Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90421\
Data File : BF125364.D

Acqg On : 4 Sep 2021 12:23

Operator : JU/CG

Sample : M3648-09 :

Misc : 20211058-SI-COMP-3-MODIFIED-EL

ALS vial : 6 Sample Multiplier: 1

Quant Time: Sep 06 08:26:58 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 03 11:56:34 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.898 152 138707 20.000 ng 0.00
21) Naphthalene-d8 8.181 136 533962 20.000 ng # 0.00
39) Acenaphthene-di10 9.933 164 267865 20.000 ng 0.00
64) Phenanthrene-d10 11.422 188 444639 20.000 ng 0.00
76) Chrysene-di12 14.063 240 300910 20.000 ng # 0.00
86) Perylene-di12 15.557 264 305827 20.000 ng 0.00

System Monitoring Compounds
5) 2-Fluorophenol 5.522 112 601761 65.665 ng 0.00
7) Phenol-dé6 6.522 99 566228 47.775 ng -0.01

23) Nitrobenzene-d5 7.463 82 865517 81.604 ng 0.00
42) 2,4,6-Tribromophenol 10.727 330 365150 136.562 ng 0.00
45) 2-Fluorobiphenyl 9.257 172 1497038 77.892 ng 0.00

3 0

79) Terphenyl-di4 13.010 244 1434319 75.936 ng .00

Target Compounds Qvalue

(#) = 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\BF@90421\
Data File : BF125364.D

Acqg On : 4 Sep 2021 12:23

Operator : JU/CG

Sample : M3648-09 :

Misc : 20211058-SI-COMP-3-MODIFIED-EL

ALS vial : 6 Sample Multiplier: 1

Quant Time: Sep 06 ©8:26:58 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Sep 03 11:56:34 2021

Response via : Initial Calibration

Abundance TIC: BF125364.D\data.ms
5600000

5400000
5200000
5000000

4800000

1 g
Terphenyl-d14,S

4600000

4400000

HuorebipnenyrS

a1,

4200000

4000000

3800000

3600000

3400000

2,4,6-Tribromophenol,S

3200000

3000000

2-Fluorophenol,S
Nitrobenzene-d5,S

2800000

2600000

2400000

2200000

Phenol-d6,S

2000000

1800000

1600000

Naphthalene-d8,|
Acenaphthene-d10,!
Phenanthrene-d10,!

1400000

1,4-Dichlorobenzene-d4,

Chrysene-d12,|

1200000

1000000

Perylene-d12,1

800000

600000

400000

200000

. " i
R L LA e B A B B e

Time--> 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00 18.00

8270-BF081821.M Tue Sep 07 01:40:28 2021 Page: 2



Abundance Scan 822 (6.922 min): BF125087.D\data.ms (-81 #1

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

RT: 6.898 min Scan# 818

Ref 50 115.0 Delta R.T. 0.000 min
52.0 78.0 Lab File: BF125364.D .
‘ ‘ Acq: 4 Sep 2021 12:23 20211058-SI-COMP-3-MODIFIED-EL
(O \‘} T \‘\H‘ THrT \“\‘ 1 \“\‘\9§.‘9\ T 1‘ L B ‘\“\ T
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 138707

Abundance  Scan 818 (6.898 min): BF125364.D\datams ~ 1°N Ratio Lower Upper
150.0 152 100

150 160.0 117.6 176.4
115 60.2 47.1 70.7

Raw 50
115.0 Abundance
78.0
‘ “ 250000
0\\\‘i\\‘\\‘\\\“ ‘\\\\‘\\\\‘\\\\‘\\‘\“\‘\
miz-> 40 60 100 120 140 160 200000
Abundance Scan 818 (6.898 mln). BF125364.D\data.ms (-80
150.0 150000
Sub 50 100000
115.0
520 780 50000
G\\\‘i\\‘!‘\“\\ “M‘\‘\ \9\7‘8\\\\“\\\\‘\\‘\“\‘\ OV\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95

Abundance Scan 586 (5.534 min): BF125087.D\data.ms (-58 #5

112.0 2-Fluorophenol
64.0 Concen: 65.665 ng
RT: 5.522 min Scan# 584
Ref 50 Delta R.T. ©.000 min
Lab File: BF125364.D
29,0 ‘ 4 L Acq: 4 Sep 2021 12:23
(}"“”,H‘M‘M“hh‘mwu \“HH‘H‘“HH‘HH‘H-H
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 601761
Abundance  Scan 584 (5.522 min): BF125364.D\datams ~ 10N Ratlo Lower Upper
119.0 112 100
64.0 64 69.8 44.2 66.2#
63 36.8 26.2 39.2
Raw 50
Abundance
5.522
39.0 ‘ ‘ ‘ 600000
o1 \H Hh‘\l\‘u‘\”w“\}”“H \“HH‘H‘“HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 584 (5.522 min): BF125364.D\data.ms (-53 400000
112.0
64.0
sub o 200000 \
i
39.0 ‘ | ‘ &
Ottt b e P
miz--> 40 60 80 100 120 140 160 180 200  Time-> 550 5.60
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Abundance Scan 757 (6.540 min): BF125087.D\data.ms (-75 #7

99.1 Phenol-d6

Concen: 47.775 ng

RT: 6.522 min Scan# 754

Ref 50 Delta R.T. -0.012 min
420 Lab File: BF125364.D :
Acq: 4 Sep 2021 12:23 20211058-SI-COMP-3-MODIFIED-EL
ol h}\‘h T Y S
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 566228
Abundance  Scan 754 (6.522 min): BF125364.D\data.ms Igg igglo Lower Upper
99.1

42 20.3 23.5 35.3#
71 35.5 25.6 38.4

Raw 50
Abundance
42‘ 0 600000
0 ‘M‘ “H‘\ ‘U T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 100 150 200 250
Abundance Scan 754 (6.522 min): BF125364.D\data.ms (-70 400000
99.1
Sub
50 200000
42.0
G\‘H“HH‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\ 7‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 100 150 200 250 Time-->  6.456.50 6.55 6.60

Abundance Scan 1040 (8.204 min): BF125087.D\data.ms (-1 #21
136.1  Naphthalene-ds8
Concen: 20.000 ng
RT: 8.181 min Scan# 1036
Ref 50 Delta R.T. -0.006 min
Lab File: BF125364.D
54.0 108.1 Acq: 4 Sep 2021 12:23
o380 L 780810 Tl
m/z--> 40 60 30 100 120 140 Tgt Ion:136 Resp: 533962

Abundance Scan 1036 (8.181 min): BF125364.D\datams 10N Ratio Lower Upper
136.1 136 100

137 11.1 14.6
54 10.7 9.6#
Raw 5g 68 5.9 4.9%
Abundance
54.0 108.1
0\\3\9‘.9\1‘1‘1‘1\§i0‘\‘\\\‘\‘\‘\\‘\\\‘H’\\
m/z--> 40 60 80 100 120 140
; 400000
Abundance Scan 1036 (8.181 min): BF125364.D\data.ms (-9
136.1
Sub 200000
50
54.0 108.1
o300 TR0 T N
m/z--> 40 60 80 100 120 140 Time--> 8.10 8.20 8.30
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Abundance Scan 918 (7.487 min): BF125087.D\data.ms (-91 #23

82.0 Nitrobenzene-d5
54.0 Concen: 81.604 ng
' RT: 7.463 min Scan# 914
Ref 50 128.0 Delta R.T. -0.006 min
Lab File: BF125364.D
98.1 Acq: 4 Sep 2021 12:23
0 49‘0 m‘\ . 68‘0 ol ‘ 112'0 .
LI ’ L ’ L ’ T T T ‘ T T ‘ T T T
m/z--> 40 60 80 100 120 Tgt Ion: ] 82 RESpZ 865517
Abundance  Scan 914 (7.463 min): BF125364.D\datams 19" Ratlo Lower Upper
82.1 82 100
128 41.5 40.6 60.8
54.0 54 58.8 49.6 74.4
Raw 50 128.1
' Abundance
08.1 800000
0 49'\0 . ‘ . 68‘0 il ‘ 112.0 .
LI ’ T T ’ L ’ L ‘ L ‘ T T T
miz--> 40 60 80 100 120 600000
Abundance Scan 914 (7.463 min): BF125364.D\data.ms (-86
82.1
400000
Sub . 54.0
128.1 200000
98.1
40,0 ﬂ‘ 680 | | 1120 | 0 =
R R e S o
miz--> 40 60 80 100 120 Time--> 7.40 750

Abundance Scan 1339 (9.963 min): BF125087.D\data.ms (-1 #39
162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.933 min Scan# 1334

Ref 50 Delta R.T. -0.006 min

Lab File: BF125364.D

Acq: 4 Sep 2021 12:23

80.0

106.0 132.0

O,
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:164 Resp: 267865
Abundance Scan 1334 (9.933 min): BF125364.D\datams 10N Ratlo Lower Upper
162.1 164 100

162 102.0 81.3 121.9
160 46.4 38.0 57.0
Raw 50

Abundance

80.1
ol 106.0 132.1 205.1 250000
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance Scan 1334 (9.933 min): BF125364.D\data.ms (-1
16g.1 150000
Sub 100000
50
80.1 50000
0 \5‘\1‘-0\‘\ Hn‘ 106.0 13%1 L - 1
e el T e b S T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00
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Abundance Scan 1473 (10.751 min): BF125087.D\data.ms (- #42
329.¢

62.0

140.9
221.8

il ‘i‘ " \‘]#0‘2@?{ M . H“H b

50 100 150 200 250 300
Scan 1469 (10.727 min): BF125364.D\data.ms

329.€

62.0

140.9
221.8

50 100 150 200 250 300
Scan 1469 (10.727 min): BF125364.D\data.ms

0

329.€

62.0

140.9
221.8

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

H -
100 150 200 250 300

2,4,6-Tribromophenol
Concen: 136.562 ng

RT: 10.727 min Scan# 1469
Delta R.T. -0.006 min

Lab File: BF125364.D

Acq: 4 Sep 2021 12:23

365150
Upper

Tgt Ion:330 Resp:
Ion Ratio Lower
330 100

332 95.9
141 28.6 44.6

76.2 114.4
66.8#

Abundance
400000

300000

200000

100000

Time--> 10.70 10.80

Abundance Scan 1223 (9.281 min): BF125087.D\data.ms (-1 #45

172.1

Ref 50
51.0 85.0 1200 151.0 |
0\\\’\\H\\’\\\‘m\‘\h\\\‘\\\\‘\\\‘\‘\‘\“\‘\‘\\‘\‘\
miz—-> 40 60 80 100 120 140 160
Abundance Scan 1219 (9.257 min): BF125364.D\data.ms
172.1
Raw 50
oL 510 B0 1200 1469 ]
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘i\‘\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance Scan 1219 (9.257 min): BF125364.D\data.ms (-1
172.1
Sub
50
ol 510 850 1200 1460
e TR L e L B L
m/z--> 40 60 80 100 120 140 160

BF125364.D 8270-BF081821.M

2-Fluorobiphenyl

Concen: 77.892 ng

RT: 9.257 min Scan# 1219
Delta R.T. 0.000 min

Lab File: BF125364.D

Acq: 4 Sep 2021 12:23

Tgt Ion:172 Resp: 1497038
Ion Ratio Lower Upper
172 100

171 35.8 26.5 39.7
1706 23.8 18.8 28.2
Abundance

1500000

1000000

500000

Time--> 9.20 9.30 9.40
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Abundance Scan 1591 (11.445 min): BF125087.D\data.ms (- #64

188.1  phenanthrene-di10

Concen: 20.000 ng

RT: 11.422 min Scan# 1587

Ref 50 Delta R.T. -0.006 min
Lab File:  BF125364.D :
160.1 Acq: 4 Sep 2021 12:23 20211058-S|-COMP-3-MODIFIED-EL

80.0
54.0 | 108.0132.0 " L
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 444639

Abundance Scan 1587 (11.422 min): BF125364.D\datams 10N Ratio Lower Upper
188.1 188 100

94 9.8 6.7 10.1
7.5

o

80 10.5 11.3
Raw 50
Abundance
11.422
0 \4’2\0\\\‘6\6\(\)\l\\1‘\‘\\\\‘]\-\3\2\]‘-\\\1“‘\\\\‘!H‘\\‘ 400000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1587 (11.422 min): BF125364.D\data.ms (- 300000
188.1
200000
Sub
50
100000
80.0
ol 540 1" 1020 1321 ‘\ l
R I B L R HL 4 AR T
miz--> 40 60 80 100 120 140 160 180  Time-> 11.40 11.45

Abundance Scan 2040 (14.086 min): BF125087.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.063 min Scan# 2036
Ref 50 Delta R.T. -0.006 min
Lab File: BF125364.D
Acq: 4 Sep 2021 12:23
T \5%\0\8\80‘ MH T ‘1\79\1\ i‘” ”MMH‘“ T T
miz--> 50 100 150 200 250 Tgt IOHZ%49 Resp: 300910
Abundance Scan 2036 (14.063 min): BF125364.D\datams 190 Ratio Lower Upper
240.2 240 100
120 10.2 10.8 16.2#
236 25.0 21.6 32.4
Raw 50
Abundance
14.063
0420 800 “ T 1561 2081 | g 300000
T T ‘ T T T L T T ‘ L T T ‘ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance in): g
Scan 2036 (14.063 min): BF125364é|‘31\)cfgta.ms ( 200000
sub g, 100000
120.1
o880 i 161 2037 J| 282 is= - ————
m/z--> 50 100 150 200 250 Time--> 14.00 14.10
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Abundance Scan 1861 (13.033 min): BF125087.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 75.936 ng

RT: 13.010 min Scan# 1857

Ref 50 Delta R.T. ©0.000 min
Lab File: BF125364.D .
Acq: 4 Sep 2021 12:23 20211058-SI-COMP-3-MODIFIED-EL
122.1
T T ‘ T \ \ \ ’ \ \ T \ ‘ \ T T T ‘ \ T T \ ‘ T T T T
m/z--> 50 100 150 200 250 Tgt IOHZ?44 RESpZ 1434319
Abundance Scan 1857 (13.010 min): BF125364.D\datams 10N Ratlo Lower Upper
244.2 244 100
212 6.8 5.9 8.9
122 8.6 9.0 13.4%
Raw 50
Abundance
1500000 13.pto
122.1
o420 800 771601 2121 | o,
T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T i ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 1857 (13.010 min): BF125364.D\data.ms (- 10900000
244.2
sub 500000
122.1
ol 540 900 77 1601 2121 | oy, o
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\

miz--> 50 100 150 200 250 Time--> 13.00 13.10

Abundance Scan 2294 (15.580 min): BF125087.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.557 min Scan# 2290
Ref 50 Delta R.T. ©0.000 min
Lab File:  BF125364.D
132.1 Acq: 4 Sep 2021 12:23
ot20 900, | o080 |
miz--> 50 100 150 200 250 300 350 T8t Ton:264 Resp: 305827
Abundance Scan 2290 (15.557 min): BF125364.D\datams 10N Ratlo Lower Upper
264.2 264 100
260 24.4 19.6 29.4
265 22.1 17.2 25.8
Raw 50
Abundance
132.1 15.57
o0 mes | 2070 || g 200000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2290 (15.557 min): BF125364.D\data.ms (- 120000
264.1
100000
Sub
50
50000
132.1
of30 881 | 180.0222.1 m‘h\ 0
B L T NN : —
miz--> 50 100 150 200 250 300 350 Time--> 15.60
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