Quantitation Report (QT Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102721\
Data File : BF125964.D

Acqg On : 27 Oct 2021 15:30

Operator : JU/CG

Sample : M4325-04

Misc : RED-BOX-2-1934

ALS vial : 8 Sample Multiplier: 1

Manual Integrations

Quant Time: Oct 28 ©8:58:24 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.857 152 170327 20.000 ng -0.01
21) Naphthalene-d8 8.139 136 690999 20.000 ng #-0.02
39) Acenaphthene-die 9.892 164 391538 20.000 ng -0.02
64) Phenanthrene-d10 11.374 188 755156 20.000 ng -0.02
76) Chrysene-di12 14.010 240 518446 20.000 ng -0.02
86) Perylene-di12 15.474 264 453271 20.000 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.481 112 1350658 118.116 ng 0.00

7) Phenol-dé 6.481 99 1541937 98.313 ng -0.01
23) Nitrobenzene-d5 7.416 82 1241732 92.822 ng -0.02
42) 2,4,6-Tribromophenol 10.680 330 519255 152.131 ng -0.01
45) 2-Fluorobiphenyl 9.216 172 1991371 89.943 ng -0.02
79) Terphenyl-di4 12.968 244 2541263 80.178 ng -0.01

Target Compounds Qvalue
32) Benzoic acid 7.833 122 33592m 8.396 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\BF102721\
Data File : BF125964.D

Acqg On : 27 Oct 2021 15:30

Operator : JU/CG

Sample : M4325-04

Misc : RED-BOX-2-1934

ALS vial : 8 Sample Multiplier: 1

Manual Integrations
Quant Time: Oct 28 ©8:58:24 2021 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Oct 25 18:49:16 2021

Response via : Initial Calibration

Abundance TIC: BF125964.D\data.ms
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Abundance Scan 813 (6.869 min): BF125917.D\data.ms (-80 #1

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

RT: 6.857 min Scan# 811

Ref 50 52.0 115.0 Delta R.T. -0.012 min
78.0 Lab File: BF125964.D
‘ Acq: 27 Oct 2021 15:30 RED-BOX-2-1934
Ol— \“ T ‘\ \‘ \ L \“ T \ \ T T 1 LA .
Miz-> 4‘0 ‘ 160 150 1)10 160 T8t Ion:152 Resp: 170327 Manual Integrations
Abundance  Scan 811 (6.857 mm). BF125964.D\datams ~ 10N Ratio Lower Upper APPROVED

150.0 152 100

mohammad
150 161.7 117.6 176.4 10/29/2021 2:22:24 PM
115 67.5 47.1 7.7

Raw 50 115.0
520 780 ’ Abundance
(o \“} T \‘\‘\ ‘ A \‘\ \9\7‘9\ e 1“ T T \‘\“\ T 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 811 (6.857 min): BF125964.D\data.ms (-79
150.0 200000
Sub
50 115.0 100000
52.0 78.0
ol w\‘ ore | 0
miz--> 40 60 80 100 120 140 160 Time-->

Abundance Scan 577 (5.481 min) BF125917.D\data.ms (-57 #5

2.0 2-Fluorophenol
64.0 Concen: 118.116 ng
RT: 5.481 min Scan# 577
Ref 50 Delta R.T. ©.000 min
Lab File: BF125964.D
Acq: 27 Oct 2021 15:30
or i e e e
m/z--> 40 60 sb 160 120 140 160 180 200 T8t Ton:112 Resp: 1356658
Abundance  Scan 577 (5.481 min): BF125964.D\datams 10N Ratio Lower Upper
12.0 112 100

64 75.2 44.2 66.2#

63 41.6 26.2 39.2#
Raw 50
Abundance
5.481
0' \\\‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\z‘q@.\g
1000000

m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 577 (5.481 min) BF125964.D\data.ms (-52
12.0
64.0

sub 500000

50

oot 2068 - . —
miz--> 40 60 80 100 120 140 160 180 200 Time--> 5.40 5.50
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Abundance Scan 749 (6.492 min): BF125917.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 98.313 ng
RT: 6.481 min Scan# 747
Ref 50 711 Delta R.T. -0.012 min
42.0 Lab File: BF125964.D
Acq: 27 Oct 2021 15:30 RED-BOX-2-1934
0\\‘\\\1‘“\‘1\\“!!\\‘}“1\“‘\\\\‘\\\\‘\1\\‘“\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘99 Resp: 1541937 Manual Integrations
Abundance  Scan 747 (6.481 min): BF125964.D\datams ~ 100 Ratlo Lower Upper APPROVED
99.1 99 10 mohammad
42 24.8 23.5 35.3 10/29/2021 2:22:24 PM
71 37.8 25.6 38.4
Raw 50
71.1 Abundance
42.0 6.481
m/z--> 30 40 50 60 70 80 90 100 1000000
Abundance Scan 747 (6.481 min): BF125964.D\data.ms (-69
99.1
Sub 500000
50
71.1
42.0
GH_WMMH 1 O L e
m/z--> 30 40 50 60 70 80 90 100 Time-->  6.40 6.50 6.60

Abundance Scan 1032 (8.157 min): BF125917.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.139 min Scan# 1029
Ref 50 Delta R.T. -0.018 min
Lab File: BF125964.D
54.0 108.1 Acqg: 27 Oct 2021 15:30
ittt bl 2227
m/z--> 40 60 80 160 120 140 160 180 200 220 T8t Ton:136 Resp: 696999
Abundance Scan 1029 (8.139 min): BF125964.D\datams 10N Ratlo Lower Upper
136.1 136 100
137 10.9 9.8 14.6
54 11.6 6.4 9.6#
Raw s5p 68 6.6 3.3 4.9%
Abundance
54.0 108.1 800000 8%
\‘ 1l 8\\%0 ‘ - \H
Ottt e b e e
m/z--> 40 60 80 100 120 140 160 180 200 220 600000
Abundance Scan 1029 (8.139 min): BF125964.D\data.ms (-9
136.1
400000
Sub
50 200000
54.0 108.1
800 l
Ottt e e e e e RSN RRRRR AR
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 8.15 8.20

BF125964.D 8270-BF102521.M

Thu Oct 28 12:28:46 2021
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Abundance Scan 909 (7.433 min): BF125917.D\data.ms (-90 #23

540 820 Nitrobenzene-d5
Concen: 92.822 ng
RT: 7.416 min Scan#t 906
Ref 50 128.1 Delta R.T. -0.018 min
' Lab File: BF125964.D
| Acq: 27 Oct 2021 15:30
0\\\‘H\\‘\‘\‘\\\\“\\\\“\\i\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\-\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 82 Resp: 1241732
Abundance  Scan 906 (7.416 min): BF125964.D\datams 10" Ratio Lower Upper
82.1 82 100
54.0 128 38.0 40.6 60.8%
54  70.9 49.6 74.4
Raw 50
128.1 Abundance
7.416
0\\\H\\!\‘\\‘\\“\\\\“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\ 1000000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 906 (7.416 min): BF125964.D\data.ms (-85
84.1
54.0 500000
Sub
50 128.1 k
oHu;“u!um‘mwu“_m‘HuWm_m_m_m e
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.35 7.40 7.45

Abundance Scan 990 (7.910 min): BF125917.D\data.ms (-97 #32

93.0 Benzoic acid
63.0 Concen: 8.396 ng m
RT: 7.833 min Scan# 977
Ref 50 Delta R.T. -0.077 min
122.0 Lab File: BF125964.D
# ‘ Acqg: 27 Oct 2021 15:30
0l H_“mw_H“\H‘lﬁl‘?wl‘???
m/z--> 40 60 80 100 120 140 160 Tgt Ion:122 Resp: 33592
Abundance  Scan 977 (7.833 min): BF125964.D\data.ms Ion Ratio Lower Upper
105.0 122 100
77.0 105 143.8 97.6 137.6#
77 115.2 59.6 99.6#
Raw 50 51.0
Abundance
25000
0 ABASSSSAASARRESEnSREEERS 20000
miz--> 40 60 80 100 120 140 160 7.834
Abundance Scan 977 (7.833 min): BF125964.D\data.ms (-93
105.0 15000
77.0
10000
Sub 50 51.0
5000
0 RS BSESSSEARREEARS SERES e G
m/z--> 40 60 80 100 120 140 160 Time--> 7.80 7.90

BF125964.D 8270-BF102521.M

Thu Oct 28 12:28:47 2021

RED-BOX-2-1934

Manual Integrations
APPROVED

mohammad
10/29/2021 2:22:24 PM
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Abundance Scan 1330 (9.910 min): BF125917 D\data.ms (-1 #39
4.1 Acenaphthene-die
Concen: 20.000 ng
RT: 9.892 min Scan# 1327
Ref 50 Delta R.T. -0.018 min
Lab File: BF125964.D
80.0 Acq: 27 Oct 2021 15:30 RED-BOX-2-1934
0 106.0 134.1
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOFIZ:!.64 RESpZ 391538 \YERUEL Integrations
Abundance Scan 1327 (9.892 min): BF125964.D\datams 10N Ratlo Lower Upper APPROVED
164.1 164 100 mohammad
162 98.3 81.3 121.9 10/29/2021 2:22:24 PM
160 42.1 38.0 57.0
Raw 50
Abundance
80.0 9.892
ol 106.0 132.1 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1327 (9.892 min): BF125964.D\data.ms (-1 300000
164.1
200000
Sub
50
100000
80.0
ol 0, 10801321 207.2
L R e TR & I R R REEREERRE
miz--> 40 60 80 100 120 140 160 180 200  Time--> 9.85 9.90 9.95

Abundance Scan 1463 (10.692 min): BF125917.D\data.ms (- #42

62.0 33L& 2,4,6-Tribromophenol
Concen: 152.131 ng
RT: 10.680 min Scan# 1461
Ref 50 140.9 Delta R.T. -0.012 min
2919 Lab File: BF125964.D
‘ Acq: 27 Oct 2021 15:30
0 ‘\‘L‘\W ‘M \i\m‘H“ ‘ ‘}Mm““ }h‘ ‘\\MM‘ S “MH‘ : \1\\ e
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 519255
Abundance Scan 1461 (10.680 min): BF125964.D\data.ms Ion Ratio Lower Upper
331.¢ 330 100
332 104.1 76.2 114.4
62.0 141 32.3 44.6 66.8#
Raw 50
Abundance
142.9
2918 600000 10.680
o 03,9 1o | jzrer. ||
m/z--> 50 100 150 200 250 300
Abundance Scan 1461 (10.680 min): BF125964.D\data.ms (- 400000
Sub 200000
O T T T T ‘ T T T T T
miz--> 50 100 150 200 250 300 Time-> 10.60 10.70
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Abundance Scan 1215 (9.233 min): BF125917.D\data.ms (-1 #45

1721 2-Fluorobiphenyl

Concen: 89.943 ng

RT: 9.216 min Scan# 1212
Ref 50 Delta R.T. -0.018 min

Lab File: BF125964.D

Acq: 27 Oct 2021 15:30

510 850 1200 1461 |

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 1991371

Abundance Scan 1212 (9.216 min): BF125964.D\data.ms ~ 1on Ratio Lower Upper
1721 172 100

171 36.3 26.5 39.7
1706 25.1 18.8 28.2

o

Raw 50
Abundance
2000000 9.216
51‘ .0 85‘ .0 120.0 1‘5% 1
0\\\’\\‘\\’\\\Hu‘\‘\\\‘\\\\‘\\\‘\‘}\‘\\‘\\
miz--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1212 (9.216 min): BF125964.D\data.ms (-1
172.1
1000000
Sub
50 500000
51.0 85.0 120.0 146.1
O et e O
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25

Abundance Scan 1582 (11.392 min): BF125917.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.374 min Scan# 1579
Ref 50 Delta R.T. -0.018 min
Lab File: BF125964.D
160.1 Acq: 27 Oct 2021 15:30
0 \\‘\5\%\(‘)\‘\\\‘}\\\‘u\.(‘)\4\\\‘]_\\()\\O‘\\\Nl\\\\’!‘”\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:188 Resp: 755156
Abundance Scan 1579 (11.374 min): BF125964.D\datams 10" Ratio Lower Upper
188.1 188 100
94 9.3 6.7 10.1
80 10.2 7.5 11.3
Raw 50
Abundance
11.874
80.0 0.1
ol 520 1" 1080 1361 | 800000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\ \\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1579 (11.374 min): BF125964.D\data.ms (- 600000
188.1
400000
Sub
50
200000
80.0 0.1
oL..520 | 1080 136.1 1] \M /AN
e N e S| SR S T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.35 11.40
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RED-BOX-2-1934

Manual Integrations
APPROVED

mohammad
10/29/2021 2:22:24 PM
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Abundance Scan 2031 (14.033 min): BF125917.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.000 ng

RT: 14.010 min Scan# 2027

Ref 50 Delta R.T. -0.023 min
Lab File: BF125964.D
149.0 Acq: 27 Oct 2021 15:30 RED-BOX-2-1934
0\ \5‘7\0\ T }c‘)‘?%\ T “ \‘\ T ‘ ‘l “““‘ ‘ \2\7\9.\1‘ T 1T ‘
m/z--> 50 100 150 200 250 300 Tgt IOHZ?40 RESpZ 518446 Manualhnegraﬂons
Abundance Scan 2027 (14.010 min): BF125964.D\datams 10N Ratlo Lower Upper APPROVED
240.2 240 100

120 11.9 10.8 16.2

mohammad
. . . 10/29/2021 2:22:24 PM
236 26.9 21.6 32.4

Raw 50
Abundance
o1 14.p10
0389 78.0 ‘\ H 1949 MM 282.0 341. 500000
\\‘\\\\‘\\\\‘\\\\‘\ ‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 400000
Abundance Scan 2027 (14.010 min): BF125964.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
b9 78.0 | | 184.1 M‘ 283.0 341. 0
O AT e X e e R —
m/z--> 50 100 150 200 250 300 Time--> 14.00 14 10

Abundance Scan 1852 (12.980 min): BF125917.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 80.178 ng
RT: 12.968 min Scan# 1850
Ref 50 Delta R.T. -0.012 min
Lab File: BF125964.D
Acq: 27 Oct 2021 15:30
540 gog 1221 1601 2121 4
G\\‘\\\\‘\\\\“‘\\\“\\‘\h\““\\\\
m/z--> 50 100 150 200 250 Tgt IOHZ?44 Resp: 2541263
Abundance Scan 1850 (12.968 min): BF125964.D\data.ms Ion Ratio Lower Upper
2412 244 100
212 7.7 5.9 8.9
122 10.7 9.0 13.4
Raw 50
Abundance
122.1 12.p68
-+ 160.1 2122 ‘
T \Bﬁwo‘\ ‘\9‘0\0‘ T \‘ bt T ‘1‘ =TT “ \“\‘\ M“M“ \2\8\1-\' 2000000
m/z--> 50 100 150 200 250
Abundance Scan 1850 (12.968 min): BF125964.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
ol 540 000" 1 TR e 0
\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\ \\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
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Abundance Scan 2280 (15.498 min): BF125917.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.474 min Scan#t 2276
Ref 50 Delta R.T. -0.023 min
Lab File: BF125964.D
132.1 Acq: 27 Oct 2021 15:30 RED-BOX-2-1934
00— 6\6\0\ t ‘\‘H\ \\‘\ T \1\9\19\ iy M\“‘\ T T \?\’55\
m/z--> 5‘0 160 15‘0 260 25‘0 360 35‘0 Tgt IOI’]Z?64 RESpZ 453271 \YERUEL Integrations
Abundance Scan 2276 (15.474 min): BF125964.D\datams 10N Ratlo Lower Upper APPROVED
264.2 264 100 mohammad
260 23.6 19.6 29.4 10/29/2021 2:22:24 PM
265 21.3 17.2 25.8
Raw 50
Abundance
132.1 15.474
043'9 900 Al \H 20\7.0m \M 355.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2276 (15.474 min): BF125964.D\data.ms (-
2641 200000
Sub
50 100000
132.1
G 661 il \\H 2040 m Ll 355 1
———— L
miz--> 50 100 150 200 250 300 350 Time-> 1540 15.50
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