Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS Vvial : 13  Sample Multiplier: 1

Manual Integrations
Quant Time: Apr 12 01:40:14 2023 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M Reviewed By :Christian Giraldo  04/12/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 04/12/2023
QLast Update : Tue Apr 11 16:05:42 2023
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.863 152 257330 20.000 ng 0.00
21) Naphthalene-d8 10.675 136 1087038 20.000 ng 0.00
39) Acenaphthene-di10 14.521 164 654553 20.000 ng 0.00
64) Phenanthrene-d10 17.274 188 1351589 20.000 ng 0.00
76) Chrysene-di12 21.474 240 1107565 20.000 ng 0.01
86) Perylene-di12 23.891 264 1212012 20.000 ng 0.04

System Monitoring Compounds

5) 2-Fluorophenol 5.428 112 114391 6.697 ng 0.00

7) Phenol-dé 7.051 99 96613 4.373 ng 0.02
23) Nitrobenzene-d5 9.034 82 186889 8.356 ng 0.00
42) 2,4,6-Tribromophenol 16.033 330 103513 12.458 ng 0.02
45) 2-Fluorobiphenyl 13.139 172 505919 10.472 ng 0.00
79) Terphenyl-di4 19.909 244 692452 11.551 ng 0.01

Target Compounds Qvalue
32) Benzoic acid l10.010 122 36296 2.725 ng 98
60) Diethylphthalate 15.345 149 156917 3.091 ng 99
84) Bis(2-ethylhexyl)phtha... 21.386 149 311750m 5.844 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\BM@41123\
Data File : BM@39400.D

Acqg On : 11 Apr 2023 19:15

Operator : CG/JU

Sample : 02257-03 5X

Misc . ELI-WATER-0407

ALS vial : 13  Sample Multiplier: 1

Manual Integrations

Quant Time: Apr 12 01:40:14 2023 APPROVED
Quant Mgthod : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M Reviewed By :Christian Giraldo  04/12/2023
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 04/12/2023

QLast Update : Tue Apr 11 16:05:42 2023
Response via : Initial Calibration

Abundance TIC: BM039400.D\data.ms
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Abundance Scan 789 (7.928 min): BM039204.D\data.ms (-7¢ #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.863 min Scan# 7{gSidtipl=lpies
Ref 50 Delta R.T. ©.000 min _
115.0 ) . .
52 o T8 Lab File: BM@39400.D [(®ICHIEEIeIE(CH
“ Acq: 11 Apr 2023 19:15 EERNENISESVEINS
0\\\‘i\\‘\\’\\\“\‘\\\\‘\\\\“\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.SZ Resp: 25733 Manual Integrations
Abundance  Scan 795 (7.863 min): BM039400.D\data.ms 10N Ratio Lower Upper BRNEOMN=0)
149.9 152 1ee Reviewed By :Christian Giraldo  04/12/2023
156 158.1 125.5 188.3 Supervised By :Jagrut Upadhyay  04/12/2023
115 61.3 48.1 72.1
Raw 50
115.0 Abundance
52 0 78.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 795 (7.863 min): BM039400.D\data.ms (-77 150000
149.9
100000
Sub
50
280 115.0 50000
52 0 ’
S P O R "7 R
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.80 7.90 8.00

Abundance Scan 374 (5.487 min): BM039204.D\data.ms (-3d #5

112.0 2-Fluorophenol
Concen: 6.697 ng
64.0 RT: 5.428 min Scan# 381
Ref 50 Delta R.T. ©.006 min
Lab File: BM@39400.D
‘ Acq: 11 Apr 2023 19:15
ol M\M L) 129 2080 20
m/z-> 100 150 200 250 Tgt Ion:}lz Resp: 114391
Abundance Scan 381 (5.428 min): BM039400.D\datams 100 Ratio Lower Upper
112.0 112 100
64 58.5 44.3 66.5
64.0 63 29.3 23.0 34.6
Raw 50
Abundance
60000 5.428
ol ‘\ b ‘1‘47‘.9 _ ‘2‘07‘-9 — 281
m/z--> 50 100 150 200 250
Abundance Scan 381 (5.428 min): BM039400.D\data.ms (-37 40000
112.0
64.0
Sub 50 20000
0 “‘1‘479‘;9‘29””“2‘8‘1-“ TR
miz--> 100 150 200 250 Time->  5.30 5.40 5.50 5.60
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Abundance Scan 648 (7.098 min): BM039204.D\data.ms (-6% #7

99.0 Phenol-d6
Concen: 4.373 ng
RT: 7.051 min Scan# 6lgsiidiipl=lgies
Ref 50 Delta R.T. ©0.018 min |
71.0 Lab File: BM039400.D [(CUEhISEIellEIl0f
42.0 Acq: 11 Apr 2023 19:15 EERNENISESVEINS
Ol \‘Mh \‘“\“ ‘\‘i”i T \‘\“‘ TTT \]‘-\zgwg‘ TT \%‘Gﬂg RRRERRER - T .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion: ‘99 Resp: 9661 BV EQIVEL Integratlons
Abundance ~ Scan 657 (7.051 min): BM039400.D\data.ms 10N Ratio Lower Upper BRNEON=0)
99.0 99 160 Reviewed By :Christian Giraldo  04/12/2023
42 20.3 13.0 19.6 Supervised By :Jagrut Upadhyay  04/12/2023
71 34.5 25.5  38.
Raw 50
71.0 Abundance
42.0 7.051
O‘V—v—r“m \‘H}h;”‘ \‘\‘H\‘ T ’ 1‘\‘\ \‘} TTT ﬁ2\\8\.9‘ TTTT ‘ TTTT ‘ TT \\2‘(\)\7\.\0‘ TT 40000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 657 (7.051 min): BM039400.D\data.ms (-6 30000
99.0
20000
Sub
50
71.0 10000
42.0
OWM‘W\“\HHM,"‘“}""1‘2“8(‘0_H“HH‘HHWZ“ZR"E Oﬁ\ B
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.00 7.10 7.20

Abundance Scan 1267 (10.739 min): BM039204.D\data.ms (| #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.675 min Scan# 1273
Ref 50 Delta R.T. ©.000 min
Lab File: BM@39400.D
54.0 Acq: 11 Apr 2023 19:15
OL— “‘\‘H\ ﬁ\“gwo‘ “\ T \‘H\ T T T T T T
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.36 Resp: 1087038
Abundance Scan 1273 (10.675 min): BM039400.D\datams = 1ON Ratlo Lower Upper
136.1 136 100
137 10.9 8.9 13.3
54 8.4 6.2 9.4
Raw 5g 68 7.2 4.9 7.3
Abundance
600000 10875
54.0
0L ““”\‘H\‘%gw-o‘ “\ T \‘H\ T \2?6\9\ T \2\8\1\‘
m/z--> 50 100 150 200 250
Abundance Scan 1273 (10.675 min): BM039400.D\data.ms (| 400000
136.1
Sub
50 200000
54.0
Y SRR N R — O
m/z--> 50 100 150 200 250 Time--> 10.60 10.70
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Abundance Scan 988 (9.098 min): BM039204.D\data.ms (-9¢ #23
82.0 Nitrobenzene-d5
Concen: 8.356 ng
RT: 9.034 min Scan# 9{giigilpl=les
Ref 50 128.0 Delta R.T. -0.000 min !
Lab File: BM@39400.D [(®ICHIEEIeIE(CH
42 Acq: 11 Apr 2023 19:15 EERNENISESVEINS
[ ‘M.:‘%‘\ ‘\‘ il ‘ I T ]\_9\10\ [ T 2\8\1\‘
m/z--> go 160 1g0 260 Zgo Tgt Ion: 82 Resp: 186888 NIVENIEINGIC[EHNE
Abundance  Scan 994 (9.034 min): BM039400.D\data.ms 10N Ratio Lower Upper BRNEON=0)
82.0 82 1600 Reviewed By :Christian Giraldo  04/12/2023
128 42.4 35.1  52.78 supervised By :Jagrut Upadhyay — 04/12/2023
54 49.8 38.5 57.7
Raw 50 128.0
’ Abundance
9.034
42. 100000
(O “\‘mh ‘i““\”“‘\“ il “‘ Tl T %9\3‘0\ L B
m/z--> 50 100 150 200 250 80000
Abundance Scan 994 (9.034 min): BM039400.D\data.ms (-94
82.0 60000
sub 40000
50 128.0
20000
0\4.%.“\”‘\‘“‘1‘\“ \‘\‘\\‘\\\\2‘08\'9\\‘\\\\ L L ANLNL L L O
m/z--> 50 100 150 200 250 Time-->  8.95 9.00 9.05
Abundance Scan 1152 (10.063 min): BM039204.D\data.ms ( #32
105.0 Benzoic acid
Concen: 2.725 ng
RT: 10.010 min Scan# 1160
Ref 50 Delta R.T. -0.006 min
510 Lab File: BM@39400.D
Acq: 11 Apr 2023 19:15
[V M\ “!‘ \“\“‘H\ Tt T ‘\ \‘ L B " T T T \2\8\0:
miz--> 50 100 150 200 250 Tgt IOI’IZ:!.ZZ Resp: 36296
Abundance Scan 1160 (10.010 min): BM039400.D\data.ms 100 Ratio Lower Upper
105.0 122 100
105 124.6 103.1 143.1
77 97.2 74.6 114.6
Raw 50
55.0 Abundance
o il 1399 2069 pgoy 80000
T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 1160 (10.010 min): BM039400.D\data.ms (00000
105.0
40000
Sub
50
51.0 20000 10,010
SR ST SO LI T
miz--> 50 100 150 200 250 Time-->  9.90 10.00 10.10

BMO39400.D 8270-BM@32923.M

Wed Apr 12 18:15:48 2023
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Abundance Scan 1919 (14.574 min): BM039204.D\data.ms (| #39

164.1 Acenaphthene-dle
Concen: 20.000 ng
RT: 14.521 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.006 min |
80.0 Lab File: BM@39400.D [(®ICHIEEIeIE(CH
: Acq: 11 Apr 2023 19:15 EERNENISESVEINS
0 \4%?‘ \‘M\ H\‘\‘ 4t f M ]\-‘3\%\0‘ ‘H T T T
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.64 RESpZ 65455 WY ERIEL Integrations
Abundance Scan 1927 (14.521 min): BM039400.D\data.ms 10" Ratio Lower Upper BRNEON=0)
164.1 164 100 Reviewed By :Christian Giraldo  04/12/2023
162 98.7 79.1 118.7 Supervised By :Jagrut Upadhyay  04/12/2023
160 43.3 35.8 53.8
Raw 50
Abundance
>t 400000 14521
ol 971 132.1 205.1 281.
T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
_ 300000
Abundance Scan 1927 (14.521 min): BM039400.D\data.ms (
164.1
200000
Sub
50
100000
57.1
oh L0320 || 060 e, e
miz--> 50 100 150 200 250 Time-> 14.40 14.50 14.60

Abundance Scan 2172 (16.063 min): BM039204.D\data.ms ( #42

329.8 | 2,4,6-Tribromophenol
Concen: 12.458 ng

62.0 RT: 16.033 min Scan# 2184
Delta R.T. ©0.018 min

Lab File: BM@39400.D

Acq: 11 Apr 2023 19:15

Ref 50

0 T e
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 103513

Abundance Scan 2184 (16.033 min): BM039400.D\data.ms 10N Ratio Lower Upper
3208 330 100

332 95.0 77.4 116.0
141 59.5 29.8 44.6#

Raw  5gl %50
- 140.9 Abundance
' 221.8
0 ‘H\‘Hmlh”i" }“\‘7\9-\% Ly UHh\ T “l‘“ \2\8\0.\9‘” T ™
miz--> 50 100 150 200 250 300 100000
Abundance Scan 2184 (16.033 min): BM039400.D\data.ms (
329.8 16.033
50000
sub 1 620
- \\\\’\\\\‘\\\\\
miz--> 50 100 150 200 250 300 Time--> 16.00 16.10
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Abundance Scan 1685 (13.198 min): BM039204.D\data.ms (| #45
172.0 2-Fluorobiphenyl
Concen: 10.472 ng
RT: 13.139 min Scan#t 1(lgigiipl=gles
Ref 50 Delta R.T. -0.000 min |
Lab File: BM@39400.D (GUEINEEIEIR
Acq: 11 Apr 2023 19:15 EERNENISESVEINS
51.0 85.0 1329 207.9
OL— i‘ \‘\“H\h\”‘ T 1”\‘\”“”\ T T T .
m/z--> 50 100 150 200 250 Tgt Ion::}72 Resp: 50591 MVERNEINGITIIE WIS
Abundance Scan 1692 (13.139 min): BM039400.D\datams 10N Ratio Lower Upper BRNEON=0)
172.0 172 100 Reviewed By :Christian Giraldo  04/12/2023
57.1 171 34.1 28.8 42.0F supervised By :Jagrut Upadhyay — 04/12/2023
170 22.4 18.7 28.1
Raw 50
97.1 Abundance
13.139
0 “\“L“\“‘L‘ - :}LE?;?W”\ ey \298\:!-\ ™ \2\8\1\‘ 300000
m/z--> 50 100 150 200 250
Abundance Scan 1692 (13.139 min): BM039400.D\data.ms (
172.0 200000
Sub 57.1
5 100000
7.0
AN NP T S A W
m/z--> 50 100 150 200 250 Time--> 13.20
Abundance Scan 2059 (15.398 min): BM039204.D\data.ms ( #60
149.0 Diethylphthalate
Concen: 3.091 ng
RT: 15.345 min Scan# 2067
Ref 50 Delta R.T. ©.000 min
Lab File: BM@39400.D
76.0 Acq: 11 Apr 2023 19:15
0;\7‘\q \“\““\ \"“‘\ \h T T \“\ T ‘2\2\2\0\ T \2\8\1\1‘ T T
miz--> 50 100 150 200 250 300 Tgt Ion:149 Resp: 156917
Abundance Scan 2067 (15.345 min): BM039400.D\data.ms 100 Ratio Lower Upper
45.0 149.0 149 1e0
177 22.1 17.7 26.5
150 13.4 9.8 14.6
Raw gg 4.1
Abundance
15.845
0 ‘\M\h‘\ T \#‘9\3‘.9\ T \2%7‘.\1-\ L ‘ T \3\4\0.‘ 100000
miz--> 50 100 150 200 250 300
Abundance Scan 2067 (15.345 min): BM039400.D\data.ms (
149.0
50000
Sub
50
84.1 J%\¥
089 L1l | 2221 1 sao o
miz--> 50 100 150 200 250 300 Time--> 15.30  15.40
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BMO39400.D 8270-BM@32923.M

Wed Apr 12 18:15:51 2023

Abundance Scan 2386 (17.321 min): BM039204.D\data.ms (| #64
188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.274 min Scan#t 2 Sl
Ref 50 Delta R.T. ©0.006 min |
Lab File: BM@39400.D [SlEERISEINIAEI
Acq: 11 Apr 2023 19:15 EERNENISESVEINS
(o ‘\‘\!‘J‘ “‘Z‘O\JLH“ N
miz--> 5b 160 15‘0 260 25‘0 360 35‘0 4(‘)0 Tgt Ion:188 Resp: 135158 \ERIEL Integrations
Abundance Scan 2395 (17.274 min): BM039400.D\data.ms 10N Ratio Lower Upper BRNEOMN=0)
188.1 188 100 Reviewed By :Christian Giraldo  04/12/2023
94 1.3 8.2 12.48 supervised By :Jagrut Upadhyay — 04/12/2023
80 11.0 8.9 13.3
Raw 50
Abundance
0. 1774
ot 1320 | o3mooe003u11  azp, 800000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2395 (17.274 min): BM039400.D\data.ms (600000
188.1
400000
Sub 50
200000
94.0
Ob ok 26403200 430, 0/\ ‘
miz--> 50 100 150 200 250 300 350 400  Time--> 17.20 17.30
Abundance Scan 3097 (21.503 min): BM039204.D\data.ms ( #76
240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.474 min Scan# 3109
Ref 50 Delta R.T. 0.012 min
Lab File: BM@39400.D
120.0 Acq: 11 Apr 2023 19:15
01920l b 309.0 40014781
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 1187565
Abundance Scan 3109 (21.474 min): BM039400.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 14.5 10.2 15.2
236 26.6 20.9 31.3
Raw  sg| 571
Abundance
800000 21074
3.0
ol 341.1408.2475.2541.¢
miz--> 50 100 150 200 250 300 350 400 450 500 600000
Abundance Scan 3109 (21.474 min): BM039400.D\data.ms (
240.2
400000
Sub
50 200000
120.1
01520 11 .| 30813732 44935174 =
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.40 21.50
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Abundance Scan 2832 (19.945 min): BM039204.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 11.551 ng
RT: 19.909 min Scan#t 2{gigiil=gles
Ref 50 Delta R.T. 0.012 min
Lab File: BM@39400.D [(®ICHIEEIeIE(CH
1221 Acq: 11 Apr 2023 19:15 =SERWENISSEIN
o220 ). B840l 3270 4201
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:244 Resp: 69245 \ERIEL Integrations
Abundance Scan 2843 (19.909 min): BM039400.D\data.ms 10" Ratio Lower Upper BRNGE i ON=0)
244.2 244 100 Reviewed By :Christian Giraldo  04/12/2023
212 7.4 5.6 8.4W supervised By :Jagrut Upadhyay — 04/12/2023
122 13.6 9.1 13.7
Raw 50
57.1 Abundance
22.1 500000 19,908
ol 84, 302.2361.1420.2 484.;
m/z--> 50 100 150 200 250 300 350 400 450 400000
Abundance Scan 2843 (19.909 min): BM039400.D\data.ms (
244.2 300000
Sub 200000
50
100000
122.1
01540, [ 1841 | 3021 37214382 s ——
miz--> 50 100 150 200 250 300 350 400 450  Time--> 19.90
Abundance Scan 3082 (21.415 min): BM039204.D\data.ms (| #84
148.9 Bis(2-ethylhexyl)phthalate
Concen: 5.844 ng m
RT: 21.386 min Scan# 3094
Ref 50 Delta R.T. ©0.012 min
570 2520 Lab File: BM@39400.D
‘ Acq: 11 Apr 2023 19:15
0 \\H‘J\‘!l\]f“\\“\'“h“\H‘\‘M\\‘L\\\‘\\\'\‘uu‘uu‘u'u‘uu‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:149 Resp: 311756
Abundance Scan 3094 (21.386 min): BM039400.D\datams 10" Ratio Lower Upper
45.0 149 100
167 29.8 22.3 33.5
279 4.9 3.4 5.2
Raw 50
Abundance
l “ 133.1 300000 21,886
or Ml 2210 2810346 24121 478.3 540,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3094 (21.386 min): BM039400.D\data.ms ( 200000
149.0
Sub 50 100000L
R
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.35 21.40
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Abundance Scan 3508 (23.921 min): BM039204.D\data.ms (| #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 23.891 min Scan# 3{Eigil=lies

Ref 50 Delta R.T. 0.041 min |
Lab File: BM@39400.D (GUEINEEIEIR
132.0 Acq: 11 Apr 2023 19:15 ELI-WATER-0407
0 “?“5‘9_“»“‘_m_w —333:0399.0 476.1 549.
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 121201 Manual Integrations
Abundance Scan 3520 (23.891 min): BM039400.D\data.ms 10" Ratio Lower Upper BRNGEON=0)
45.0 264 100 Reviewed By :Christian Giraldo  04/12/2023
264.2 260 24.1 19.86  28.6 supervised By :Jagrut Upadhyay — 04/12/2023
265 23.0 18.1 27.1
Raw 50
133.0 Abundance
J 23.891
oMk asss |, ssoreonmss  oooo
miz--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance Scan 3520 (23.891 min): BM039400.D\data.ms (
261 300000
Sub 200000
50
100000
132.1
0h840. ) le‘ 8.1, 332:2401.1469.2537.3 Y
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 23.80  24.00
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