Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@04019.D

Acqg On : 20 Nov 2020 11:35
Operator : CG/JU

Sample : PB133101BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Nov 20 12:26:20 2020

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Nov 20 12:19:10 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.269 152 105477 20.00 ng 0.00
21) Naphthalene-d8 11.099 136 411228 20.00 ng # 0.00
39) Acenaphthene-di10 14.893 164 236452 20.00 ng 0.00
64) Phenanthrene-d10 17.622 188 490713 20.00 ng # 0.00
76) Chrysene-di12 21.657 240 379223 20.00 ng 0.00
86) Perylene-di12 24.127 264 342017 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.805 112 839272 132.80 ng 0.00

7) Phenol-dé6 7.452 99 1070278 117.97 ng 0.00
23) Nitrobenzene-d5 9.428 82 718840 85.61 ng -0.01
42) 2,4,6-Tribromophenol 16.375 330 364852 123.37 ng 0.00
45) 2-Fluorobiphenyl 13.510 172 1521878 89.98 ng 0.00
79) Terphenyl-di4 20.122 244 1741809 88.74 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.381 77 84 Below Cal # 31
32) Benzoic acid 10.452 122 38 8.31 ng # 1
54) 2,4-Dinitrophenol 14.975 184 18 2.74 ng # 10
65) 4,6-Dinitro-2-methylph... 16.010 198 23 6.35 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112020\
Data File : BP@@4019.D

Acqg On : 20 Nov 2020 11:35

Operator : CG/JU

Sample : PB133101BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Nov 20 12:26:20 2020
Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M

Quant Title

QLast Update :

Response via

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Fri Nov 20 12:19:10 2020
Initial Calibration

Abundance

7500000

7000000

6500000

6000000

5500000

5000000

4500000

4000000

3500000

2-Fluorobiphenyl,S

3000000

2500000

2-Fluorophenol,S

Phenol-d6,S

2000000

Nitrobenzene-d5,S

1500000

1000000

1,4-Dichlorobenzene-d4,1
Naphthalene-d8,!

500000

~Dinirophenol Acenaphthene-d10,1

Benzoic acid

TIC: BP004019.D\data.ms

Terphenyl-d14,S

2,4,6-Tribromophenol,S

Phenanthrene-d10,!

4,6-Dinitro-2-methylphenol

Chrysene-d12,|

Perylene-d12,1

10.00

Time--> 12.00

=
14.00

=T ‘ —
16.00 18.00 20.00

T
22.00

T
24.00

T
26.00

T
28.00

8270-BP110320.M Fri Nov 20 12:26:32 2020

Page: 2




150.0

Abundance Scan 919 (8.293 min): BP003792.D\data.ms (-90 #1

1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 8.269 min Scan# 915

Ref 50 Delta R.T. ©0.000 min
78.0 Lab File: BP004019.D
J Acq: 20 Nov 2020 11:35
(o} \Hh\' \1'\“\ T \L TTTTT \%?%9??7‘4\35‘3\6\\4“\2%9 \‘\1\9\1‘1\3\\ Il
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:152 Resp: 185477
Abundance  Scan 915 (8.269 min): BP004019.D\data.ms 10N Ratio Lower Upper
150.0 152 100
150 154.5 123.8 185.6
115 60.2 43.8 65.6
Raw 50
Abundance
78.0 100000
0 HJ.L | 218.3 319.4387.0453.0519.3
T T T [T T [T T[T T[T T T T[T T [ T T[T T[T 80000 “‘
m/z--> 50 100 150 200 250 300 350 400 450 500 8?69
Abundance n
149.9 60000
40000
Sub
50
78.0 20000
0 215.7283.1 394.1 470.4538.1
T e I T T e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 8.20 8.30

112.0

Abundance Scan 497 (5.811 min): BP003792.D\data.ms (-48 #5

2-Fluorophenol
Concen: 132.80 ng
RT: 5.805 min Scan# 496

Ref 50 Delta R.T. ©0.006 min
Lab File: BP@@4019.D
- ’ Acq: 20 Nov 2020 11:35
ol amssz2e  ssarssesole
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:112 Resp: 839272
Abundance  Scan 496 (5.805 min): BP004019.D\datams | 100 Ratio Lower Upper
112.0 112 100
64 61.5 32.8 49.2#
63 31.9 17.0  25.4#
Raw 50
Abundance
ko 500000
ol \ A 1802 277.0 352.1418.2485.9
m/z--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance
112.0 300000
sub 200000
50
100000
0390 89.2257.8  377.0446.3 525.1 ~
T R e
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 5.70 5.80 5.90
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Abundance Scan 777 (7.458 min): BP003792.D\data.ms (-76 #7

99.1 Phenol-d6
Concen: 117.97 ng
RT: 7.452 min Scan# 776
Ref 50 Delta R.T. -0.006 min
Lab File: BP@@4019.D
Acq: 20 Nov 2020 11:35
O ‘ELH\‘L\ T T (RRRAN] \§\%‘2\§5\‘\6\ TTTT \4\0“?\’ \5\\‘4\7\\8\‘9\?\4‘8\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 99 Resp: 10706278
Abundance  Scan 776 (7.452 min): BP004019.D\datams | 10N Ratlo Lower Upper
99.1 99 100
42 19.1 8.6 13.0#
71  35.8 23.4 35.2#
Raw 50
Abundance
sooo00|  (1%?
0 Mm 166.0234.0 304.1 378.3446.9515.4
H\‘\\H \\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance 400000
99.1
sub 200000
0 192.8259.9326.5 416.2483.8 0
b G ST T e e T e
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 740  7.60

Abundance Scan 1401 (11.128 min): BP003792.D\data.ms (+ #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 11.099 min Scan# 1396
Ref 50 Delta R.T. ©.000 min
Lab File: BP004019.D
54.0 Acq: 20 Nov 2020 11:35
olbn L 21342195 3724 44795187
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:136 Resp: 411228
Abundance Scan 1396 (11.099 min): BP004019.D\data.ms | 10N Ratio Lower Upper
136.1 136 100
137 11.2 8.6 13.0
54 9.4 3.6 5.4%
Raw s5p 68 5.6 3.3  4.9%
Abundance
250000 11.b99
54.1
Obrrpertrprrin 2990 3031 376.2 452.6518.7 540000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
136.1 150000
100000
Sub
50
50000
54.0 A
Oy 207,9274.0_350.8 4338 5060 ———
miz--> 50 100 150 200 250 300 350 400 450 500  Time-->  11.00 11.20
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Abundance Scan 1117 (9.458 min): BP003792.D\data.ms (-1 #23

82.0 Nitrobenzene-d5
Concen: 85.61 ng
RT: 9.428 min Scan# 1112
Ref 50 Delta R.T. -0.012 min
Lab File: BP@@4019.D
Acq: 20 Nov 2020 11:35
ob4bld | | 207.8275634354095 483.4549.
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 82 Resp: 718840
Abundance Scan 1112 (9.428 min): BP004019.D\data.ms 10N Ratio Lower Upper
82.1 82 100
128 41.0 45.6 68.44#
54 54.7 30.1 45.1#
Raw 50
Abundance
400000 9.428
obd || 1161.9227.4296.4364.2 441.3509.0
\\‘\\\\’\H\‘\\\\‘H\\‘\\\\‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance
82.0
200000
Sub
50 100000
0 188.8257.1 383.2 453.9520.0 0
e B L e e —
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 9.40 9.50

Abundance Scan 1283 (10.434 min): BP003792.D\data.ms (- #32

105.0 Benzoic acid
Concen: 8.31 ng
RT: 10.452 min Scan# 1286
Ref 50 Delta R.T. -0.012 min
Lab File: BP004019.D
SQL Acq: 20 Nov 2020 11:35
040 1| 19182609 39694308 5045
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:122 Resp: 38
Abundance Scan 1286 (10.452 min): BP004019.D\data.ms | 10N Ratio Lower Upper
44.0 122 100
105 248.0 94.1 134.1#
77 268.0 50.1 90.1#
Raw 50
206.9 Abundance
132.9 ‘ ' 150
0 \’h‘”\‘u\\“‘u\‘\‘\\“'\\‘\“\‘;\\“\\\\‘\\?25\\\3\‘\\5\’(\)‘].\\6\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance 100
83.0
Sub 50 178.1 50 | !
280.9 10.452
405.3 496.7
/P 0 o
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 10.45
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Abundance Scan 2044 (14.910 min): BP003792.D\data.ms (1 #39

162.1 Acenaphthene-dle
Concen: 20.00 ng
RT: 14.893 min Scan#t 2041
Ref 50 Delta R.T. ©0.000 min
Lab File: BP@@40819.D
80.0 Acq: 20 Nov 2020 11:35
Olvefboo . 22082954 3063 4811547
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:164 Resp: 236452
Abundance Scan 2041 (14.893 min): BP004019.D\data.ms | 100 Ratio Lower Upper
162.1 164 100
162 100.7 79.4 119.2
160 43.1 36.1 54.1
Raw 50
Abundance
80.1 150000 14[893
0 T \‘ “‘\‘h\ \‘\ ‘ T \ T ’ T \‘2\2\\7\ ‘9\\22?\:\3\\3‘6\\7\ \8‘\4.\3\\8‘\5\\5\()‘§\\2\ ‘ T
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance 100000
162.1
Sub
50 50000
80.1
0 2324 355.1426.0493.6 0
el R e e S
m/z--> 50 100 150 200 250 300 350 400 450 500  Time-->  14.80 14.90

Abundance Scan 2295 (16.387 min): BP003792.D\data.ms (- #42
329.8 2,4,6-Tribromophenol
Concen: 123.37 ng
RT: 16.375 min Scan# 2293
Ref 50{ 62.0 Delta R.T. ©0.000 min
140.9 Lab File: BP004019.D

‘ “ 2219 Acq: 20 Nov 2020 11:35

L] H i 395.1461.4 535.6

miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:330 Resp: 364852

Abundance Scan 2293 (16.375 min): BP004019.D\data.ms  LON  Ratio  Lower Upper
320.8 330 100

332 97.3 77.1 115.7
141 32.0 23.4 35.2

o

Raw 50/ 62.0

142.9 Abundance
“ 221 9 250000 16.875
1..\‘"“1 wd 395.2461.2527.4 |
OH\‘HH T T T T T T [ T [ T T[T T[T T T[T TTTT]T 200000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
3208 150000
100000
sub ol 620
140.8 50000
221.8
O | 395.2461.2527.4 of Lo
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 16.30 16.40
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Abundance Scan 1810 (13.534 min): BP003792.D\data.ms (-

172.1

#45

2-Fluorobiphenyl

Concen: 89.98 ng

RT: 13.510 min Scan# 1806

Ref 50 Delta R.T. -0.006 min
Lab File: BP@@4019.D
85.0 Acq: 20 Nov 2020 11:35
Obrprdoprpidd 2385 898.2428.9494.9
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:172 Resp: 1521878
Abundance Scan 1806 (13.510 min): BP004019.D\data.ms 10N Ratio Lower Upper
172.1 172 100
171 34.9 28.5 42.7
170 22.7 19.2 28.8
Raw 50
Abundance
1000000
ol 220 296.6364.3 435.0501.2
SRR A AR AR A S SRR N 800000
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
1791 600000
400000
Sub
50
200000
O g 2331 343341154828 oL L.
miz--> 50 100 150 200 250 300 350 400 450 500  Time-.>  13.40 13.60
Abundance Scan 2056 (14.981 min): BP003792.D\data.ms (1 #54
158.1 2,4-Dinitrophenol
Concen: 2.74 ng

RT: 14.975 min Scan# 2055

Ref 50 Delta R.T. -0.012 min
Lab File: BP@@4019.D
63.0 Acq: 20 Nov 2020 11:35
0 \”\{l\l\l\\ \i"l\\“\\‘\\\‘\2‘\2\].\\9‘\\\\‘§4\9\7\\4\}\2\\5\‘4§\6‘\8\\\‘\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:184 Resp: 18
Abundance Scan 2055 (14.975 min): BP004019.D\datams | 100 Ratlo Lower Upper
43.9 184 100
63 151.4 32.3  48.5#
154 37.1 49.1 73.7#
Raw  go 206.9
Abundance
128.1 60
M’MH‘ 28‘10 355.1424.3 504.9
0 \\H\\‘\‘\?I‘“‘\”\J\‘iu\l\\\‘\\‘\\”“\‘\\\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 |
Abundance Sea 40 14.975
162.1 ‘
Sub
50 20
2291 360.1 4340 511.1
O o A R -
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 14.96 14.98 15.00
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Abundance Scan 2507 (17.634 min): BP003792.D\data.ms (- #64
188.1 Phenanthrene-di10
Concen: 20.00 ng
RT: 17.622 min Scan# 2505
Ref 50 Delta R.T. ©0.000 min
Lab File: BP@@4019.D
80.1 Acq: 20 Nov 2020 11:35
0 T ‘ \‘\ 1 \“’ T \ T ‘“4 T \l\ ‘ T \2\\5‘4\.\2\\ ‘ \\3\4\‘8\.ﬁ \?%5'\?&\9\]}‘\6\\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:188 Resp: 490713
Abundance Scan 2505 (17.622 min): BP004019.D\data.ms | 10N Ratio Lower Upper
188.1 188 100
94 8.6 6.2 9.2
80 10.0 6.2 9.2#
Raw 50
Abundance
17.622
80.1
b L 280.0349.0415.1481.6547. 300000
H\‘\\H’H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance
188.1 200000
Sub g 100000
80.1 A
0 257.0322.7 393.3462.6532.0 0 N
R S ——
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 17.60  17.70
Abundance Scan 2231 (16.010 min): BP003792.D\data.ms (- #65
198.0 4,6-Dinitro-2-methylphenol
Concen: 6.35 ng
RT: 16.010 min Scan# 2231
Ref 50i51.0 121.0 Delta R.T. ©0.000 min
' Lab File: BP@@4019.D
‘ Acq: 20 Nov 2020 11:35
0 \I\l“l\“lwﬂw \H\ i ‘l\ l\ i [T \2\‘6\4\.9‘?%5\‘(\)\4\.95\\7\“1\7\5\\?5\4\ T \(
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:198 Resp: 23
Abundance Scan 2231 (16.010 min): BP004019.D\datams | 10N Ratio Lower Upper
44.0 198 100
51 576.0 6.4 46.4%
105 356.0 18.9 58.9#
Raw 50 206.9
Abundance
150
i 281.0 353 3 520.4
0 ol 53.3  446.4
\\\\‘\\H‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance 100
B9.9
Sub 50
501 105.8 6.010
207.9 16.01
2751 3533 e 520.4
AN o o o
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 15.98 16.00 16.02
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24

Ref 50

120.1
Ll

It

o

0.2

305.6 376.3442.4508.5

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance Scan 3190 (21.651 min): BP003792.D\data.ms (- #76

Chrysene-d12

Concen: 20.00 ng

RT: 21.657 min Scan# 3191
Delta R.T. ©0.000 min

Lab File: BP004019.D

Acq: 20 Nov 2020 11:35

Tgt Ion:240 Resp: 379223

Abundance Scan 3191 (21.657

min): BPO04019.D\data.ms

240.2

Ion Ratio Lower Upper
240 100

120 9.2 7.8 11.6
236 24.4 20.8 31.2
Raw 50
Abundance
300000
120.1
0 \4\2\.‘:!-\ T \l’l‘\‘” T ‘ TTTT ‘I\J\ \1 ‘ T \7’3\0‘\9\.9‘3\7\\7\.%\4\\4.3.\2\\ T ‘5\3\\1\.‘3\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance 200000
240.2
Sub 100000
50
120.1
o0l 366,11 435.7502.4 _——————
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.60 21.70

Abundance Scan 2930 (20.122 min): BP003792.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 88.74 ng
RT: 20.122 min Scan# 2930
Ref 50 Delta R.T. ©.000 min
Lab File: BP004019.D
Acq: 20 Nov 2020 11:35
54.1 122.1
0 L ‘ T \ \ T “\ \‘ T \ ‘ ‘4 TTT ‘ 1 \\\h\h‘ T \3\‘]-\:3\.\9\‘3\\8\4\.‘8\ﬂ$9'9\5‘]-\\6\.\9‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:244 Resp: 1741809
Abundance Scan 2930 (20.122 min): BP004019.D\datams | 100 Ratio Lower Upper
244.2 244 100
212 7.2 5.8 8.6
122 9.0 7.8 11.8
Raw 50
Abundance
20.1122
122.1
0 54.1 ™ | 312.2378.0443.6  544.
\H‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘H\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 1000000
Abundance
244.2
Sub 500000
50
122.1 p
0 54.0 312.2381.1448.8516.2 0 JA\
o e e e e e ———
miz--> 50 100 150 200 250 300 350 400 450500  Tjme-->  20.00 20.20
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Abundance Scan 3608 (24.110 min): BP003792.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.00 ng

RT: 24.127 min Scan# 3611

Ref 50 Delta R.T. ©0.000 min
Lab File: BP@@40819.D
132.0 Acq: 20 Nov 2020 11:35
0 H?QPWAWw‘Hw‘muwu‘ﬁ?ﬁﬁ$ﬁi?ﬁﬁ$@ﬁ$%ﬁ
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 342017
Abundance Scan 3611 (24.127 min): BP004019.D\data.ms | 1N Ratio Lower Upper
264.2 264 100

260 23.9 18.8 28.2
265 22.1 17.4 26.2

Raw 50
Abundance
24127
1321 150000
0 571 | 1990 | 35514223 527.2
\\‘\\H’H\\‘\H\’HH‘\\H‘HH‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance 100000
264.1
Sub o 50000
132.0
0 66.0 198.1 329.8 408.1478.3547. 0 -
R R PR e e e e e R R e R R
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 24.00 24.10 24.20
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