Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113020\
Data File : BP@04111.D

Acqg On : 30 Nov 2020 14:00
Operator : CG/JU

Sample : PB133301BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Nov 30 14:35:09 2020

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

QLast Update : Mon Nov 23 16:42:41 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.263 152 164097 20.00 ng 0.00
21) Naphthalene-d8 11.093 136 606769 20.00 ng # 0.00
39) Acenaphthene-di10 14.887 164 335711 20.00 ng 0.00
64) Phenanthrene-d10 17.622 188 635103 20.00 ng # 0.00
76) Chrysene-di12 21.663 240 504178 20.00 ng 0.00
86) Perylene-di12 24.139 264 478774 20.00 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.799 112 1240139 126.13 ng 0.00

7) Phenol-dé6 7.452 99 1518510 107.59 ng 0.00
23) Nitrobenzene-d5 9.428 82 990446 79.94 ng 0.00
42) 2,4,6-Tribromophenol 16.375 330 445329 106.06 ng 0.00
45) 2-Fluorobiphenyl 13.510 172 2017017 84.00 ng 0.00
79) Terphenyl-di4 20.122 244 2165623 82.98 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.375 77 152 Below Cal # 16
32) Benzoic acid 10.457 122 19 8.31 ng # 79
54) 2,4-Dinitrophenol 14.969 184 22 2.74 ng # 1
65) 4,6-Dinitro-2-methylph... 16.039 198 13 6.35 ng # 1

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quantitation Report

: 3  Sample Multiplier: 1

Quant Time: Nov 30 14:35:09 2020

Quant Method
Quant Title
QLast Update
Response via

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113020\
: BPOO4111.D

: 30 Nov 2020 14:00
: CG/JU

: PB133301BL

(Not Reviewed)

: Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP110320.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: Mon Nov 23 16:42:41 2020
Initial Calibration
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Abundance Scan 919 (8.293 min): BP003792.D\data.ms (-90 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 8.263 min Scan# 914
Ref 50 Delta R.T. -0.006 min
78.0 Lab File: BP004111.D
J Acq: 30 Nov 2020 14:00
OHHM\'\I'\“\‘\LH H\\2‘\2%\???7‘\4\3\\5‘3\\6\\4‘\2%\0‘\4\\9\4‘\3\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:152 Resp: 164697
Abundance  Scan 914 (8.263 min): BP004111.D\data.ms 10N Ratio Lower Upper
150.0 152 100
150 152.0 123.8 185.6
115 58.8 43.8 65.6
Raw 50
Abundance
78.0
150000
Otk | 216.0 306.4376.0441.7507.8
\H‘\\\\‘\H\\\\\‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance 100000
150.0
Sub
50 50000
78.0
0 219.9286.1 385.1451.2520.4 0
R e aTee e R
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 8.20 8.30

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

112.0 2-Fluorophenol
Concen: 126.13 ng
RT: 5.799 min Scan#t 495
Ref 50 Delta R.T. -0.006 min
Lab File: BP@@4111.D
- ’ Acq: 30 Nov 2020 14:00
0 J\'m-e\‘ 18632524 364143185010
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:112 Resp: 1240139
Abundance  Scan 495 (5.799 min): BP004111.D\datams | 10N Ratio Lower Upper
112.0 112 100
64 64.3 32.8 49.24
63 33.2 17.0 25.44#
Raw 50
Abundance
800000 5.199
094 1845 2995368843025003
m/z--> 50 100 150 200 250 300 350 400 450 500 600000
Abundance
112.0
400000
Sub 50
200000
$8.0 82.9251.5  368.8439.3505.4
Ol o T PR A et e P T O
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 5.705.80 5.90 6.00
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Ref 50

o

99.1

‘\L i 216.1285.6 403.5 478.9548.

m/z-->

50 100 150 200 250 300 350 400 450 500

Abundance Scan 777 (7.458 min): BP003792.D\data.ms (-76 #7
Phenol-d6

Concen:

Lab File

Tgt Ion:

Abundance

Scan 776 (7.452 min): BP0O04111.D\data.ms
99.1

M 1‘ 170.8  294.6 369.2436.8502.8

50 100 150 200 250 300 350 400 450 500

99 100
42 19
71 35

107.59 ng

RT: 7.452 min Scan# 776
Delta R.T. ©0.000 min

: BP004111.D

Acq: 30 Nov 2020 14:00

99 Resp: 1518510

Ion Ratio Lower Upper

13.0#

4 8.6
3.4 35.2#

.2 2

Abundance

800000

99.0

180.1248.8  358.0425.7491.8

Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

50 100 150 200 250 300 350 400 450 500

600000

400000

200000

Time-->

7.40 7.60

Ref 50

136.1

54.0
|, 213.4279.5 372.4 447.9518.7

O

m/z-->

\\“\H\“H\\\‘\H\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\

50 100 150 200 250 300 350 400 450 500

Abundance Scan 1401 (11.128 min): BP003792.D\data.ms (+ #21
Naphthalene-d8

Concen:

Lab File

Abundance

Scan 1395 (11.093 min): BP004111.D\data.ms
136.1

136 100

137 10.
54 9.
68 6.

20.00 ng

RT: 11.093 min Scan# 1395
Delta R.T. -0.006 min

: BP004111.D

Acqg: 30 Nov 2020 14:00

Tgt Ion:136 Resp: 606769
Ion Ratio Lower Upper

13.0

Abundance

300000

Raw 50
54.1
0 T “‘\H\ “1”\ “\ T \‘ T ‘ T \\2\0‘\8\-\9\ ‘ TTT \?"\2%-\2‘\3\\9\5‘-\\2\\4‘6\\8\-\6‘\5\3\\7‘\g
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
136.1
Sub
50
54.1
0 10.3276.6 394.6 472.3537.¢
I e T T [ T T
m/z--> 50 100 150 200 250 300 350 400 450 500

200000

100000

Time-->

11.00 11.20
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82.0

Abundance Scan 1117 (9.458 min): BP003792.D\data.ms (-1 #23

Nitrobenzene-d5
Concen: 79.94 ng

Ref 50 Delta R.T. -0.006 min
Lab File: BP@@4111.D
Acq: 30 Nov 2020 14:00
0 ‘}‘ i‘\”\h\ \L T TT \\2\0‘\7\\8\%Z5\\‘6?\’4?"\5\4}O‘\9\§ ‘4\8\?\’.‘45‘\1‘9\‘
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 82 Resp: 990446
Abundance Scan 1112 (9.428 min): BP004111.D\datams | 100 Ratio Lower Upper
82.1 82 100
128 41.8 45.6 68.4#
54 55.0 30.1 45.1#
Raw 50
Abundance
9.428
oh || 1169.3236.7306.5375.7 448.9517.5 500000
H\‘\\\\’H\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\
mlz--> 50 100 150 200 250 300 350 400 450 500 400000
Abundance
82.1 300000
Sub 200000
50
100000
0 188.2256.1  367.8435.5 517.5 -
R o R SN e
m/z--> 50 100 150 200 250 300 350 400 450 500  Time--> 9.40 9.60

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

105.0 Benzoic acid
Concen: 8.31 ng
RT: 10.457 min Scan# 1287
Ref 50 Delta R.T. ©0.000 min
Lab File: BP004111.D
39L Acq: 30 Nov 2020 14:00
obblad L1 191.8260.9 3569 430.8 504.5
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:122 Resp: 19
Abundance Scan 1287 (10.457 min): BPO04111.D\data.ms | 10N Ratio Lower Upper
89.9 207.0 122 100
105 131.6 94.1 134.1
77 94.7 50.1 90.1#
Raw 50
Abundance
127.9 280.8
o 350.8417.7483.9548. 100
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
B9.9
191.1
280.8 50
Sub
50
358.2 10457
58. ' '
1236 475.8 %48
ARG oy R
mlz--> 50 100 150 200 250 300 350 400 450500  Time--> 10.44 10.46 10.48

BPO04111.D 8270E-BP110320.M

Mon Nov 30 14:35:27 2020
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Ref 50

o

Abundance Scan 2044 (14.910 min): BP003792.D\data.ms (-

162.1

80.0
L 229.8295.4 366.3  481.1547.

m/z-->

50 100 150 200 250 300 350 400 450 500

#39

Acenaphthene-d1e

Concen: 20.00 ng

RT: 14.887 min Scan# 2040
Delta R.T. -0.006 min

Lab File: BPO04111.D

Acq: 30 Nov 2020 14:00

Tgt Ion:164 Resp: 335711

Abundance

Scan 2040 (14.887 min): BP004111.D\data.ms
162.1

80.1
Ll 230.3 306.0 376.8 447.6513.6

50 100 150 200 250 300 350 400 450 500

Ion Ratio Lower Upper
164 100

162 100.7 79.4 119.2
160 43.5 36.1 54.1

Abundance
200000 14.887

150000

162.1

80.0

230.7296.9 366.9432.0499.4

Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

50 100 150 200 250 300 350 400 450 500

100000

50000

O T T T

\
Time--> 14.80 15.00

Ref 50

O

Abundance Scan 2295 (16.387 min): BP003792.D\data.ms (-

329.8

62.0

140.9
‘ u 2219
LJ ul " il

‘ u i 395.1461.4 535.6

m/z-->

50 lOO150200250300350400450500

#42

2,4,6-Tribromophenol
Concen: 106.06 ng

RT: 16.375 min Scan# 2293
Delta R.T. ©0.000 min

Lab File: BP004111.D

Acq: 30 Nov 2020 14:00

Tgt Ion:330 Resp: 445329

Ion Ratio Lower Upper
330 100

332 96.6 77.1 115.7
141 31.7 23.4 35.2

Abundance
16.875
250000

200000

Abundance Scan 2293 (16.375 min): BP004111.D\data.ms
320.8
Raw g 62.0
140.9
‘ 221.8
0 T \L\ “‘\ ‘lli‘l \l’ \“\ T ‘\ ‘ \“\M TT ‘ T J\ll\ T \‘\ TTTT ‘ TT ‘ \39?\7&‘6\1\-\8\‘5\2\\7\‘9\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
329.8
Sub
50 62.0
140.9
221.8
O bbb 397:3465,1532.8
m/z--> 50 100 150 200 250 300 350 400 450 500

150000

100000

50000

Time--> 16.20 16.40 16.60
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Abundance Scan 1810 (13.534 min): BP003792.D\data.ms (- #45

172.1 2-Fluorobiphenyl
Concen: 84.00 ng
RT: 13.510 min Scan#t 1806
Ref 50 Delta R.T. ©0.000 min
Lab File: BP@@4111.D
85.0 Acq: 30 Nov 2020 14:00
O+ i\ 1t \“\h\"" T 1'\‘\1“‘\ TT ‘\2\?\’\8‘\5\ T \\3\5‘\8\.\2\ ‘4\2\\8\‘9\4\9\11\9\\ Il
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:172 Resp: 2017617
Abundance Scan 1806 (13.510 min): BPO04111.D\datams 10N Ratio Lower Upper
172.1 172 100
171 35.4 28.5 42.7
170 22.9 19.2 28.8
Raw 50
Abundance
ol 220 299.2367.6 438.0504.1
R A A AR AR R AN R AR
m/z--> 50 100 150 200 250 300 350 400 450 500 1000000
Abundance
172.1
sub 500000
50
oL o201 2418 34514129480.4546, ol L——
m/z--> 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: 14.969 min Scan# 2054
Ref 50 Delta R.T. -0.023 min
Lab File: BP004111.D
63.0 Acq: 30 Nov 2020 14:00
0t ‘me At "?}?%-ﬁ" L 340.7412.5 4868
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:184 Resp: 22
Abundance Scan 2054 (14.969 min): BPO04111.D\data.ms | 10N Ratio Lower Upper
162.1 184 100
63 231.3 32.3 48 .5#
154 106.3 49.1 73.7#
Raw 50
Abundance
39.9 |
A I
J‘Wmh | 2810 3771 4763548, |
0 AR AR AR SR N AR AR AR 60
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
162.1 40
Sub |
50 20 14.969
80.2 /\ i i /
o 280.9 377.1 476.3542.; 0
miz--> 50 100 150 200 250 300 350 400 450 500 Time--> 14.95 |
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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@@4111.D
80.1 Acq: 30 Nov 2020 14:00
0 H‘\‘\H‘\\H‘q\\J\‘\\2\1\5‘4\2\\‘\\\?’\4\“8\\4\\4‘1%5\\‘5ﬂ\9\‘\6\u‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:188 Resp: 635103
Abundance Scan 2505 (17.622 min): BP004111.D\data.ms | 10N Ratio Lower Upper
188.1 188 100
94 8.4 6.2 9.2
80 10.3 6.2 9.2#
Raw 50
Abundance
17.522
80.0 400000
N | 298.8 370.7438.4506.0
\\‘\\\\‘\\H‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘H\\‘\\\\‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 300000
Abundance
188.1
200000
Sub
50 100000
80.0
0 257.4 341.0 414.8 485.6
N 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: 16.039 min Scan# 2236
Ref 50{51.0 121.0 Delta R.T. 0.024 min
' Lab File: BP@@4111.D
‘ Acqg: 30 Nov 2020 14:00
0 T \l“l\“l\]x\ \\’ I \‘\ ‘\\ T \ T \2\‘6\4\\§‘3\§5\‘(\)\495\\7\4‘\7\5\\(‘)5\4\ ‘ \(
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:198 Resp: 13
Abundance Scan 2236 (16.039 min): BP004111.D\datams | 10N Ratio Lower Upper
44.0 206.9 198 100
51 345.0 6.4 46.4#
105 195.0 18.9 58.9#
Raw 50
Abundance
117.0 280.9
MH w | 367.9 4890
OH l“ ‘\”\\l\“\‘\\\‘\;\‘\“‘\“\H‘\\\\‘\\H‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 100
Abundance /
44.0 !
50
sub o 146.9
280.9 16.039
2152 367.9 443.0 550 6
L BTTATIER SR ASTR O
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 16.04
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Abundance Scan 3190 (21.651 min): BP003792.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 21.663 min Scan# 3192
Ref 50 Delta R.T. ©0.000 min
Lab File: BP004111.D
120.1 Acq: 30 Nov 2020 14:00
O ‘-\(\)\ i "A\"‘“ T 4 \J\l TT \3\\0‘5\\\6\‘3Z§\‘3\4£\1%\4\5\0‘\8\\5\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:248 Resp: 504178
Abundance Scan 3192 (21.663 min): BPO04111.D\datams 10N Ratio Lower Upper
240.2 240 100
120 9.1 7.8 11.6
236 25.2 20.8 31.2
Raw 50
Abundance
21.663
118.1
o2l , | 306.1373.8440.7 518.6 300000
\\‘\\H’H\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
240.2 200000
Sub 50 100000
120.1
01520 .. 333.0399.04649530.7 R
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 21.60 21.80

Abundance Scan 2930 (20.122 min): BP003792.D\data.ms ( #79

244.2 Terphenyl-di4
Concen: 82.98 ng
RT: 20.122 min Scan# 2930
Ref 50 Delta R.T. ©.000 min
Lab File: BP004111.D
Acqg: 30 Nov 2020 14:00
541 122.1
Ot “\.‘\ f \”"‘\ ‘\‘ 7T T ‘4'\ T \“ \J\\\h\“ TT \3%\3\9\‘3)\8\4\.‘8\&5\9\9\?%@\\9‘ T
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:244 Resp: 2165623
Abundance Scan 2930 (20.122 min): BPO04111.D\data.ms | 10N Ratio Lower Upper
244.2 244 100
212 7.2 5.8 8.6
122 9.4 7.8 11.8
Raw 50
Abundance
20.122
122.1
0 ?1’\.}\ T "\ \‘\ T ‘ TTTT ‘ \J\l\“\ ‘ T \3\%\:}7\2\ ‘3\\8\]-\‘3\4ﬂ7\\]-\5\‘]_\5\\?‘ T 1500000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
244.2 1000000
Sub
50 500000
122.1
0 54.0 319.7 392.1458.2525.8 0 a
P e e R T T B
miz--> 50 100 150 200 250 300 350 400 450 500  Time--> 20.00  20.20

BPO04111.D 8270E-BP110320.M
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Abundance Scan 3608 (24.110 min): BP003792.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.00 ng
RT: 24.139 min Scan# 3613
Ref 50 Delta R.T. ©0.012 min
Lab File: BP004111.D
132.0 \ Acq: 30 Nov 2020 14:00
O+ \6‘\6\.9 [ \'H\ J\‘ T iy ‘“\‘\ TT %2\\9\33\95‘\\7\495\\\8‘5\\3\1\‘8\
m/z--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion:264 Resp: 478774
Abundance Scan 3613 (24.139 min): BP004111.D\data.ms | 1N Ratio Lower Upper
264.2 264 100
260 22.6 18.8 28.2
265 22.4 17.4 26.2
Raw 50
Abundance
132.1 200000
0550 | 199.0 { 331.6397.8  518.2
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 150000
Abundance
264.1
100000
Sub
50 50000
132.0
0 66.1 197.9 355.0420.6486.8 C—
PR PR e e P
miz--> 50 100 150 200 250 300 350 400 450 500  Time-.>  24.00  24.20
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