Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090222\
Data File : BF130120.D

Acqg On : 02 Sep 2022 19:58

Operator : CG\JU

Sample : N4455-01

Misc . KTS2-WC-L-MH-02

ALS Vvial : 11  Sample Multiplier: 1

Manual Integrations
Quant Time: Sep 03 05:50:58 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@83122.M Reviewed By :Christian Giraldo  09/06/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 09/06/2022
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 214419 20.000 ng 0.00
21) Naphthalene-d8 7.981 136 835524 20.000 ng #-0.01
39) Acenaphthene-di10 9.733 164 426187 20.000 ng -0.01
64) Phenanthrene-d1e 11.216 188 650815 20.000 ng 0.00
76) Chrysene-di2 13.839 240 370959 20.000 ng #-0.02
86) Perylene-di12 15.245 264 379478 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.304 112 695786 55.089 ng 0.00

7) Phenol-dé6 6.328 99 603652 38.336 ng -0.02
23) Nitrobenzene-d5 7.269 82 901572 69.346 ng -0.01
42) 2,4,6-Tribromophenol 10.522 330 395610 101.975 ng -0.01
45) 2-Fluorobiphenyl 9.063 172 1687267 65.638 ng 0.00
79) Terphenyl-di4 12.798 244 1259168 58.862 ng -0.01

Target Compounds Qvalue
32) Benzoic acid 7.716 122 75125m  13.764 ng
50) Dimethylphthalate 9.463 163 973830 33.547 ng # 89

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090222\
Data File : BF130120.D

Acq On : 02 Sep 2022 19:58

Operator : CG\JU

Sample : N4455-01

Misc . KTS2-WC-L-MH-02

ALS Vial : 11 Sample Multiplier: 1

Manual Integrations

Quant Time: Sep 03 05:50:58 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8276-BF@83122.M Reviewed By :Christian Giraldo  09/06/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay ~ 09/06/2022

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

Abundance TIC: BF130120.D\data.ms
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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: BF130120.D (SUEEQISEIIAEIE
520 ‘ Acq: 02 Sep 2022 19:58 uSEZANICTEIVIEEV
ool 958 1 a3e
miz--> 10 60 80 100 120 140 160 Tgt IOﬂZ:!.SZ RESpI 214418V ERIEL Integrations
Abundance  Scan 751 (6.704 min): BF130120.D\datams 10N Ratio Lower Upper BRNGEOMN=0)
15p.0 | 152 100 Reviewed By :Christian Giraldo 09/06/2022
156 151.6 126.9 190.38 supervised By :Jagrut Upadhyay — 09/06/2022
115 57.6 53.4 80.0
Raw 50
115.0 Abundance
52.0 78.0
0350 N ‘\‘ 950 || 1820 |
\\\‘\\\\’\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ 300000
m/z--> 40 60 80 100 120 140 160 04
Abundance Scan 751 (6.704 min): BF130120.D\data.ms (-73
15p.0 200000
Sub
50 115.0 100000
52.0 78.0
0‘359“ww,u‘ ﬂk“9§°“pJ‘4??ﬂ“MW“ o
miz--> 40 60 80 100 120 140 160 Time-> 6.65 670  6.75

Abundance Scan 514 (5.310 min): BF130053.D\data.ms (-50 #5
11

12.0 2-Fluorophenol
Concen: 55.089 ng
64.0 RT: 5.304 min Scan# 513
Ref 50 Delta R.T. -0.006 min
Lab File: BF130120.D
Acq: 02 Sep 2022 19:58
38.1 “ ‘
0\\\‘\\‘\‘\‘H\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\.\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 695786
Abundance  Scan 513 (5.304 min): BF130120.D\data.ms Ion Ratio Lower Upper
119.0 112 100
64 54.4 47.6 71.4
64.0 63 27.0 24.6 37.0
Raw 50
Abundance
5.304
0206-9 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 513 (5.304 min): BF130120.D\data.ms (-46
112.0 400000
Sub 64.0
50 200000
miz--> 40 60 80 100 120 140 160 180 200 Time--> 5.25 5.30 5.35
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Abundance Scan 690 (6.345 min): BF130053.D\data.ms (-68 #7
99.1 Phenol-d6
Concen: 38.336 ng
RT: 6.328 min Scan# 6{gSiidiipl=lgies
Ref 50 Delta R.T. -0.018 min
Lab File: BF130120.D [(GICHIEEIel(EI(6H:
42.1 ‘ Acq: 02 Sep 2022 19:58 LSEZANICTRNIE0
oL hyuudl., “» .. 2070 28L( _
miz--> 50 100 150 200 250 Tgt Ion: 99 RESpI 60365 Manual Integratlons
Abundance  Scan 687 (6.328 min): BF130120.D\datams 10N Ratio Lower Upper BRELULIENISE
99.1 99 160 Reviewed By :Christian Giraldo  09/06/2022
42 14.6 15.0 22.4 Supervised By :Jagrut Upadhyay  09/06/2022
71 29.1 28.8 43.
Raw 50
Abundance
421 600000 6.528
ol dyl | 1329 200 281
m/z--> 50 100 150 200 250
Abundance Scan 687 (6.328 min): BF130120.D\data.ms (-63 400000
99.1
sub 200000
42.0
ol b, | 1828 2070 281¢
miz--> 50 100 150 200 250 Time-> 6.25 6.30 6.35 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: BF130120.D
540 750 108.1 Acq: 02 Sep 2022 19:58
Obrrrpretl b e b il 1627 1988
miz--> 40 60 80 100 120 140 160 180 200 = 18t Ion:136 Resp: 835524
Abundance  Scan 968 (7.981 min): BF130120.D\data.ms Ton Ratio Lower Upper
136.1 136 100
137 11.5 8.4 12.6
54 7.8 6.2 9.2
Raw 5g 68 6.7 4.2  6.4#
Abundance
108.1 8t
ob o780 T aes2 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 968 (7.981 min): BF130120.D\data.ms (-91 600000
136.1
400000
Sub
50
200000
540 750 108.1
0**W”WM\N*W”*H\“M‘M*WM*H‘\HVW*‘H\H‘ RS ARRASARAARARRAS
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.90 7.95 8.00 8.05
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Abundance Scan 849 (7.281 min): BF130053.D\data.ms (-84 #23

82.1 Nitrobenzene-d5
Concen: 69.346 ng
RT: 7.269 min Scan# 84[giiidtipgl=lpies
Ref 50 54.1 128.1 Delta R.T. -8.012 min
Lab File: BF130120.D [(GICHIEEIel(EI(6H:
Acq: 02 Sep 2022 19:58 LSEZANICTRNIE0
0‘H‘i““‘!“M“““i“””i\q‘??‘qw“ SRR RAARSENRRE :
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 RESpI 90157 WY ERIEL Integratlons
Abundance  Scan 847 (7.269 min): BF130120.D\datams 10N Ratio Lower Upper BRNEONZ0)
82.1 82 160 Reviewed By :Christian Giraldo  09/06/2022
128 48.6 36.1 54.1 Supervised By :Jagrut Upadhyay  09/06/2022
54 45.6 40.0 60.0
Raw 50 54.1 128.1
Abundance
7.269
‘ ‘ ‘ 800000
Ol gt
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 847 (7.269 min): BF130120.D\data.ms (-79 000000
82.0
400000
Sub ool 540 128.0
200000
G"“i“‘!“\“““‘i“”w”wH‘HWHWHWH\ Or”w””\””\””\”
miz--> 40 60 80 100 120 140 160 180  Time-> 7.207.257.307.35
Abundance Scan 935 (7.787 min): BF130053.D\data.ms (-91 #32
105.0 Benzoic acid
Concen: 13.764 ng m
RT: 7.716 min Scan# 923
Ref 50 Delta R.T. -0.071 min
51.0 Lab File: BF130120.D
‘ Acq: @2 Sep 2022 19:58
0“”‘\\1\‘”“\\\\‘ ‘\“‘ ‘\‘ T e
m/z--> 50 100 150 200 250 Tgt Ion:122 Resp: 75125
Abundance  Scan 923 (7.716 min): BF130120.D\data.ms Ion Ratio Lower Upper
105.0 122 100
105 120.3 99.9 139.9
77 85.0 65.9 105.9
Raw 50
51.0 Abundance
ol 1L 1990 281 #0000 7
miz--> 50 100 150 200 250
Abundance Scan 923 (7.716 min): BF130120.D\data.ms (-88 0000
105.0
20000
Sub
50
51.0 10000
ok M‘ml\”w‘\‘\\\‘ “‘\‘ o ‘14‘15‘0‘ —————— ‘2‘8‘1-" e
miz--> 50 100 150 200 250 Time--> 7.60 7.70 7.80 7.90
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Abundance Scan 1268 (9.745 min): BF130053.D\data.ms (-1 #39

162.1 Acenaphthene-d10

Concen: 20.000 ng

RT: 9.733 min Scan# 1]gSigill=gles
Ref 50 Delta R.T. -0.012 min |
Lab File: BF130120.D [(GICHIEEIel(EI(6H:
Acq: 02 Sep 2022 19:58 LSEZANICTRNIE0

ol 540,57 10721%21 | o070
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:164 Resp: 42618 \ERIEL Integrations
Abundance Scan 1266 (9.733 min): BF130120.D\datams 10" Ratio Lower Upper BRNEONZ0)
160.1 164 100 Reviewed By :Christian Giraldo  09/06/2022
162 102.8 82.0 123.08 supervised By :Jagrut Upadhyay — 09/06/2022
160 44.1 35.4 53.0
Raw 50
Abundance
. 9.733
80.1 1321 500000
ol 106.1 ’ 187.0 220.Z
m/z--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1266 (9.733 min): BF130120.D\data.ms (-1
162.1 300000
Sub 200000
50
100000
80.0
ol 540, | 10611320 || 1881 200
m,mwmWm_m,uwmw o ST B OIS
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.70 9.75

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

33t 2,4,6-Tribromophenol
Concen: 101.975 ng
RT: 10.522 min Scan# 1400

Ref 50 Delta R.T. -0.012 min
62.0 140.9 Lab File: BF130120.D
‘ H 221.9 Acq: 02 Sep 2022 19:58
obi 3029 4 gk j2Tas
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 395610
Abundance Scan 1400 (10.522 min): BF130120.D\data.ms = 1O" Ratio Lower Upper
331.¢ 330 100
332 104.9 82.6 124.0
141 33.0 27.6 41.4
Raw 50
62.0 140.9 Abundance
10.522
“ H 18212259 400000
0L ‘m“ v‘“‘;“‘yp‘lﬂ‘g“”w“:“ | ‘\H\N ‘\ pe UHH‘ \L\ ?7‘4‘8‘ [
miz--> 50 100 150 200 250 300
Abundance Scan 1400 (10.522 min): BF130120.D\data.ms (- 500000
33)L.¢
200000
Sub
50
62.0 1409 100000
‘ “ 51221
ol ‘\ 41020, s . i RICH: . e
miz--> 50 100 150 200 250 300  Time.s 10.50 10.60
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Abundance Scan 1153 (9.069 min): BF130053.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl

Concen: 65.638 ng

RT: 9.063 min Scan# 1lgiigilpl=gles
Ref 50 Delta R.T. -0.006 min
Lab File: BF130120.D (GUEINEETSIEIR
Acq: 02 Sep 2022 19:58 LSEZANICTRNIE0

50.0 85.0 120.0 151.1 ‘

AN ;
/7> 40 60 80 100 120 140 160 180 |  Tgt Ion: 172 Resp: 168726 SEVERIENGICLIEHELE
Abundance Scan 1152 (9.063 min): BF130120.D\datams 10N Ratio Lower Upper BGENON=0)
172.1 172 100 Reviewed By :Christian Giraldo 09/06/2022
171 35.1 28.4  42.6§ supervised By :Jagrut Upadhyay —09/06/2022
170 23.6 19.1 28.7
Raw 50
Abundance
9.063
85.0 146.1
391 030 o A0 L L 1500000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1152 (9.063 min): BF130120.D\data.ms (-1
172.1 1000000
Sub
50 500000
SRS PHMI M M RSP 1 NI | RS e
miz--> 40 60 80 100 120 140 160 180  Time-> 9.00 9.0
Abundance Scan 1223 (9.480 min): BF130053.D\data.ms (-1 #50
168.1 Dimethylphthalate

Concen: 33.547 ng
RT: 9.463 min Scan# 1220

Ref 50 Delta R.T. -0.018 min
Lab File: BF130120.D
77.0 Acq: ©2 Sep 2022 19:58
030 | R0 L 181 oeag
miz--> 50 100 150 200 250 Tgt IOHZ:!.G3 Resp: 973830
Abundance Scan 1220 (9.463 min): BF130120.D\datams ~ 1On Ratio Lower Upper
168.0 163 100
194 4.1 3.3 4.9
164 15.8 8.2 12.2#
Raw 50
Abundance
7.0 1000000 9463
133.0
O?Qq‘ww“‘w I SR
miz--> 50 100 150 200 250 800000
Abundance Scan 1220 (9.463 min): BF130120.D\data.ms (-1
163.0 600000
sub 400000
50
200000
77.0
133.0
P N M U NN e
m/z--> 50 100 150 200 250 Time--> 9.40 9.50
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Abundance Scan 1519 (11.222 min): BF130053.D\data.ms (- #64

188.2 Phenanthrene-di1e
Concen: 20.000 ng
RT: 11.216 min Scan# 11Eigial=laies
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF130120.D |SUEHIEEISIEIEHE
4.1 160.1 Acq: 02 Sep 2022 19:58 LSEFANICIRIVIZE”
03008601 1222’ || zaro
Miz-> 5‘0 100 15‘;0 260 " Tgt Ion:188 Resp: 65681 Manual Integrations
Abundance Scan 1518 (11.216 min): BF130120.D\datams = 1N Ratio Lower Upper BRALLElisE
188.2 188 166 Reviewed By :Christian Giraldo  09/06/2022
94 1.3 7.4 11.28 Ssupervised By :Jagrut Upadhyay ~ 09/06/2022
80 10.1 7.9 11.9
Raw 50
Abundance
11,216
80.1 132 116 .
oLl [y 1321 || 217.2246C 00000
m/z--> 50 100 150 200
Abundance Scan 1518 (11.216 min): BF130120.D\data.ms (-
188.2 400000
Sub
50 200000
80.0 160.1
ol420 T 1320 7 || 2192
\\‘\\\\‘\\\\‘\ \\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 Time-->  11.1511.20 11.25

Abundance Scan 1967 (13.857 min): BF130053.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 13.839 min Scan# 1964
Ref 50 Delta R.T. -0.018 min
148.9 Lab File: BF130120.D
Acq: 02 Sep 2022 19:58
106.
0+ \5‘7‘\]1-‘ = “‘\ ﬁ\L\ T “ T \ T ‘:‘\L “““ 2\8\1\1‘ T \3\4\0‘8\
m/z--> 50 100 150 200 250 300 350 Tet Ton:240 Resp: 376959
Abundance Scan 1964 (13.839 min): BF130120.D\datams = 10N Ratio Lower Upper
240.2 240 100
120 14.7 9.2 13.8#
236 25.1 208.7 31.1
Raw 50
ARy
1201 13.839
059780 | 1941 | 2820 354
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 1964 (13.839 min): BF130120.D\data.ms (-
240.2
200000
Sub
S0 100000
120.1
0L 780l 1821, | 2811 3409 ol
miz--> 50 100 150 200 250 300 350 Time--> 13.80 13.90
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Abundance Scan 1789 (12.810 min): BF130053.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 58.862 ng
RT: 12.798 min Scan# 11ggill=gles
Ref 50 Delta R.T. -0.012 min \A_
Lab File: BF130120.D [(GICHIEEIel(EI(6H:
. . KTS2-WC-L-MH-02
50 12‘2,1 16‘0.1 222 Acq: 02 Sep 2022 19:58
0 b pormpo it il :
m/z--> 5‘0 160 15‘0 200 25‘0 Tgt Ion:g44 Resp: 1259168V ERNEIRGIETIETO
Abundance Scan 1787 (12.798 min): BF130120.D\datams 10" Ratio Lower Upper BRNEONZ0)
24n.2 244 100 Reviewed By :Christian Giraldo  09/06/2022
212 7.1 5.9 8.9 Supervised By :Jagrut Upadhyay  09/06/2022
122 13.6 9.9 14.9
Raw 50
Abundance
12.798
122.1
160.1 2122
(541 900, | L o TN L 282
m/z--> 50 100 150 200 250 1000000
Abundance Scan 1787 (12.798 min): BF130120.D\data.ms (-
244.2
Sub 500000
50
122.1
o, 540 oo [ 1001 2122 | pg14 ol
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 12.70 12.80 12.90

Abundance Scan 2204 (15.251 min): BF130053.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.245 min Scan# 2203
Ref 50 Delta R.T. -0.006 min
1321 Lab File: BF130120.D
Acq: 02 Sep 2022 19:58
G 66 1 H J\H 194'1 Il .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 379478
Abundance Scan 2203 (15.245 min): BF130120.D\data.ms Ion Ratio Lower Upper
264.2 264 100
260 23.3 19.1 28.7
265 21.6 16.7 25.1
Raw 50
Abundance
15.p45
1321 300000
0 55.0 \” 207.1 | 3269 415.1
e e e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2203 (15.245 min): BF130120.D\data.ms (- 200000
264.1
Sub
50 100000
132.0
ol 760 | ‘H 2081 | 3419 4151 0
R R ELE L S C
miz--> 50 100 150 200 250 300 350 400 Time--> 15.20 15.30
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