Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102723\
Data File : BM0@42485.D

Acqg On : 27 Oct 2023 22:50
Operator : MA/JU

Sample : 04909-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Time: Oct 28 00:30:30 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Sat Oct 28 ©0:26:13 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.981 152 117495 20.000 ng 0.00
21) Naphthalene-d8 10.804 136 502600 20.000 ng 0.00
39) Acenaphthene-die 14.627 164 308163 20.000 ng 0.00
64) Phenanthrene-d10 17.380 188 614613 20.000 ng 0.00
76) Chrysene-di12 21.556 240 448672 20.000 ng 0.00
86) Perylene-di12 24.015 264 443602 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.528 112 119759 14.405 ng 0.00

7) Phenol-dé 7.163 99 112184 10.069 ng 0.00
23) Nitrobenzene-d5 9.187 82 412716 36.311 ng 0.00
42) 2,4,6-Tribromophenol 16.121 330 133810 45.766 ng 0.00
45) 2-Fluorobiphenyl 13.251 172 792545 34.633 ng 0.00
79) Terphenyl-di4 19.986 244 883213 34.911 ng 0.00

Target Compounds Qvalue

2) 1,4-Dioxane 3.399 88 9743 2.489 ng # 77
10) Phenol 7.187 94 117869 10.239 ng 100
20) 3+4-Methylphenols 8.775 107 87464 8.584 ng 95
35) Caprolactam 11.928 113 28340 15.113 ng 94

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Time:
Quant Method
Quant Title
QLast Update
Response via :

Quantitation Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102723\

. BM@42485.D

: 27 Oct 2023 22:50
: MA/JU

. 04909-01

: 9 Sample Multiplier: 1

Oct 28 00:30:30 2023
: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: Sat Oct 28 00:26:13 2023

Initial Calibration

(LSC Reviewed)
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Abundance Scan 818 (7.998 min): BM042387.D\data.ms (-8] #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.981 min Scan# 81l e
Ref 50 115.0 Delta R.T. -0.006 min [ENGWY
78.0 Lab File: BM@42485.D [SUEEERIIEIE
Acq: 27 Oct 2023 22:50 [HelelEiF
9 \‘ L |
0\“\ }“\”“‘\‘”1“\ T ol ——— NS N N N B
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.SZ RESpZ 117495
Abundance  Scan 815 (7.981 min): BM042485.D\datams = 10N Ratlo Lower Upper
150.0 152 100
150 157.8 126.2 189.4
115 61.3 51.9 77.9
Raw 50
78.1 115.0 Abundance
0\43:%““\ ”“‘\ T \“‘\ T “\ T \297\0\ T \2\8\1\‘ 100000
miz--> 50 100 150 200 250 80000 708y
Abundance Scan 815 (7.981 min): BM042485.D\data.ms (-7¢
150.0 60000
Sub 40000
50 115.0
78.0 20000
o | |
) i TR AP KN | —— =
m/z--> 50 100 150 200 250 Time->  7.90 8.00 8.10
Abundance Scan 35 (3.393 min): BM042387.D\data.ms (-28) #2
88.0 1,4-Dioxane
Concen: 2.489 ng
RT: 3.399 min Scan# 36
Ref 50 Delta R.T. -0.000 min
43. Lab File: BM@42485.D
‘ Acq: 27 Oct 2023 22:50
0\\“““\\\\‘\\\\‘\\\\‘\'\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 gt Ion: 83 Resp: 9743
Abundance  Scan 36 (3.399 min): BM042485 D\datams | 10N Ratlo Lower Upper
49.0 88 100
58 72.8 64.9 97.3
43 67.0 27.8 41.84#
Raw 50
Abundance
207.0 8000 3.899
281.1
0 ‘l“\ ”\L?\“M\T.‘?\J\-?\)HS\.?\ T M‘ l\ Ema T 4 \“\ T \3\4\‘1‘(‘)\
m/z--> 50 100 150 200 250 300 350 6000
Abundance Scan 36 (3.399 min): BM042485.D\data.ms (-1)
88.0
4000 \W/NF/\/
Sub
50 2000
43.
0\\““\\‘\\i\\\\‘\\]\-9\4;-\9\\\‘2\67\-\0\‘\\\\‘\ O\\\\‘H\\‘H\\‘H\\‘\
miz--> 50 100 150 200 250 300 350 Time--> 3.30 3.353.40 3.45
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Abundance Scan 397 (5.522 min): BM042387.D\data.ms (-3¢ #5

112.0 2-Fluorophenol
64.1 Concen: 14.405 ng
RT: 5.528 min Scan# 3{gEitinl=pies
Ref 50 Delta R.T. -0.006 min [Z\aWY
Lab File: BM@42485.D [SlEERISEIIAEE
Acq: 27 Oct 2023 22:50 [HelelEiF
0= ‘H \H“\‘\H e \“ T \‘ LA B :\1_9\2‘9\ L 2\8\1\‘
m/z—> 100 150 200 250 Tgt Ion::‘le Resp: 119759
Abundance Scan 398 (5.528 min): BM042485.D\data.ms | 10N Ratlo Lower Upper
112.0 112 100
64 61.3 52.7 79.1
64.1 63 32.1 28.3 42.5
Raw 50
Abundance
5.%28
. 207.1 X
oL ‘H‘ ‘H‘“‘\H‘\‘ \H\‘ T \‘ T \1\47‘(\) T S I e T \2\8\1\ 60000
m/z--> 50 100 150 200 250
Abundance Scan 398 (5.528 min): BM042485.D\data.ms (-3¢
64.1
Sub
50 20000
0 | 1470 2089 281
m/z--> 100 150 200 250 Time--> 550 5.60 5.70

Abundance Scan 674 (7.151 min): BM042387.D\data.ms (-6¢ #7

99.1 Phenol-d6
Concen: 10.069 ng
RT: 7.163 min Scan# 676
Ref 50 Delta R.T. -0.006 min
42.0 Lab File: BM042485.D
Acq: 27 Oct 2023 22:50
G‘M‘u‘h\\m\‘\”‘ a BT R
mlz-—-> 100 150 200 250 Tgt Ion: 99 Resp: 112184
Abundance Scan 676 (7.163 min): BM042485.D\datams ~ 1on Ratio Lower Upper
99.1 99 100
42 21.5 18.5 27.7
71 32.5 27.7 41.5
Raw 50
Abundance
42.1 60000 7.163
0 “M‘“h\“‘\‘w‘w“ ““U ‘M‘\‘ . %3:3;0‘ S ‘2??9 — ‘2‘8‘1":
miz--> 50 100 150 200 250
Abundance Scan 676 (7.163 min): BM042485.D\data.ms (-62 40000
gC
sub o 20000
420
0 \H\u\“ HwHH“H“HH“H‘ "“HH“H‘
m/z--> 50 100 150 200 250 Time--> 7.10 7.20
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Abundance Scan 678 (7.175 min): BM042387.D\data.ms (-67 #10

94.0 Phenol
Concen: 10.239 ng
RT: 7.187 min Scan# 6{gsiidiipl=lgies
Ref 50 Delta R.T. -0.006 min [Z\aWY
39.0 Lab File: BM@42485.D (GUEINEETSIEIR
‘ Acq: 27 Oct 2023 22:50 [HelelEiF
0\‘” H‘\““\‘\ \‘ H\ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt Ion: ‘94 RESpZ 117869
Abundance ~ Scan 680 (7.187 min): BM042485.D\datams | 10N Ratlo Lower Upper
94.1 94 100
65 30.9 10.9 50.9
66 37.9 18.2 58.2
Raw 50
Abundance
39.1 7.187
0 T “hmm‘\“\ \h\ “ T \13\5\0‘ T T \Z?Z(\) T \2\8\1\ 60000
m/z--> 50 100 150 200 250
Abundance Scan 680 (7.187 min): BM042485.D\data.ms (-6:
041 40000
sub 20000
39.0
ow‘\ Lo
m/z--> 50 100 150 200 250 Time--> 7.10 7.20 7.30
Abundance Scan 949 (8.769 min): BM042387.D\data.ms (-94 #20
107.1 3+4-Methylphenols
Concen: 8.584 ng
RT: 8.775 min Scan# 950
Ref 50 Delta R.T. -0.012 min
Lab File: BM@42485.D
390 L Acq: 27 Oct 2023 22:50
ol Lhf4py | 2080 2671
miz--> 50 100 150 200 250 Tgt IOI’]Z:!.07 Resp: 87464
Abundance Scan 950 (8.775 min): BM042485.D\data.ms Ion Ratio Lower Upper
45.1 107 100
108 83.7 67.2 107.2
77 34.3 16.8 56.8
Raw s5p 79 24.1 10.1 50.1
107.1 Abundance
40000
ol whlliy | 470 2070 2670
T T T T T T T T T T ‘ T T T T ‘ T T T T
Abundance Scan 950 (8.775 min): BM042485.D\data.ms (-9¢
45.0
20000
Sub 50
107.1 10000
ol L 1469 1009 2670
m/z--> 50 100 150 200 250 Time--> 8.70 8.80 8.90
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Abundance Scan 1298 (10.822 min): BM042387.D\data.ms ( #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 10.804 min Scan#t 1gigill=gles
Ref 50 Delta R.T. -0.006 min [Z\aWY
Lab File: BM@42485.D |(®IEIEEIslEEI0f
541 Acq: 27 Oct 2023 22:50 [HelelEiF
0\ \‘ “‘\‘H\ H\?ﬁ."j‘{ T \‘H\ ‘ UL ’ T T T ‘ UL ‘ UL ’
m/z--> 50 100 150 200 250 300 Tgt Ion:136 Resp: 502600
Abundance Scan 1295 (10.804 min): BM042485.D\data.ms 190 Ratlo Lower Upper
136.1 136 100
137 10.6 2.7
54 10.1 2.8
Raw 50 68 7.6 9.6
Abundance
54.1
0L “L“\‘H\ “\%\4..‘:”\ T \“‘\ T \179\3’0\ T ‘2\67\9\ T \3\4\1’
miz--> 50 100 150 200 250 300 200000
Abundance Scan 1295 (10.804 min): BM042485.D\data.ms (
136.1
Sub 100000
50
54.1 A\
ol la@tQ 1909 2810 341, (U ——————
miz—-> 50 100 150 200 250 300 Time--> 10.75 10.80 10.85

Abundance Scan 1022 (9.198 min): BM042387.D\data.ms (-1 #23

82.1 Nitrobenzene-d5
Concen: 36.311 ng
RT: 9.187 min Scan# 1020
Ref 50 128.1 Delta R.T. -0.006 min
' Lab File: BM@42485.D
429 Acq: 27 Oct 2023 22:50
0\‘}“1‘\”\‘“1\“ \‘\‘\\‘\\\\i\\\\‘\\\\
miz--> 50 100 150 200 250 Tgt Ion: .82 Resp: 412716
Abundance Scan 1020 (9.187 min): BM042485 D\datams = 10N Ratlo Lower Upper
82.1 82 100
128 39.8 29.0 43.6
54 54.9 43.7 65.5
Raw 50
1281 Abundance
9.187
42.
oL ‘M”i”\”\‘“‘i‘\ “ I T %9\3‘0\ [ ‘2\67\0\\ 200000
m/z--> 50 100 150 200 250
Abundance Scan 1020 (9.187 min): BM042485.D\data.ms (-¢ 150000
82.1
100000
Sub
50 128.1
50000
42.
O‘ﬁ‘“u“‘Hm‘””_”w”” Looh T
miz--> 50 100 150 200 250 Time->  9.10 9.20 9.30
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Abundance Scan 1469 (11.828 min): BM042387.D\data.ms (| #35

53.0 Caprolactam
Concen: 15.113 ng
1131 RT: 11.928 min Scan#t 14gigiipl=gles
Ref 50 ’ Delta R.T. -0.018 min [Z\aWY
Lab File: BM@42485.D [(GICHIEEIelEI(CH
Acq: 27 Oct 2023 22:50 [HelelEiF
[ ‘\‘“ ihu‘\ h‘\‘ \“\ T T L B \2\8\1\'
m/z--> 50 100 150 200 250 Tgt Ion:113 Resp: 28346
Abundance Scan 1486 (11.928 min): BM042485.D\datams = 10N Ratlo Lower Upper
58.1 113 100
55 221.4 185.6 225.6
56 157.5 137.8 177.8
Raw  5p 113.1
Abundance
30000
0 i “147-0 2070 281..
T ‘ i T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance Scan 1486 (11.928 min): BM042485.D\data.ms ( 20000
55.1
11.9
113.1
sub 10000
0 I hu Ll 150.0 190.9 281.. 0
L . L ———
miz--> 50 100 150 200 250 Time--> 11.90 12.00

Abundance Scan 1948 (14.645 min): BM042387.D\data.ms (. #39

162.1 Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.627 min Scan# 1945

Ref 50 Delta R.T. -0.006 min
Lab File: BM042485.D
82.0 Acq: 27 Oct 2023 22:50
(}\4%'%\‘\”‘“‘1 11‘\1?']\‘“\‘ e AR
miz--> 50 100 150 200 250 Tgt Ion:164 Resp: 308163
Abundance Scan 1945 (14.627 min): BM042485.D\datams 10N Ratio Lower Upper
164.2 164 100

162 99.0 83.0 124.4
160 44.3 37.0 55.4

Raw 50
Abundance
50 200000, P77
REXW 132.1 207.0 281.1
- T ‘ T L T ‘ T L ‘ T L T ‘ T T T T
m/z--> 50 100 150 200 250 150000
Abundance Scan 1945 (14.627 min): BM042485.D\data.ms (
164.2
100000
Sub
50
50000
80.1
N T O 207.0 283, :
\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 Time--> 14.50 14.60 14.70
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Abundance Scan 2202 (16.139 min): BM042387.D\data.ms ( #42

320.8 2,4,6-Tribromophenol
62.0 Concen: 45.766 ng
RT: 16.121 min Scan#t 21gigil=gles
Ref 50 140.9 Delta R.T. -0.006 min [EAASY
Lab File: BM@42485.D [(GICHIEEIelEI(CH
221.9 Acq: 27 Oct 2023 22:50 [HeeJE
ok h“ MW“ by ‘h‘w““m‘gb2§93“ —
m/z--> 50 100 150 200 250 300 350 T8t Ton:336 Resp: 133816
Abundance Scan 2199 (16.121 min): BM042485.D\datams 10" Ratio Lower Upper
320.8 330 100
332 96.1 77.6 116.4
62.0 141 37.4 38.0 57.o0#
Raw
S0 142.9 Abundance
221.9 16.121
oL ‘\H‘M‘ \H‘ U\ H ; \‘H‘”“‘ ;‘\ ‘H\U‘ -y “H“‘ ‘\“‘ ‘2‘8‘1‘1‘ cobe 80000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2199 (16.121 min): BM042485.D\data.ms ( 60000
329.8
62.0 40000
Sub
50
142.9 20000
221.9
G\“‘\ \M;M\UM\MHH;h"\MN"\“H“HH“G?"‘O“H T T
miz--> 50 100 150 200 250 300 350 Time--> 16.10 16.20
Abundance Scan 1714 (13.269 min): BM042387.D\data.ms ( #45
172.1 2-Fluorobiphenyl
Concen: 34.633 ng
RT: 13.251 min Scan# 1711
Ref 50 Delta R.T. -0.006 min
Lab File: BM@42485.D
Acq: 27 Oct 2023 22:50
RECLE s I
miz--> 50 100 150 200 250 Tgt Ion:}72 Resp: 792545
Abundance Scan 1711 (13.251 min): BM042485.D\datams  1°" Ratio Lower Upper
172.1 172 100
171 35.2 28.1 42.1

176 23.7 18.9 28.3

Raw 50
Abundance
51.1 851 1331 500000 o
O+ w il \“H\h\ ‘ ui 1”\‘;”“”\ T \2‘07\0\ T ‘2\66\9\ T
m/z--> 50 100 150 200 250 400000
Abundance Scan 1711 (13.251 min): BM042485.D\data.ms (
172.1 300000
Sub 200000
50
100000
ol 51O BT 130 | 2070 281
m/z--> 50 100 150 200 250 Time--> 13.20 13.30 13.40
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Abundance Scan 2416 (17.398 min): BM042387.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.380 min Scan#t 24igiipl=gles
Ref 50 Delta R.T. -0.006 min [Z\aWY
Lab File: BM@42485.D [(GICHIEEIelEI(CH
80.1 Acq: 27 Oct 2023 22:50 [HelelEiF
0890, | 1321 | pssozs11
m/z--> 50 100 150 200 250 300 350 18t Ion:188 Resp: 614613
Abundance Scan 2413 (17.380 min): BM042485.D\datams 100 Ratlo Lower Upper
188.2 188 100
94 10.7 9.4 14.0
80 11.6 10.7 16.1
Raw 50
Abundance
17,880
80.1 400000
0B ) 1821y | 2510 3410
\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2413 (17.380 min): BM042485.D\data.ms (
188.2
200000
Sub
50 100000
036:9. H\ ‘\ 1320 | 265.0 326.9 0 N
CERNEIT B st N SN2 ML ===
miz--> 50 100 150 200 250 300 350 Time->  17.30 17.40

Abundance Scan 3127 (21.580 min): BM042387.D\data.ms ( #76

240.2 Chrysene-di12

Concen: 20.000 ng

RT: 21.556 min Scan# 3123

Ref 50 Delta R.T. -0.006 min
Lab File: BM@42485.D
120.1 Acq: 27 Oct 2023 22:50
0541 “H\\3‘\2\5\)'\?\\\\‘\\\\4‘.\7\5\)'\]‘-\\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:24@ Resp: 448672
Abundance Scan 3123 (21.556 min): BM042485.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 12.0 10.7 16.1
236 25.3 20.7 31.1
Raw 50
Abundance
731 300000  21.556
0 T \ ‘ T \ \ “\ﬂ\-fT\ T \ \M‘L\‘ ‘V ‘ \L\ l\ ‘ T \3\?)‘5\\1\-\‘4.\2\\9\% \5\\0‘:)\’\2\\ ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3123 (21.556 min): BM042485.D\data.ms (| 200000
240.2
Sub
50 100000
120.1
RECE | | 306.1372.0 445.1 535.0 0
e e, S, 959 Co
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.60
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Abundance Scan 2860 (20.009 min): BM042387.D\data.ms ( #79

244.3 Terphenyl-di14
Concen: 34.911 ng
RT: 19.986 min Scan#t 2{Ugiigiil=les
Ref 50 Delta R.T. -0.006 min [Z\aWY
Lab File: BM@42485.D [SlEERISEIIAEE
1221 Acq: 27 Oct 2023 22:50 HeSIE
0 H?\}\“\“H‘\‘\“L\H‘\‘\\\hi‘HH‘HH"\\H‘\H\‘\\H‘\H\‘
miz--> 50 100 150 200 250 300 350 400 450 500 18t Ion:244 Resp: 883213
Abundance Scan 2856 (19.986 min): BM042485.D\datams 10" Ratio Lower Upper
2442 244 100
212 7.0 5.6 8.4
122 11.3 8.8 13.2
Raw 50
Abundance
19.686
122.1
0 \5\?\}\“ t ‘“\ '\‘\‘\ T ‘L T l“l\‘\\\hi T T TT \\3\5‘\7\]\-\ ‘4:3\\0\‘0\ TTT |\5§5\‘ 600000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 2856 (19.986 min): BM042485.D\data.ms (
244.2 400000
Sub
50 200000
122.1
ol240, | 4 i 3131 402.04751 01
riprr e S e e T e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 20.00

Abundance Scan 3546 (24.044 min): BM042387.D\data.ms (| #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 24.015 min Scan# 3541
Ref 50 Delta R.T. -0.006 min
132.0 Lab File: BM042485.D
Acq: 27 Oct 2023 22:50
0 52‘\(\)\\’\”\]\“\‘HH‘\H‘\“JH\‘\H\‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 443602
Abundance Scan 3541 (24.015 min): BM042485 D\datams = 10N Ratlo Lower Upper
207.1 264 100
260 23.5 18.6 27.8
265 24.8 17.8 26.8
Raw 50
73.1 2811 Abundance
24015
355.2
0 T \ ‘ \ T \ \\’ \J“\j{l\q‘ \J_\J\ ﬂ‘ L \‘ T ‘J\L\ T ‘ TTT \‘ ‘L\ T \‘4.\2\\9\-% \5\\0‘3\.\2\\ ‘ T 150000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3541 (24.015 min): BM042485.D\data.ms (
264.1 100000
Sub
50 50000
132.0
0l520 1971 \ 339.1 417.1 490.1 01
e  Raa —
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 24.00  24.20
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