Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124977.D

Acqg On : 7 Aug 2021 16:46
Operator : JU/CG

Sample : M3297-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Time: Aug 07 18:05:55 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 06 11:27:24 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.828 152 6342 20.000 ng 0.00
21) Naphthalene-d8 8.110 136 24172 20.000 ng # 0.00
39) Acenaphthene-di10 9.869 164 14321 20.000 ng 0.00
64) Phenanthrene-d10 11.351 188 20732 20.000 ng # 0.00
76) Chrysene-di12 13.992 240 13090 20.000 ng 0.00
86) Perylene-di12 15.451 264 13343 20.000 ng # 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.446 112 11061 28.570 ng 0.00

7) Phenol-dé6 6.469 99 9341 19.135 ng 0.00
23) Nitrobenzene-d5 7.392 82 23462 50.776 ng 0.00
42) 2,4,6-Tribromophenol 10.657 330 5710 44.629 ng 0.00
45) 2-Fluorobiphenyl 9.186 172 47177 48.203 ng 0.00
79) Terphenyl-di4 12.939 244 36331 46.817 ng 0.00

Target Compounds Qvalue
10) Phenol 6.487 94 34451 68.396 ng 99
20) 3+4-Methylphenols 7.239 107 1537 3.642 ng # 71
32) Benzoic acid 8.010 122 11509 58.422 ng 84

(#) = 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\BF080721\
Data File : BF124977.D

Acqg On 7 Aug 2021 16:46

Operator Ju/caG

Sample : M3297-05

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Time: Aug 07 18:05:55 2021
Quant Method
Quant Title
QLast Update :
Response via

Fri Aug 06 11:27:24 2021
Initial Calibration

Abundance

380000

360000

340000

320000

300000

280000

260000

240000

220000

200000

180000

160000

140000

120000

Phenol,C
Nitrobenzene-d5,S

100000

80000

2-Fluorophenol,S
1 d6.S

1,4-Dichlorobenzene-d4,|

o
Benzoic alCidNaphthaIene-dB,l

60000

3+4-Methylphenols

40000

20000

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC: BF124977.D\data.ms

2-Fluorobiphenyl,S
Terphenyl-d14,S

410
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Abundance Scan 808 (6.839 min): BF124934.D\data.ms (-80 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.828 min Scan# 806

Ref 50 115.0 Delta R.T. -0.000 min
520  78.0 Lab File: BF124977.D
Acq: 7 Aug 2021 16:46
0 H\} : ‘\‘\‘\‘\‘ : ‘\M‘ : ‘H‘HH“ : H“‘\‘w“
m/z--> 40 60 80 100 120 140 Tgt Ion:152 Resp: 6342

Abundance  Scan 806 (6.828 min): BF124977.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 157.5 117.6 176.4
115 63.7 47.1 70.7

Raw 50
115.0 Abundance
_0 78.1
0
miz-> 100 120 140 10000
Abundance Scan 806 (6.828 mln). BF124977.D\data.ms (-78
150.0
5000
Sub
50 115.0
520 781
0 H“}H““'_H‘H‘HH‘HH“HH‘H““W 0
miz--> 40 60 100 120 140 Time-->

Abundance Scan 572 (5.451 min): BF124934.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 28.570 ng

64.0 RT: 5.446 min Scan# 571
Ref 50 Delta R.T. 0.000 min
920 Lab File: BF124977.D
30.0 Acq: 7 Aug 2021 16:46
i 910l \
0 \‘\\\\‘\\\\‘\\\\“\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\ . .
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 11061

Abundance  Scan 571 (5.446 min): BF124977.D\datams 10N Ratio Lower Upper
119.0 112 100

64 54.4 44.2 66.2
63 30.7 26.2 39.2

64.1
Raw 50
Abundance
39.1 92.0 5.446
0 \‘\\\‘1“‘\‘\‘\\ \‘\‘1‘\‘“ ‘\\“\w\ ‘\\\‘\ 10000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 571 (5.446 min): BF124977.D\data.ms (-52
112.0
5000
Sub 64.1
50 /\
39.1 ‘ 92.0 /
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.40 5.45
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Abundance Scan 745 (6.469 min): BF124934.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 19.135 ng
RT: 6.469 min Scan# 745
Ref 50 711 Delta R.T. ©0.006 min
42.1 ’ Lab File: BF124977.D
54.1 Acq: 7 Aug 2021 16:46
ol Ll M\\““ (821 | |
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 9341
Abundance  Scan 745 (6.469 min): BF124977.D\datams ~ 10N Ratlo Lower Upper
94.0 99 100
42 24.3 23.5 35.3
71 33.3 25.6 38.4
Raw 50
39.0 66.0 Abundance
6.469
‘ M 50.0 |
0\‘\\\‘\“\‘\‘\\‘M\HH\E‘Hl\‘\“\\\\‘\\\\‘\‘\\“\\\\‘ 6000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 745 (6.469 min): BF124977.D\data.ms (-69
94.0 4000
Sub
50 66.0 2000
40.1
g
o S T A A -
m/z--> 30 40 50 60 70 80 90 100  Time-> 6.45 6.50

Abundance Scan 748 (6.486 min): BF124934.D\data.ms (-74 #10

94.0 Phenol
Concen: 68.396 ng
RT: 6.487 min Scan# 748
Ref 50 66.0 Delta R.T. ©.012 min
39.0 Lab File: BF124977.D
‘ 55.0 Acq: 7 Aug 2021 16:46
0‘\H“HH“““*“HW“w*”v”w“‘”w
m/z--> 30 40 50 60 70 80 90 100 I8t Ion: 94 Resp: = 34451
Abundance  Scan 748 (6.487 min): BF124977.D\datams ~ 1ON  Ratlo Lower Upper
94.1 94 100
65 28.6 9.3 49.3
66 40.2 20.3 60.3
Raw
>0 39.1 66.1 Abundance
‘ 550 ‘ 30000
0‘_”‘1“‘mw‘“m‘upd‘;mmu,uwu‘uw
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 748 (6.487 min): BF124977.D\data.ms (-69 20000
94.1
Sub
50 66.1 10000
39.0
50.0 ‘
0‘\”“!l“”\‘“““w”‘“”\”Hr”w”“w” [ L I
miz--> 30 40 50 60 70 80 90 100 Time--> 6.45 6.50
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Abundance Scan 877 (7.245 min): BF124934.D\data.ms (-87 #20

771 10f.0 3+4-Methylphenols
Concen: 3.642 ng
RT: 7.239 min Scan# 876
Ref 50 Delta R.T. ©.000 min
Lab File: BF124977.D
Acq: 7 Aug 2021 16:46
M el sto o X T
O . ”\““\‘\\M ‘\‘\‘\“\\‘\\‘
m/z--> 100 120 Tgt Ion:}07 Resp: 1537
Abundance Scan 876 (7.239 mm). BF124977.D\datams ~ 10N Ratio Lower Upper
77.0 105.0 le7 100
108 70.1 76.6 116.6#
43.0 77 104.2 53.3 93.3#
Raw 59 79 21.6 8.7 48.7
Abundance
120.0
“ ‘ 1500
0 LI ‘ \‘ T ‘ T \ \ T ‘ L “ T T T ‘ L ‘
m/z--> 100 120
Abundance Scan 876 (7.239 mln). BF124977.D\data.ms (-82
77.0 105.0 1000
Sub
50 59.0 500
43.0 120.0
m/z--> 80 100 120 Time--> 7.227.247.26
Abundance Scan 1026 (8.122 min): BF124934.D\data.ms (-1 #21
136.1  Naphthalene-ds8
Concen: 20.000 ng
RT: 8.110 min Scan# 1024
Ref 50 Delta R.T. -0.006 min
Lab File: BF124977.D
541 8.0 108.0 Acq: 7 Aug 2021 16:46
0\40‘(\)\“\’\W\“}W\\\‘\‘1\\‘\11““\
m/z--> 40 60 80 100 120 140 gt Ion:136 Resp: 24172
Abundance Scan 1024 (8.110 min): BF124977.D\datams ~ 100 Ratio  Lower Upper
136.1 136 100
137 11.0 9.8 14.6
54 10.3 6.4 9.6#
Raw 5o 68 4.7 3.3 4.9
Abundance
8.110
30 5ﬁ“0 761 10?.1 I 25000
0\\‘im\\1‘1"\‘1\‘\““1\‘\\‘\‘\\\‘\\1‘ T
m/z-> 40 60 80 100 120 140 20000
Abundance Scan 1024 (8.110 min): BF124977.D\data.ms (-9
136.1 15000
Sub 10000
50
5000
54.0 76.1 108.1
o ““‘W‘ ““1“M ‘ 0 —
m/z-—-> 40 60 80 100 120 140 Time-> 8.10
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Abundance Scan 904 (7.404 min): BF124934.D\data.ms (-89 #23

82.1 Nitrobenzene-d5
Concen: 50.776 ng
54.1 RT: 7.392 min Scan# 902
Ref 50 128.0 Delta R.T. -0.006 min
Lab File: BF124977.D
98.1 Acq: 7 Aug 2021 16:46
400 ‘ 680 \
0 ‘\H”\‘\1\i‘u‘u‘\H\.‘\\M‘”‘H\‘HH‘HH“\.H‘HH“HH
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 82 Resp: 23462
Abundance  Scan 902 (7.392 min): BF124977.D\datams 19" Ratlo Lower Upper
83.1 82 100
128 44.0 40.6 60.8
54.1 54 60.8 49.6 74.4
Raw 50 128.0
Abundance
98.0 25000
0 49“9\ \‘w 68‘0 Ll ‘ |
‘\\H‘\H\‘H\\‘\\\\‘\\H‘H\‘H\\‘\\\\‘\\H‘\H\‘H\\ 20000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 902 (7.392 min): BF124977.D\data.ms (-85
821 15000
54.1
Sub 10000
50 128.0
5000
40.0 980
0 \\.‘\\‘ 68"0\”\ ‘ | 0
R R R R [ AR RN RRTES

miz--> 30 40 50 60 70 80 90 100110120130 Time->  7.35 7.40

Abundance Scan 989 (7.904 min): BF124934.D\data.ms (-97 #32

770 105.0 Benzoic acid
’ 122.0 Concen: 58.422 ng
RT: 8.010 min Scan# 1007
Ref 50 51.0 Delta R.T. ©.112 min
Lab File: BF124977.D
‘ Acq: 7 Aug 2021 16:46
\
G\‘HH‘H\\‘\H\‘\\H‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\ . .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:122 Resp: 11509
Abundance Scan 1007 (8.010 min): BF124977 D\datams 10N Ratlo Lower Upper
105.0 122 100
271 1220 105 135.2 97.6 137.6
' 77 93.8 59.6 99.6
Raw 50 51.0
Abundance
8000
38 ‘
0 HH:\)H H‘H 11 HM‘ | [ |
\‘HH‘\H\‘\H\‘\\H‘HH‘\H\‘\H\‘\H\‘HH‘H\\‘\ 8 lo
miz--> 30 40 50 60 70 80 90 100 110 120 6000
Abundance Scan 1007 (8.010 min): BF124977.D\data.ms (-9
105.0 4000
771 122.0
Sub /
50 51.0 2000
38.0 | | 0
0 bpr e e .
mlz--> 30 40 50 60 70 80 90 100110120  Time--> 7.95 8.00 8.05
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Abundance Scan 1324 (9.874 min): BF124934.D\data.ms (-1 #39
1641  Acenaphthene-di1e
Concen: 20.000 ng
RT: 9.869 min Scan# 1323
Ref 50 Delta R.T. ©0.000 min

80.1 Lab File: BF124977.D

Acq: 7 Aug 2021 16:46

0 Nl 5ﬂ"0\‘\ Ll 10@'1 13%1 |y
m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 14321

Abundance Scan 1323 (9.869 min): BF124977.D\datams 1N Ratio Lower Upper
b1 164 100

162.
162 108.6 81.3 121.9
160 48.0 38.0 57.0

Raw 50
Abundance

43.1 80.1
1040 133.0
ol 15000
m/z-—-> 40 60 80 100 120 140 160
Abundance Scan 1323 (9.869 min): BF124977.D\data.ms (-1
162.1 10000
Sub
50 5000
80.1
104.0 133.0
O' ‘\\\\’\\\\’\\
miz--> 40 60 80 100 120 140 160  Time--> 9.80 9.85 9.90

Abundance Scan 1459 (10.669 min): BF124934.D\data.ms (- #42

329.8 2,4,6-Tribromophenol
Concen: 44.629 ng
RT: 10.657 min Scan# 1457
Ref 50 620 140.9 Delta R.T. ©.000 min
' Lab File: BF124977.D
‘ 221.9 Acq: 7 Aug 2021 16:46
0 ‘\L‘ i‘ }‘ il M ‘ o ;M‘ ‘\HM‘ e UHH‘ ‘\wlﬂ e
miz--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 5710
Abundance Scan 1457 (10.657 min): BF124977.D\datams 100 Ratio Lower Upper
320¢ 330 100
62.0 332 90.4 76.2 114.4
140.9 141 50.8 44.6 66.8
Raw 50
Abundance
221.8 6000
0 L
miz--> 50 100 150 200 250 300
Abundance Scan 1457 (10.657 min): BF124977.D\data.ms (- 4000
329.¢
62.0
140.9
Sub
50 2000
221.8
O‘M‘W!NWHHWW‘JW‘JM“H‘ m“$““ L O—
m/z--> 50 100 150 200 250 300 Time-->
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Abundance Scan 1209 (9.198 min): BF124934.D\data.ms (-1 #45

1721 2-Fluorobiphenyl

Concen: 48.203 ng

RT: 9.186 min Scan# 1207
Ref 50 Delta R.T. -0.006 min

Lab File: BF124977.D

Acq: 7 Aug 2021 16:46

51.0 85‘.0 120.0 1‘5‘2.0
I 1l il lly, In Ll Lu L Lol
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 47177
Abundance Scan 1207 (9.186 min): BF124977.D\datams 10" Ratio Lower Upper
1721 172 100
171 34.4 26.5 39.7

170 22.7 18.8 28.2

o

Raw 50
Abundance
9.186
391 630 8511050 13301520 50000
Ot ‘H\ T \‘M“\ ol “\‘\ \”\“‘ FrrT i et T s T i
m/z--> 40 60 80 100 120 140 160 40000
Abundance Scan 1207 (9.186 min): BF124977.D\data.ms (-1
17l 30000
Sub 20000
50
10000
50.0 85.1 105.0 133.0152.0 0
OF b et e S el T
m/z--> 40 60 80 100 120 140 160 Time--> 9.15 9.20

Abundance Scan 1577 (11.363 min): BF124934.D\data.ms (- #64

188.1 Phenanthrene-d10

Concen: 20.000 ng

RT: 11.351 min Scan# 1575
Ref 50 Delta R.T. ©0.000 min

Lab File: BF124977.D

80.1 Acq: 7 Aug 2021 16:46

, 160.1
52.0 Al ol 1321 JM

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 20732

Abundance Scan 1575 (11.351 min): BF124977.D\datams 10N Ratio Lower Upper
188.1 188 100

94 10.3 6.7 10.1#
7.5

O

8o 11.7 11.3#
Raw 50
Abundance
80.0 160.1 11851
Ol b T2l M 2
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1575 (11.351 min): BF124977.D\data.ms (- 15000
188.1
10000
Sub
50
5000
80.0 160.1
ol S 2230 E———-—
miz--> 40 60 80 100 120 140 160 180  Time--> 11.35
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Abundance Scan 2026 (14.004 min): BF124934.D\data.ms (- #76

240.2 chrysene-d12

Concen: 20.000 ng

RT: 13.992 min Scan# 2024

Ref 50 Delta R.T. ©0.000 min
Lab File: BF124977.D
Acq: 7 Aug 2021 16:46
. 9.0 10 2081
\\‘\\H‘H\\‘HH‘\\H‘\H\‘\\H‘HH‘HH‘HH‘\H . .
m/z--> 40 60 80 100120140 160180200220240 T8t Ion:240 Resp: 13090

Abundance Scan 2024 (13.992 min): BF124977.D\data.ms 10N Ratio Lower Upper
2402 240 100

120 13.4 10.8 16.2
236 24.0 21.6 32.4

Raw 50
Abundance
43.1 1201 13.392
91.0 165.0 212.1
0,
m/z--> 40 60 80 100120140 160 180 200 220 240 10000
Abundance Scan 2024 (13.992 min): BF124977.D\data.ms (-
240.2
Sub 5000
50
120.1
45.0 1730 2121 A
O' ‘ T T T T ‘ T T T T
miz--> 40 60 80 100 120 140160 180 200220 240 Time-> 13.95  14.00

Abundance Scan 1846 (12.945 min): BF124934.D\data.ms (- #79

2442 Terphenyl-di4

Concen: 46.817 ng

RT: 12.939 min Scan# 1845

Ref 50 Delta R.T. ©.000 min

Lab File: BF124977.D
122.1 Acq: 7 Aug 2021 16:46

0O “5‘1"‘1“8‘}2"]"“ T Ly ‘\‘ Tl ]‘-6“10‘:\[‘ T “21\‘2.\2‘\ MM“

m/z--> 50 100 150 200 Tgt Ion:244 Resp: 36331

Abundance Scan 1845 (12.939 min): BF124977.D\datams 10N Ratio Lower Upper
2442 244 100

212 7.3 5.9 8.9
122 9.9 9.0 13.4
Raw 50
Abundance
12.939
a0 gy P01 221 | o
04— “H‘\ S “ bl T gt “ il Ll “
miz--> 50 100 150 200
Abundance Scan 1845 (12.939 min): BF124977.D\data.ms (- 30000
244.2
20000
Sub
50
10000
122.1
o 540 an T A B2 | o
miz--> 50 100 150 200 Time->  12.90  12.95
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Abundance Scan 2274 (15.462 min): BF124934.D\data.ms (- #86

264.1 perylene-d12

Concen: 20.000 ng

RT: 15.451 min Scan# 2272

Ref 50 Delta R.T. ©0.006 min
Lab File: BF124977.D
ﬁiﬁl 2321 m Acq: 7 Aug 2021 16:46
1 | i
m/Z“> 0 ‘ 5‘0 T ‘1(‘)0‘ n ‘1%0‘ n ‘2(’)0‘ o ‘2%0‘ ‘ Tgt IOn : 264 Resp : 13343
Abundance Scan 2272 (15.451 min): BF124977.D\datams 100 Ratio Lower Upper
264.; 264 100

260 18.9 19.6  29.44#
265 23.1 17.2 25.8

Abundance
10000

8000

6000

4000

2000

Raw 50
132.0
430 M 232.0 mT
0 \‘ ‘“\ ‘\ T T ‘ \‘H\ “\ T ’ T T T T ’ T T \H\ ‘ ‘
m/z--> 50 100 150 200 250
Abundance Scan 2272 (15.451 min): BF124977.D\data.ms (-
264.1
Sub
50
132.0
‘ 232.0
o570l %20,
miz--> 50 100 150 200 250

BF124977.D 8270-BF080421.M
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15.451

\

Time--> 1540 15.45 15,50
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