.1 2122
31 o1, [T TR 2sL 2000000
m/z--> 50 100 150 200 250
Abundance Scan 1788 (12.804 min): BF130094.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
122.1
160.1 2122
ob >0 901, | T UL 280 NS ——
m/z--> 50 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 2204 (15.251 min): BF130053.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.245 min Scan# 2SSl
Ref 50 Delta R.T. -0.006 min |
132.1 Lab File: BF130094.D (SISt IeEIlH
Acq: 02 Sep 2022 00:04 WEZENICSSRISNEZE
o861 i ‘H 180.1222.1 J 3241
miz--> 5b 160 15‘0 260 25‘0 360 3‘50 Tgt IOHI%64 RESpI 47833V ERITE Integrations
Abundance Scan 2203 (15.245 min): BF130094.D\datams 10N Ratio Lower Upper BENEONZ0)
264.2 264 100 Reviewed By :Christian Giraldo 09/02/2022
260 23.5 19.1 28.7 Supervised By :Jagrut Upadhyay  09/02/2022
265 21.0 16.7 25.1
Raw 50
Abundance
132.1 400000§ 1545
0l45.0 880 MH 207.0 H 341.1
Lo Sl AT S| S
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2203 (15.245 min): BF130094.D\data.ms (-
264.1
200000
Sub
50 100000
132.1
0 760 A MH 2041 L Ll 3411 0
SRINEUL, S 1IN, L S S NIMBIES .02 e
miz--> 50 100 150 200 250 300 350 Time--> 1520  15.40
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