Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022421\
Data File : BF123292.D

Acqg On : 24 Feb 2021 14:12
Operator : JU/CG

Sample : PB134795BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Feb 24 14:42:00 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Feb 19 16:08:53 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.857 152 111345 20.00 ng 0.00
21) Naphthalene-d8 8.140 136 458923 20.00 ng 0.00
39) Acenaphthene-di10 9.898 164 231717 20.00 ng 0.00
64) Phenanthrene-d10 11.386 188 451438 20.00 ng 0.00
76) Chrysene-di12 14.033 240 380523 20.00 ng -0.01
86) Perylene-di12 15.510 264 351936 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .487 112 961568 124.31 ng
7) Phenol-dé6 .487 99 1237624 117.77 ng .00
23) Nitrobenzene-d5 .416 82 817023 81.50 ng -0.01

5 0.01
6 0
7 0
42) 2,4,6-Tribromophenol 10.692 330 282770  119.85 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .216 172 1304745 80.88 ng .00
79) Terphenyl-di4 12.980 244 1477720 74.67 ng .00
Target Compounds Qvalue
9) Benzaldehyde 6.493 77 2182 Below Cal # 1
19) n-Nitroso-di-n-propyla... 7.416 70 114381 18.29 ng # 78
25) Isophorone 7.416 82 807792 43.09 ng # 65
51) 2,6-Dinitrotoluene 9.898 165 30010 7.51 ng # 32
57) 2,4-Dinitrotoluene 9.898 165 30010 5.59 ng # 26
67) 4-Bromophenyl-phenylether 10.692 248 20641 4,19 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_F\Data\BF022421\
Data File : BF123292.D

Acqg On : 24 Feb 2021 14:12
Operator : JU/CG

Sample : PB134795BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Time: Feb 24 14:42:00 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Feb 19 16:08:53 2021

Response via : Initial Calibration

Abundance TIC: BF123292.D\data.ms

5200000
5000000
4800000
4600000

4400000

2-Fluorobiphenyl,S
PP

4200000

L
Frerprenyrai4.S

2-Fluorophenol,S

-

4000000

3800000

3600000

3400000

Phenol-d6,S

3200000

3000000

2800000

2600000

Nidjitoesureie-g5oPylamine, P
2:B®imoprengphbaoyBther

2400000

2200000

2000000

1800000

1600000

2@ DapihtbteheedaO, |
Phenanthrene-d10,!

1400000

Naphthalene-d8,|
Chrysene-d12,|

1200000

1,4-Dichlorobenzene-d4,|

1000000

Perylene-d12,1

800000
600000
400000
200000

0 A L, L N L L

_
e e o e B L e e e e L e e L e B B B B 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-BF021921.M Wed Feb 24 14:42:09 2021 Page: 2



150.0

Abundance Scan 811 (6.857 min): BF123227.D\data.ms (-80 #1

1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.857 min Scan# 811

Ref 50 115.0 Delta R.T. 0.000 min
78.0 Lab File: BF123292.D
Acq: 24 Feb 2021 14:12
0\\\‘}\\‘\‘\‘\\\“‘ \\\\‘\\\}‘\\\\‘\\“\“\‘\
m/z--> 100 120 140 160 Tgt IOHZ%SZ RESpZ 111345
Abundance  Scan 811 (6.857 mln). BF123292 D\datams = 1on Ratlo Lower Upper
1500 152 100
150 155.8 125.8 188.6
115 65.3 49.3 73.9
Raw 50 115.0
' Abundance
520 80 200000 1
0 L \‘M \\“ 98.1 \‘ 131.9 \\‘ |
\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\ |
miz--> 40 60 80 100 120 140 160 150000 |
Abundance
150.0
100000
Sub 0
5 115.0 50000
500 780
Ottty 1 981 1319 e
miz--> 40 60 80 100 120 140 160 Tjme--> 6.80 6.85 6.90

Abundance Scan 576 (5.475 min): BF123227.D\data.ms (-57 #5

112.0 2-Fluorophenol
Concen: 124.31 ng
64.0 RT: 5.487 min Scan# 578
Ref 50 Delta R.T. ©0.012 min
Lab File: BF123292.D
Acq: 24 Feb 2021 14:12
38Hl | ; )
0\\\"\\h\‘\‘H\‘\\‘\“\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 961568
Abundance  Scan 578 (5.487 min): BF123292.D\datams | 100 Ratio Lower Upper
112.0 112 100
64 65.5 46.9 70.3
64.0 63 35.8 24.5 36.7
Raw 50
Abundance
39.1 ‘ ‘ ‘
0\\\‘H’\\h\w“‘\‘\\‘\‘”\\\‘\\ ‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7.\0\ 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 600000
112.0
64.0 400000
Sub
50
200000
39.1 ;
o N S
miz--> 40 60 80 100 120 140 160 180 200 Time-> 5.40 550 5.60
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Abundance Scan 749 (6.492 min): BF123227.D\data.ms (-74 #7
99.1 Phenol-d6

Concen: 117.77 ng

RT: 6.487 min Scan# 748

Ref 50 Delta R.T. -0.006 min
Lab File: BF123292.D
42.1 Acq: 24 Feb 2021 14:12
[ ‘M‘ "‘H”‘\”“H\“ by \‘ | L B B B \2(‘)7\]\_ - 2\8\1\(
miz--> 50 100 150 200 250 Tgt Ion:‘99 Resp: 1237624
Abundance  Scan 748 (6.487 min): BF123292.D\data.ms | 100 Ratio Lower Upper
99.1 99 100

42 20.6 13.8 20.6#
71  41.3 26.9 40.3#

Raw 50
Abundance
42.1 1000000 6.487
0 Lod | 207.0 281.(
\\’\\\\\\\\‘\\\\‘\\\\‘\\\\ 800000
m/z--> 50 100 150 200 250
Abundance
99.1 600000
400000
Sub
50
200000 A
421 L
ol diah 42070  281( ol T
miz--> 50 100 150 200 250 Time--> 6.40 6.50 6.60

Abundance Scan 882 (7.275 min): BF123227.D\data.ms (-87 #19

105.0 n-Nitroso-di-n-propylamine
Concen: 18.29 ng
43.1 RT: 7.416 min Scan# 906
Ref 50 Delta R.T. 0.141 min
Lab File: BF123292.D
‘ ‘ Acq: 24 Feb 2021 14:12
oL ‘L‘ l‘”‘“\“‘ \L‘m”i 4 “ H\‘ !‘ P‘%Z;\ T \2?7\:\1\ T \2\8\1'\0‘ \3\26\
miz--> 50 100 150 200 250 300 Tgt Ion: 7@ Resp: 114381
Abundance  Scan 906 (7.416 min): BF123292.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 45.7 43.0 64.4
101 0.0 7.9 11.9#
Raw 50 130 1.5 18.5 27 .7#
128.1 Abundance
7.416
42. 100000
0““\‘““‘\““‘\““\““!““\“‘
m/z--> 50 100 150 200 250 300 80000
Abundance
82.1 60000
sub 40000
50 128.1
20000
42.1
LS L N O mn
miz--> 50 100 150 200 250 300  Time-> 7.35 7.40 7.45
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Abundance Scan 1030 (8.145 min): BF123227.D\data.ms (-1 #21
136.1  Naphthalene-d8
Concen: 20.00 ng
RT: 8.140 min Scan# 1029
Ref 50 Delta R.T. -0.006 min
Lab File: BF123292.D
54.0 820 108.1 Acq: 24 Feb 2021 14:12
0\\3\8.‘0\\‘\‘\‘1‘\‘\“i‘.\‘\\\’\‘\‘\\’\il““\\
m/z--> 40 60 80 100 120 140 Tgt Ion:136 RESpZ 458923
Abundance Scan 1029 (8.140 min): BF123292 D\datams | 10N Ratio Lower Upper
1361 | 136 100
137 10.6 8.8 13.2
54 8.1 5.5 8.3
Raw s5g 68 5.6 4.6 6.8
Abundance
500000
54.1 78.0 108.1
o382 e 400000
m/z--> 40 60 80 100 120 140
Abundance
136.1 300000
200000
Sub 50
100000
108.1
0"S%%‘Sf}\“jgf““v““ T T T T T T T T T
miz--> 40 60 80 100 120 140 Time--> 8.10 8.20 8.30

Abundance Scan 908 (7.428 min): BF123227.D\data.ms (-90
8

2.1

#23

Concen:

Nitrobenzene-d5

81.50 ng

RT: 7.416 min Scan# 906
Delta R.T. -0.012 min

: BF123292.D

Acq: 24 Feb 2021 14:12

82 Resp: 817023

Ion Ratio Lower Upper

.3 37.0 55.4
.9 38.4 57.6

Ref 50 54.0 1281
Lab File
98.1
0 49'\1 H‘H 68"0 il ‘ 1121 L
\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘ .
miz--> 40 60 80 100 120 Tgt Ion:
Abundance  Scan 906 (7.416 min): BF123292.D\data.ms
82.1 82 100
128 38
541 54 51
Raw 50 '
1281 Apundance
40.1 \ se.1
[o R I 1 ,?9"1‘: P “, ‘1‘1‘2"0, T 600000
m/z--> 40 60 80 100 120
Abundance
82.1 400000
Sub 54.1
50 128.1 200000
98.1
0 40.1 68.1 112.0
T T e e
miz--> 40 60 80 100 120 Time-->

740 7.50

BF123292.D 8270-BF021921.M
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BF123292.D 8270-BF021921.M

162.1
Ref 50
80.0
54.0 HM 106.0 132.1
0\\‘\\\\‘\\‘\\H\\\\‘\\\\‘\\\\‘\\\\

miz--> 40 60 80 100 120 140 160
Abundance Scan 1328 (9.898 min): BF123292.D\data.ms

Abundance Scan 952 (7.686 min): BF123227.D\data.ms (-94 #25
82.0 Isophorone
Concen: 43.09 ng
RT: 7.416 min Scan# 906
Ref 50 Delta R.T. -0.270 min
Lab File: BF123292.D
39.1 54.0 1381 | Acq: 24 Feb 2021 14:12
0\\\“‘\\‘\“‘\‘\‘\\\“\\\\‘J\-]\-O\.J\-‘\\\\“\\
m/z--> 80 100 120 140 Tgt Ion: ‘82 RESpZ 807792
Abundance  Scan 906 (7.416 min): BF123292 D\datams | 100 Ratio Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
541 138 0.0 14.6 21.84#
Raw 50 '
1281 Abundance
7.416
‘ 98.1
38,
0\\\“1\\\\‘\\‘\}“\\\\“\]TJ-\S\.O‘\\‘\\‘\\ 600000
m/z--> 40 60 80 100 120 140
Abundance
82.1 400000
Sub 54.1
50 1281 200000
98.1
0 38.1 113.0 -
S e e e o T e T LA i
m/z--> 40 60 80 100 120 140 Time--> 7.40 7.50
Abundance Scan 1329 (9.904 min): BF123227.D\data.ms (-1 #39

Acenaphthene-d1e

Concen: 20.00 ng

RT: 9.898 min Scan# 1328
Delta R.T. -0.006 min

Lab File: BF123292.D

Acq: 24 Feb 2021 14:12

Tgt Ion:164 Resp: 231717
Ion Ratio Lower Upper
164 100

162 107.3 80.8 121.2
160 47.0 35.4 53.0

162.1
Raw 50
Abundance
80.1
54.1‘ ‘ 108.1 132.1
0\\“\\“\‘}\‘\}”“\\\\‘\\\\‘\\\\‘\\\\

250000 9.898
m/z--> 40 60 80 100 120 140 160 200000
Abundance
162.1 150000
Sub 100000
50
80.1 50000
54.1 108.1 132.1
O e e e R i o e
miz--> 40 60 80 100 120 140 160  Time-> 9.80 9.90 10.00
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Abundance Scan 1464 (10.698 min): BF123227.D\data.ms (-

#42

2,4,6-Tribromophenol

119.85 ng

RT: 10.692 min Scan#t 1463
Delta R.T. -0.006 min
: BF123292.D
Acq: 24 Feb 2021 14:12

Tgt Ion:330 Resp: 282770
Ion Ratio Lower Upper

.0 77.5 116.3
.4 23.8 35.8#

Concen:
Ref 50
Lab File
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1463 (10.692 min): BF123292.D\data.ms
330 100
332 97
141 43
Raw 50
Abundance
250000
0,
m/z--> 50 100 150 200 250 300 200000
Abundance
329. 150000
Sub 62.0 100000
50
140.9
50000
221.9
(] IGAE [P T SO I | N ——
miz--> 50 100 150 200 250 300 Time-->

10.692

|
/

10.60 10.70 10.80

Abundance Scan 1213 (9.222 min): BF123227.D\data.ms (-1

172.1

#45

Concen:

2-Fluorobiphenyl

80.88 ng

RT: 9.216 min Scan#t 1212
Delta R.T. -0.006 min
: BF123292.D
Acq: 24 Feb 2021 14:12

Tgt Ion:172 Resp: 1304745
Ion Ratio Lower Upper

.6 29.6 44.4
.1 19.5 29.3

Ref 50
Lab File
50.0 85.0 120.0 146.1 |
0l \“ R "‘\ t \‘H} T iy \‘\”‘ T i Ty \‘\ T i‘\“l‘ \“ iy T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1212 (9.216 min): BF123292.D\data.ms
172.1 | 172 100
171 36
170 24
Raw 50
Abundance
51.0 85.0 120.0 146.1 ‘
0\\\‘\\H\\"\\\‘H}‘\h\\\‘\\\\i\\\‘\‘}‘\‘u\‘\\‘\‘\ 1000000
m/z--> 40 60 80 100 120 140 160 180
Abundance
172.1
500000
Sub
50
51.0 85.0 120.0 146.1
O e e e e
m/z--> 40 60 80 100 120 140 160 180 Time-->

9.159.209.259.30

BF123292.D 8270-BF021921.M

Wed Feb 24 14:42:12 2021
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Abundance Scan 1292 (9.686 min): BF123227.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 7.51 ng
89.0 RT:  9.898 min Scan# 1328
Ref 50 Delta R.T. ©.212 min
510 1210 Lab File: BF123292.D
‘ “ ‘ ‘ Acq: 24 Feb 2021 14:12
0 "M‘!\"Hh‘H‘i“H"“MH“H“"‘\L‘H\H‘i““‘””‘””‘””“-“
m/z--> 40 60 80 100120140160 180200220240 T8t Ion:165 Resp: 30010
Abundance Scan 1328 (9.898 min): BF123292. D\datams | 10N Ratlo Lower Upper
162.1 165 100
63 2.3 36.6 55.0#
89 1.5 39.4 59.0#
Raw 50
Abundance
9.898
30000
0,
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
1681 20000
sub 10000
80.1
o 52.0 132.1
miz--> 40 60 80 100120140 160 180 200 220 240 Time--> 9.85 9.90 9.95
Abundance Scan 1361 (10.092 min): BF123227.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 5.59 ng
RT: 9.898 min Scan# 1328
Ref 50 63.0 Delta R.T. -0.194 min
Lab File: BF123292.D
39.0 113.0 Acq: 24 Feb 2021 14:12
e ‘\ | 1390 |
0‘H\i“"w"\‘u“\h‘h’f\\f}‘“HHHiHH\“;‘H‘H‘H’HH
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 30016
Abundance Scan 1328 (9.898 min): BF123292.D\datams | 10N Ratio Lower Upper
162.1 165 100
63 2.3 34.3 51.5#
89 1.5 55.2 82.8#
Raw 5g 182  @.0 2.2 3.2#
Abundance
80.1 9.898
S5 a0s1 1321 30000
miz--> 40 60 80 100 120 140 160 180
Abundance 20000
162.1
sub 10000
80.1
o 54.1 108.1 132.1 0
miz--> 40 60 80 100 120 140 160 180 Time--> 9.85 9.90 9.95
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Abundance Scan 1582 (11.392 min): BF123227.D\data.ms (1 #64

188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.386 min Scan#t 1581
Ref 50 Delta R.T. -0.006 min
Lab File: BF123292.D
80.1 158.1 Acq: 24 Feb 2021 14:12
0\4\2.%‘\“\”\‘ i“‘1\18\.q T ‘ﬁ\ \M T T ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 451438
Abundance Scan 1581 (11.386 min): BF123292 D\data.ms 10N Ratio Lower Upper
188.1 188 100
94 10.2 7.4 11.2
80 11.6 8.2 12.4
Raw 50
Abundance
80.0 11.886
. 158.1
024 Ly 1180 ‘ﬁ L 400000
m/z--> 50 100 150 200 250
Abundance 300000
188.1
200000
Sub
50
100000
80.0
0 42.1 118.0 158.1 ~ _
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250  Time--> 11.35 11.40 11.45

Abundance Scan 1505 (10.939 min): BF123227.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
1411 Concen: 4.19 ng
710 RT: 10.692 min Scan# 1463
Ref 50 ' Delta R.T. -0.247 min
Lab File: BF123292.D
X J" ‘ Acq: 24 Feb 2021 14:12
0 \ﬁ\. “ \“‘“‘\'““\“\”‘ Ty MH‘”\ HV“‘]\.Q\?’"Q N TT LI B B B
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 20641
Abundance Scan 1463 (10.692 min): BF123292.D\datams | 10N Ratio Lower Upper
248 100
250 203.6 76.8 115.2#
141 499.2 59.8 89.8#
Raw 50
Abundance
100000
0,
miz--> 50 100 150 200 250 300 80000
Abundance
320 ¢ 60000
Sub 62.0 40000
%0 140.9 10.692
' 20000 A
221.9 ‘
o T
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70 10.75
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Abundance Scan 2033 (14.045 min): BF123227.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.00 ng
RT: 14.033 min Scan# 2031
Ref 50 Delta R.T. -0.012 min
Lab File: BF123292.D
120. Acq: 24 Feb 2021 14:12
0 52.0 88 0 \‘ HH 156'1 29%1\\‘\‘\”\\“ 281.(
T T ‘ T T \ \ T ‘ T T T T ‘ T T i ‘ T T L
m/z--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 380523
Abundance Scan 2031 (14.033 min): BF123292.D\data.ms | 10N Ratlo Lower Upper
240.2 240 100
120 12.3 8.6 12.8
236 26.3 20.3 30.5
Raw 50
Abundance
120.1
0 \4.\2(‘) T 7\8\ O\‘ “\ “\‘ T T ]-‘6(\) \J- T \2‘()3']\. \‘H“‘ ‘ T T L 300000
m/z--> 50 100 150 200 250
Abundance
240.2 200000
Sub
50 100000
120.1
0l42.0 780 160.1 2081 AN
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\’\\\\\
miz--> 50 100 150 200 250 Time--> 14.00 14.10
Abundance Scan 1853 (12.986 min): BF123227.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 74.67 ng
RT: 12.980 min Scan# 1852
Ref 50 Delta R.T. -0.006 min
Lab File: BF123292.D
122.1 Acq: 24 Feb 2021 14:12
\4\2.:}_‘ T ‘\8‘01‘.1\” T Ly ‘\‘ Ty ]‘-6‘10‘-:[ T 51\‘2\2‘\ “‘J‘M“ T
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z%44 Resp: 1477720
Abundance Scan 1852 (12.980 min): BF123292.D\datams | 100 Ratio Lower Upper
244.2 244 100
212 7.7 5.7 8.5
122 13.3 8.3 12.5#
Raw 50
Abundance
12.980
22.1
541 gpo "~ 101 u22
T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T ‘ T T
m/z--> 50 100 150 200 250 1000000
Abundance
244.2
Sub 500000
50
122.1 K‘
. 541 920 160.1 212.2 0 )
— ——— e
m/z--> 50 100 150 200 250  Time--> 12.90 13.00
BF123292.D 8270-BF021921.M Wed Feb 24 14:42:13 2021

Page 10



Ref 50

o

Abundance Scan 2283 (15.515 min): BF123227.D\data.ms (-

264.1

132.1
660 1000, | 1801 2321
T T ‘

m/z-->

50 100 150 200 250

Abundance

Scan 2282 (15.510 min): BF123292.D\data.ms

#86

Perylene-d12

Concen: 20.00 ng

RT: 15.510 min Scan# 2282
Delta R.T. -0.006 min

Lab File: BF123292.D

Acq: 24 Feb 2021 14:12

Tgt Ion:264 Resp: 351936
Ion Ratio Lower Upper

264.2 264 100
260 23.8 18.6 28.0
265 21.2 17.0 25.6
Raw 50
Abundance
132.1 200000
0l 520 869 | 1801 2321 |
\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 150000
Abundance
264.1
100000
Sub
50
50000
132.1
0. 520 869 180.1 2321 0 -
e e e T
m/z-> 50 100 150 200 250 Time--> 1540  15.60
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