Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50321\
Data File : BF123800.D

Acqg On : 4 May 2021 2:29
Operator : JU/CG

Sample : M2239-01 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Time: May 04 03:06:27 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Apr 27 16:30:39 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.810 152 284133 20.00 ng 0.00
21) Naphthalene-d8 8.092 136 988503 20.00 ng 0.00
39) Acenaphthene-di10 9.845 164 400439 20.00 ng 0.00
64) Phenanthrene-d10 11.333 188 620542 20.00 ng 0.00
76) Chrysene-di12 13.980 240 478517 20.00 ng 0.00
86) Perylene-di12 15.439 264 345981 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.422 112 383771 21.40 ng 0.00

7) Phenol-dé6 6.440 99 482580 19.53 ng 0.00
23) Nitrobenzene-d5 7.369 82 316602 14.46 ng 0.00
42) 2,4,6-Tribromophenol 10.633 330 83508 16.75 ng -0.01
45) 2-Fluorobiphenyl 9.169 172 466655 16.97 ng 0.00
79) Terphenyl-di4 12.927 244 340137 13.69 ng 0.00

Target Compounds Qvalue

19) n-Nitroso-di-n-propyla... 7.363 70 41613 2 #
25) Isophorone 7.369 82 316596 7 #
32) Benzoic acid 8.057 122 123 5.40 ng # 5
51) 2,6-Dinitrotoluene 9.845 165 51603 7 #
57) 2,4-Dinitrotoluene 9.845 165 51603 5 #

(#) = 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\BF@50321\
Data File : BF123800.D

Acqg On : 4 May 2021 2:29
Operator : JU/CG

Sample : M2239-01 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Time: May 04 03:06:27 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Apr 27 16:30:39 2021

Response via : Initial Calibration

Abundance TIC: BF123800.D\data.ms
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Abundance Scan 803 (6.810 min): BF123745.D\data.ms (-79 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.810 min Scan# 803

Ref 50 115.0 Delta R.T. ©.000 min
78.0 Lab File: BF123800.D
‘ Acq: 4 May 2021  2:29
O\H‘,‘H‘\‘\‘H\“‘\HH‘HH‘HH‘M‘\“\‘\
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 284133

Abundance Scan803(6.810m|n). BF123800.D\datams 100 Ratio Lower Upper
150.0 152 100

150 153.1 127.0 190.6
115 61.4 54.3 81.5

Raw 50
115.0
520 78.0 Abundance
0 35Q \‘\9\5\‘8\\\}“\\\\‘\\“\“\‘\ 400000
m/z--> 40 60 80 100 120 140 160 61810
Abundance Scan 803 (6.810 min): BF123800.D\data.ms (-78 300000
150.0
200000 |
Sub /|
50 115.0 |
52.0 78.0 100000 | §L
|
oL389 w\‘ 98 L Ot e
m/z-> 40 60 80 100 120 140 160 Time-->  6.75 6.80 6.85

Abundance Scan 567 (5.422 min): BF123745.D\data.ms (-56 #5

610 112.0 2-Fluorophenol
Concen: 21.40 ng
RT: 5.422 min Scan# 567
Ref 50 Delta R.T. -0.000 min
Lab File: BF123800.D
39.0 L Acq: 4 May 2021  2:29
0 ‘““MKW‘M"w“ww‘w‘\w“w“%Q§§
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 383771
Abundance  Scan 567 (5.422 min): BF123800.D\data.ms Ion Ratio Lower Upper
112.0 112 100
64.0 64 78.0 61.4 92.0
63 39.9 33.0 49.4
Raw 50
Abundance
400000, 5422
38.0 ‘ ‘ ‘
O\H‘H “‘\h‘\l\‘\\‘\”w“u“H‘H \"HH‘HH‘HH‘HHZ‘Q‘?‘-Z‘
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 567 (5.422 min): BF123800.D\data.ms (-51
112.0
64.0 200000
Sub 50 h
100000 ‘
s | L
0“M‘WWW“”W‘H‘M"w‘w‘\w‘w‘w‘\H‘EQYE R
miz--> 40 60 80 100 120 140 160 180 200  Time--> 5.40 5.50
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Abundance Scan 741 (6.445 min): BF123745.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 19.53 ng
RT: 6.440 min Scan# 740
Ref 50 Delta R.T. -0.006 min
Lab File: BF123800.D
Acq: 4 May 2021 2:29
o m‘“\UH‘m‘_m_m_z‘s‘lq
miz--> 50 100 150 200 250 Tgt Ion:‘99 Resp: 482580
Abundance  Scan 740 (6.440 min): BF123800.D\datams 10" Ratlo Lower Upper
99.1 99 100
42 25.7 19.8 29.8
71 39.8 31.1 46.7
Raw 50
Abundance
421 600000
oLyl
miz--> 50 100 150 200 250
Abundance Scan 740 (6.440 min): BF123800.D\data.ms (-69 400000
99.1
sub 200000
42.1
0“\\‘\“\\\”\\ I e
miz--> 100 150 200 250 Time--> 6.40 6.50 6.60

Abundance Scan 874 (7.228 min): BF123745.D\data.ms (-86 #19

43.1 105.0 n-Nitroso-di-n-propylamine
Concen: 2.73 ng
RT: 7.363 min Scan# 897
Ref 50 Delta R.T. ©.135 min
Lab File: BF123800.D
Acq: 4 May 2021 2:29
0 Mm ‘\l"\‘[!\‘\\\\’\\\\‘2\\810341 ;\49‘1\;\\‘415\
miz--> 50 100 150 200 250 300 350 400 450  Tgt Ion: 70 Resp: 41613
Abundance  Scan 897 (7.363 min): BF123800.D\datams ~ 100 Ratio Lower Upper
83.1 70 100
42 55.5 60.1 90.1#
101 0.0 7.4 11.2#
Raw 50 130 2.1 14.2 21.24#
Abundance
7.363
0 wﬂ‘H‘L“W‘\‘H‘v‘H‘\‘H‘\‘H‘\‘H‘\‘H‘\‘H 40000
m/z--> 100 150 200 250 300 350 400 450
Abundance Scan 897 (7.363 min): BF123800.D\data.ms (-82 30000
82.1
20000
Sub
50
10000
0 L’r S
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 7.30 7.35 7.40
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Abundance Scan 1022 (8.098 min): BF123745.D\data.ms (-1 #21

136.1 Naphthalene-d8

Concen: 20.00 ng

RT: 8.092 min Scan# 1021

Ref 50 Delta R.T. -0.006 min
Lab File: BF123800.D
54.0 108.1 Acq: 4 May 2021 2:29
0\H“H1‘\“”\8}‘%‘\0\\‘\‘!\\‘\HM‘HH’HH’HH‘HH‘\H‘\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 988563
Abundance Scan 1021 (8.092 min): BF123800.D\datams 10" Ratio Lower Upper
136.1 136 100
137 11.4 8.7 13.1
54 12.8 9.8 14.6
Raw 5g 68 5.5 4.1 6.1
Abundance
8.092
54.0 108.1
L o80t i
0\H“H\i“u”‘\‘u\‘\‘u\‘H\H‘HH’HH’HH‘HH‘HH 1000000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1021 (8.092 min): BF123800.D\data.ms (-9
136.1
500000
Sub
50
54.0 108.1
O el i e bl ey e o
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.05 8.10

Abundance Scan 899 (7.375 min): BF123745.D\data.ms (-89 #23

821 Nitrobenzene-d5
54.0 Concen: 14.46 ng
RT: 7.369 min Scan# 898
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF123800.D
98.1 Acq: 4 May 2021  2:29
o %0 || eso, | "m0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 Tgt Ion:.82 Resp: 316602
Abundance  Scan 898 (7.369 min): BF123800.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 39.9 29.4 44 .2
54.1 54 59.8 54.1 81.1
Raw 50
128.1 Abundance
098.1 7.369
400 || esa_ | | 1120 300000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 \
Abundance Scan 898 (7.369 min)8:2E.31:123800.D\data.ms (-84 200000 \“
54.1
sub g, 1281 100000
98.1 x
ol 490 L oesa | 1120 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 Time-->  7.307.357.40 7.45
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Abundance Scan 943 (7.634 min): BF123745.D\data.ms (-93 #25

82.0 Isophorone
Concen: 7.71 ng
RT: 7.369 min Scan# 898
Ref 50 Delta R.T. -0.265 min
540 Lab File: BF123800.D
39.0 1381 Acq: 4 May 2021  2:29
0\\\“‘\\‘\“‘\‘\‘\\\“‘\\\9‘\‘\\\\]-‘23\\1\\“\\
m/z--> 80 100 120 140 Tgt IOHZ‘SZ RESpZ 316596
Abundance Scan 898 (7.369 min): BF123800.D\datams 10N Ratio Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
54.1 138 0.0 11.8 17 .8#
Raw 50
128.1 Abundance
98.1 71369
0\\S\SQ\\‘!“\‘\‘\‘\}‘i“\\\\‘.‘\]?l\s;o‘\\‘\\‘\\ 300000
m/z--> 40 60 80 100 120 140
Abundance Scan 898 (7.369 min): BF123800.D\data.ms (-89
( ) ¢ 200000
54.1
Sub gy 1981 100000
98.1
ol 380 ‘ gl L2130 L O
mlz--> 40 60 80 100 120 140 Time--> 7.307.357.407.45

Abundance Scan 985 (7.881 min): BF123745.D\data.ms (-97 #32

70 105.0 Benzoic acid
' 122.0 Concen: 5.40 ng
RT: 8.057 min Scan# 1015
Ref 50 51.0 Delta R.T. ©0.176 min
Lab File: BF123800.D
Acq: 4 May 2021 2:29
0\\\‘”‘ \‘\‘1‘\“\H\\“‘U‘\\\‘\‘\‘\\\“\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 Tgt Ion:122 Resp: 123
Abundance Scan1015(8057rnw0 BF123800.D\datams 190 Ratio Lower Upper
43.0 122 100
105 0.0 107.8 147.8#
131.0 77 176.5 81.6 121.6#
Raw 50
Abundance
‘ ‘ 751.0 800
0\\\ ‘ H \\\‘\“\\\\‘\\‘\\‘
miz--> 40 120 140 600
Abundance Scan 1015 (8.057 mln). BFl23800.D\data.ms (-9
41.1
131.0 400
Sub 50 77.1
’ 95.0 200
\ LT
miz--> 40 100 120 140 Time--> 804  8.06
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Abundance Scan 1320 (9.851 min): BF123745.D\data.ms (-1 #39

164.1 Acenaphthene-die

Concen: 20.00 ng

RT: 9.845 min Scan# 1319
Ref 50 Delta R.T. -0.006 min

Lab File: BF123800.D

Acq: 4 May 2021 2:29

80.0

54.0
T “\ T H\ ‘ }M T U‘“‘\ i‘\ \]-‘()\‘Gi‘.\()\ ‘\].\3%;1‘-\ T \M T ‘ T

m/z--> 40 60 80 100 120 140 160 180 T8t Ion:164 Resp: 400439

Abundance Scan 1319 (9.845 min): BF123800.D\data.ms 1N Ratio Lower Upper
164.1 164 100

162 99.7 80.7 121.1
160 46.0 37.3 55.9

o

Raw 50
Abundance
80.0
0 \\i‘\lwsﬂ.;o‘}hw“‘“‘\i‘\‘\%qglpw‘}?\‘z‘\:]‘-mm‘“ T 400000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1319 (9.845 min): BF123800.D\data.ms (-1~ 300000
162.1
200000
Sub
50
100000
80.0
>0 1 1081 1321 |
o) SV T PPttt v | e
miz--> 40 60 80 100 120 140 160 180 Time->  9.80 9.85 9.90

Abundance Scan 1455 (10.645 min): BF123745.D\data.ms (- #42

329 2,4,6-Tribromophenol
Concen: 16.75 ng

RT: 10.633 min Scan# 1453

Ref 50/ 62.0 Delta R.T. -0.012 min
140.9 Lab File: BF123800.D
‘ H 221.9 Acq: 4 May 2021  2:29
o tloozg |y TN aese
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 83508

Abundance Scan 1453 (10.633 min): BF123800.D\data.ms 1oN Ratio Lower Upper
320 330 100

332 90.6 77.1 115.7

62.0 141 31.6 27.9 41.9
Raw 50
140.9 Abundance
291.8 100000
0 Mwhwmﬂoaﬁu‘\ 181.1 hw ﬁh .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 80000
miz--> 50 100 150 200 250 300
Abundance Scan 1453 (10.633 min): BF123800.D\data.ms (-
320.¢ 60000
62.0 40000
Sub
50
140.9 20000
| et
obbillydozg | w11 )
m/z--> 50 100 150 200 250 300 Time-->
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Abundance Scan 1205 (9.175 min): BF123745.D\data.ms (-1 #45

1721 2-Fluorobiphenyl

Concen: 16.97 ng

RT: 9.169 min Scan# 1204
Ref 50 Delta R.T. -0.006 min

Lab File: BF123800.D

Acq: 4 May 2021 2:29

51.0 850 1200 1521
0\\\‘\\H\\‘\\\‘H}‘\‘\\\‘\\\\i\‘\\‘\‘“\“\\‘\\‘ \‘\\
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 466655

Abundance Scan 1204 (9.169 min): BF123800.D\data.ms 1N Ratio Lower Upper
172.1 172 100

171 35.1 28.1 42.1
176 23.5 19.2 28.8

Raw 50
Abundance
5.0 850  gp00 1521 | 500000
0\\\‘\\‘\\‘\\\Hw‘\‘\\\‘\\\\‘\\\\‘\\“\\‘\\‘\‘\\
miz--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 1204 (9.169 min): BF123800.D\data.ms (-1
172.1 300000
Sub 200000
50
100000
10 990 1200 60 | :
O b et et o el L LSS S .
miz--> 40 60 80 100 120 140 160 180 Time-> 9.10 9.15 9.20 9.25

Abundance Scan 1284 (9.639 min): BF123745.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
89.0 Concen: 7.91 ng
63.0 RT: 9.845 min Scan# 1319
Ref 50 Delta R.T. ©.206 min
0.0 1210 Lab File: BF123800.D
‘ H ‘ Acq: 4 May 2021  2:29
0\\‘\\!‘\“!h\\\“\H\\\‘\‘H!\\H‘\\\“\‘\\\\‘\‘\\\‘\\\\‘.\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 51663
Abundance Scan 1319 (9.845 min): BF123800.D\datams 10N Ratlo Lower Upper
164.1 165 100
63 1.7 67.7 101.5#
89 2.6 58.8 88.2#
Raw 50
Abundance
80.0 9.845
106.0 132.1 50000
0,
miz--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 1319 (9.845 min): BF123800.D\data.ms (-1
164.1 30000
Sub 20000
50
80.0 10000
>0 | 10811320 |
O bbbt bl A
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.80 9.85 9.90
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Abundance Scan 1352 (10.039 min): BF123745.D\data.ms (- #57

89.0 165.0 2,4-Dinitrotoluene
63.0 Concen: 5.?9 ng
RT: 9.845 min Scan# 1319
Ref 50 Delta R.T. -0.194 min
39.0 119.0 Lab File: BF123800.D
‘ Acq: 4 May 2021  2:29
0! ‘ ‘H}H\i ! M - ‘\H; : “‘ : ‘J“:‘;?‘O‘ H‘ ‘H e
m/z--> 40 60 80 100 120 140 160 1go I8t Ion:165 Resp: 51603
Abundance Scan 1319 (9.845 min): BF123800. Didatams Ton Ratio Lower Upper
165 100
63 1.7 43.5 65.3#
89 2.6 67.7 101.5#
Raw 5 182 0.8 2.1  3.1#
Abundance
80.0 9.845
0 5‘\]‘. ° \‘\ HH‘ 106 0 13% 1 50000
miz--> 4‘0 60 80 100 120 1:'10 160 180 40000
Abundance Scan 1319 (9.845 min): BF123800. D\data ms (-1
30000
Sub 20000
50
80.0 10000
0 | Sﬁow‘\ HH‘ 1060 1321 0
miz--> 40 60 80 160 120 14'10 160 180 Time--> 980 985 9.90

Abundance Scan 1573 (11.339 min): BF123745.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.00 ng
RT: 11.333 min Scan# 1572
Ref 50 Delta R.T. -0.006 min
Lab File: BF123800.D
80.1 160.1 Acq: 4 May 2021 2:29
GH\‘\5%\0‘\‘\\\l\\H\‘H\\‘]_\3\\2\‘l\\\lw\\H‘!‘M\\‘\\\\‘\H\‘\.\
miz--> 40 60 80 100120 140160 180200220240 T8t Ion:188 Resp: 620542
Abundance Scan 1572 (11.333 min): BF123800.D\data.ms Ion Ratio Lower Upper
188.1 188 100
94 9.4 6.9 10.3
80 10.6 8.2 12.2
Raw 50
Abundance
11.833
0.1
0H\‘\5\2\\]‘-\‘\\\‘l\\\\‘H\\‘]-\3\\2\‘]-\\\Hl\\H‘!‘M\\‘\\\\‘\H\‘\\ 600000
m/z--> 40 60 80 100120140160 180 200220240
Abundance Scan 1572 (11.333 min): BF123800.D\data.ms (-
18g.1 400000
Sub
50 200000
80.1 160.1
ober 2L 232 W O
miz--> 40 60 80 100120 140 160 180 200 220 240 Time--> 11.30 11.35
BF123800.D 8270-BF042721.M Tue May 04 03:06:33 2021
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Abundance Scan 2023 (13.986 min): BF123745.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 13.980 min Scan# 2022
Ref 50 Delta R.T. -0.006 min
Lab File: BF123800.D
Acq: 4 May 2021 2:29
[ \?4\0\ i‘]’.‘a-ﬁlwlw:‘lnzwoij-"\‘\"\m“ L R
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:246 Resp: 478517
Abundance Scan 2022 (13.980 min): BF123800.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 9.8 7.2 10.8
236 22.7 19.0 28.4
Raw 50
Abundance
13.980
1201 500000
55.0 " 189.1 |l 309.1359.3410.
0\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\ 400000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2022 (13.980 min): BF123800.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
off2l il 1801, | 28933391 410. 0= —
m/z--> 50 100 150 200 250 300 350 400 Time--> 13.90 14.00

Abundance Scan 1843 (12.927 min): BF123745.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 13.69 ng
RT: 12.927 min Scan# 1843
Ref 50 Delta R.T. -0.000 min
Lab File: BF123800.D
Acq: 4 May 2021 2:29
(R \‘Sﬁ-\(‘)\ -t \”’“\ ‘\‘ Ty “1‘ t \]‘-\g?.}\‘\”\h“ LB A B B
miz--> 50 100 150 200 250 300 350 '8t Ion:244 Resp: 346137
Abundance Scan 1843 (12.927 min): BF123800.D\datams 10" Ratio Lower Upper
2442 244 100
212 6.4 5.7 8.5
122 9.3 9.7 14.5#
Raw 50
Abuq?ance
00000 12.627
122.1
0\4%"%\ e \””’ Ly ‘\‘ Ty T ‘1‘ t \J‘-\g?}\ 8 h‘l““ T \2\9§\2\ \3\5‘5\
miz--> 50 100 150 200 250 300 350 300000
Abundance Scan 1843 (12.927 min): BF123800.D\data.ms (-
244.2
200000
Sub
50 100000
122.1
039.0 800 /" | 1981 | 2023 365, i
e R I
miz--> 50 100 150 200 250 300 350 Time-> 12.8512.90 12.95
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Abundance Scan 2270 (15.439 min): BF123745.D\data.ms (- #86

26

132.1
76.1 1 \” 204.0 Ll

4.1

Ref 50
0

m/z-->
Abundance

Raw 50

50 100 150 200 250 300 350 400

Scan 2270 (15.439 min): BF
26

132.1
55.1 Ul 207.1

L

123800.D\data.ms
4.2

312.0361.3409.

Ll j I, i sl
LIS L I L I R

50 100 150 200 250 300 350 400

Scan 2270 (15.439 min): BF123800.D\data.ms (-

26

132.0

78'0 l \” 208'01 Ll

4.1

312.0363.1

0
m/z-->
Abundance

Sub
50

0

m/z-->

50 100 150 200 250 300 350 400 Time-->

BF123800.D 8270-BF042721.M

Tue May 04 03:

Perylene-d12

Concen: 20.00 ng

RT: 15.439 min Scan# 2270
Delta R.T. -0.000 min

Lab File: BF123800.D

Acq: 4 May 2021 2:29

Tgt Ion:264 Resp: 345981
Ion Ratio Lower Upper
264 100

260 23.8 18.7 28.1
265 20.9 17.8 26.8

Abundance
15/439
250000

200000
150000
100000

50000

15.40 15.50

06:33 2021
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