Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF063021\
Data File : BF124503.D

Acqg On : 30 Jun 2021 21:04
Operator : JU/CG

Sample : M2896-04 10X

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Jul 01 ©5:16:01 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jun 29 12:49:33 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.687 152 35886 20.00 ng 0.00
21) Naphthalene-d8 7.975 136 135103 20.00 ng # 0.00
39) Acenaphthene-di10 9.728 164 79579 20.00 ng 0.00
64) Phenanthrene-d10 11.210 188 161968 20.00 ng 0.00
76) Chrysene-di12 13.857 240 96367 20.00 ng 0.00
86) Perylene-di12 15.286 264 95040 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.322 112 21452 9.40 ng 0.01

7) Phenol-dé6 6.351 99 25892 8.69 ng 0.00
23) Nitrobenzene-d5 7.257 82 22370 6.87 ng 0.00
42) 2,4,6-Tribromophenol 10.516 330 11752 12.36 ng 0.00
45) 2-Fluorobiphenyl 9.045 172 49317 7.59 ng 0.00
79) Terphenyl-di4 12.792 244 71435 11.10 ng 0.00

Target Compounds Qvalue
25) Isophorone 7.257 82 22370 3.99 ng # 69
32) Benzoic acid 7.810 122 713 7.68 ng # 1
50) Dimethylphthalate 9.728 163 14182 2.26 ng # 1
51) 2,6-Dinitrotoluene 9.728 165 10015 6.91 ng # 12
57) 2,4-Dinitrotoluene 9.728 165 10015 5.21 ng # 18

(#) = 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\BF063021\
Data File : BF124503.D

Acqg On : 30 Jun 2021 21:04
Operator : JU/CG

Sample : M2896-04 10X

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Time: Jul 01 ©5:16:01 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062321.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Tue Jun 29 12:49:33 2021

Response via : Initial Calibration

Abundance TIC: BF124503.D\data.ms
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Abundance Scan 788 (6.722 min): BF124433.D\data.ms (-78 #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 6.687 min Scan# 782
Ref 50 115.0 Delta R.T. -0.005 min

78.0 Lab File: BF124503.D
‘ Acq: 30 Jun 2021 21:04
0\\\‘i\‘\‘\“\‘\\\““\\\\‘\\‘\w‘\\\\‘\‘i
m/z--> 40 60 80 100 120 140 160 gt Ion:152 Resp: 35886

Abundance  Scan 782 (6.687 min): BF124503.D\datams 1N Ratio Lower Upper
150.0 152 100

150 161.6 127.0 190.6
115 59.0 54.3 81.5

Raw 50
115.1
78.0 Abundance
“ ‘ 60000
0\\\”\\‘\\‘\\\“\‘\\\\‘\\\‘}‘\\\\‘\\‘\“\‘\
m/z--> 100 120 140 160
Abundance Scan 782 (6.687 mln). BF124503.D\data.ms (-76
40000
150.0
sub 20000
115.1
78.0
miz--> 40 60 100 120 140 160 Time-> 6.65 6.70 6.75

Abundance Scan 553 (5.340 min): BF124433.D\data.ms (-54 #5
112.0 2-Fluorophenol
64.0 Concen: 9.40 ng
RT: 5.322 min Scan# 550
Ref 50 Delta R.T. ©.012 min
920 Lab File: BF124503.D
Acq: 30 Jun 2021 21:04
3%1 5%9\ A ‘
UM AR AN AR AN AR AN RARN AN

miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:112 Resp: 21452

Abundance  Scan 550 (5.322 min): BF124503.D\datams 10N Ratio Lower Upper
112.0 112 100

64.0 64 72.3 61.4 92.0
63 44.4 33.0 49.4

o

Raw 50
Abundance
83.0 5.
38.0 50.1 ‘ ‘
0 \‘\\\“\“\\\\““\‘\“\‘\“w\“\}‘\\\\‘\1\\‘\\\\‘\\\\‘ ‘\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 10000
Abundance Scan 550 (5.322 min): BF124503.D\data.ms (-49
112.0
64.0
Sub 5000
50
83.0
38.0 50.1 ‘ ‘ ‘
RN 10 RN S MBS Lo
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.30 5.35 5.40
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Abundance Scan 729 (6.375 min): BF124433.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 8.69 ng
RT: 6.351 min Scan# 725
Ref 50 71.1 Delta R.T. ©0.000 min
421 Lab File: BF124503.D
’ Acq: 30 Jun 2021 21:04
0\\‘\\\“‘“\‘}\\“\‘1\\“}\H!\"‘\\\\‘\\]-\\‘\\\1‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 25832
Abundance  Scan 725 (6.351 min): BF124503. D\datams 19" Ratlo Lower Upper
99.1 99 100
42 18.7 19.8 29.8#
71 38.4 31.1 46.7
Raw 50
711 Abundance
20 ., ‘ 15000
0\\‘\\\\‘HJ‘\\\“\‘\‘\\“\}1\"\\\\8‘1-\\9\\‘\\\\“‘\\\\‘
mlz--> 30 40 50 60 70 80 90 100
Abundance Scan 725 (6.351 min): BF124503.D\data.ms (-67 10000
9d.1
Sub 5000
50 711
42.0 ‘
G“_“ﬂdtwglk‘pmEJH“ﬁ%QH“HlJH“‘ e
miz--> 30 40 50 70 90 100 Time--> 630  6.40

Abundance Scan 1006 (8.004 min): BF124433.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.00 ng
RT: 7.975 min Scan# 1001
Ref 50 Delta R.T. ©.000 min
Lab File: BF124503.D
54.0 108.1 Acq: 30 Jun 2021 21:04
oF380 o2t
miz--> 40 60 80 100 120 140 gt Ion:136 Resp: 135163
Abundance Scan 1001 (7.975 min): BF124503.D\datams 10" Ratio Lower Upper
136.1 136 100
137 10.5 8.7 13.1
54 8.4 9.8 14.6#
Raw 5 68 4.9 4.1 6.1
Abundance
150000 7.975
54.1 821 108.1 I
L i AR
m/z--> 40 60 80 100 120 140
Abundance Scan 1001 (7.975 min): BF124503.D\data.ms (-9 100000
136.1
Sub 50 50000
0 Sﬂ“l L ‘§%11 1o il 0
miz-> 40 60 80 100 120 140 Time--> 795 8.00
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Abundance Scan 885 (7.292 min): BF124433.D\data.ms (-87 #23

82.1 Nitrobenzene-d5
Concen: 6.87 ng
RT: 7.257 min Scan# 879
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF124503.D
520 Acq: 30 Jun 2021 21:04
[ ‘M“”‘”\ !‘”\“\ “ L — LA B B A ‘2\66\'
m/z--> 50 100 150 200 250 Tgt IOI’]Z‘SZ RESpZ 22370
Abundance  Scan 879 (7.257 min): BF124503.D\datams 10" Ratio Lower Upper
82.1 82 100
128 38.5 29.4 44.2
54 49.7 54.1 81.1#
Raw 50
128.1 Abundance
51,9
0\‘1“i‘\”!‘1‘\“\\‘\\‘\\\\‘\\\\‘\\ 20000
m/z--> 50 100 150 200 250
Abundance Scan 879 (7.257 min): BF124503.D\data.ms (-82 15000
82.1
10000
Sub 50
128.1 5000
519
ok JJ‘ %H““‘ —— AR e ——
m/z—-> 50 100 150 200 250  Time--> 7.25 7.30

Abundance Scan 928 (7.545 min): BF124433.D\data.ms (-92 #25

82.0 Isophorone
Concen: 3.99 ng
RT: 7.257 min Scan# 879
Ref 50 Delta R.T. -0.265 min
Lab File: BF124503.D
39.0 54.1 1381  Acq: 30 Jun 2021 21:04
ob bl aesarea |
m/z--> 40 60 80 100 120 140 Tgt Ion: 82 Resp: 22370
Abundance  Scan 879 (7.257 min): BF124503 D\datams ~ 10N Ratlo Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
138 0.0 11.8 17.8%#
128.1 Abundance
7.257
98.1
o378l 1 | I S 20000
m/z--> 40 60 80 100 120 140
Abundance Scan 879 (7.257 min): BF124503.D\data.ms (-87 15000
82.1
10000
Sub 54.0
%0 128.1 5000
98.1
0“371“‘t‘\““1i“‘ R N O
miz--> 40 60 80 100 120 140 Time-> 7.25 7.30
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Abundance Scan 974 (7.816 min): BF124433.D\data.ms (-96 #32
77.0 105.0 1221 Benzoic acid

Concen: 7.68 ng
RT: 7.810 min Scan# 973
Ref 50 51.0 Delta R.T. ©.012 min
Lab File: BF124503.D
Acq: 30 Jun 2021 21:04

38.0
TR [ —— ] | | \

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:122 Resp: 713

Abundance  Scan 973 (7.810 min): BF124503.D\data.ms ~ 10N Ratio Lower Upper
129.1 122 100

105 0.0 107.8 147.8#
77 0.0 81.6 121.6#

o

Raw 50
107.2 Abundance
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\ 800
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 973 (7.810 min): BF124503.D\data.ms (-92 600
122.1
400
Sub
50
107.2 200
S S U O

miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 7.78 7.80 7.82

Abundance Scan 1304 (9.757 min): BF124433.D\data.ms (-1 #39

162.1 | Acenaphthene-di10

Concen: 20.00 ng

RT: 9.728 min Scan# 1299

Ref 50 Delta R.T. 0.000 min
Lab File: BF124503.D
Acqg: 30 Jun 2021 21:04
%0 P00 121 i
T ‘ T T 1T ‘ T T T ’ T ‘ T T ‘ L ‘ T T 1T ‘ 11 . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 79579

Abundance Scan 1299 (9.728 min): BF124503 D\datams 10N Ratio Lower Upper
160.1 164 100

162 105.1 80.7 121.1
160 48.0 37.3 55.9

Raw 50
Abundance
80.0
ol 541 1061 1321 ] 80000
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160
Abundance Scan 1299 (9.728 min): BF124503.D\data.ms (-1 60000
160.1
40000
Sub
50
20000
80.0
0 | 5\4\1\‘\ AN 106.1 13%1 \‘\m 01
et et e e e el = e——
miz--> 40 60 80 100 120 140 160  Time-> 9.70  9.75
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Abundance Scan 1440 (10.557 min): BF124433.D\data.ms (- #42

33L.¢ 2,4,6-Tribromophenol
Concen: 12.36 ng

RT: 10.516 min Scan# 1433
Delta R.T. -0.006 min

Lab File: BF124503.D

Acq: 30 Jun 2021 21:04

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 11752
Abundance Scan 1433 (10.516 min): BF124503 D\datams ~1ON Ratlo Lower Upper

320¢ 330 100
332 106.7 77.1 115.7
62.0 141 39.5 27.9 41.9
Raw 50 140.9
' Abundance
222.9
0 HMw‘}wW\M‘qu‘\H“ﬂﬁg;% ‘WM ‘m“ e 10000
m/z--> 50 100 150 200 250 300
Abundance Scan 1433 (10.516 min): BF124503.D\data.ms (-
329.¢
62.0 5000
Sub
50 140.9
222.9
b lot ik 20 4 4 — o
miz--> 50 100 150 200 250 300 Time--> 10.50 10.55

Abundance Scan 1189 (9.081 min): BF124433.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 7.59 ng
RT: 9.045 min Scan# 1183
Ref 50 Delta R.T. -0.006 min
Lab File: BF124503.D
Acq: 30 Jun 2021 21:04
51.0 851 1903 146.1 195.8
o .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 49317
Abundance Scan 1183 (9.045 min): BF124503.D\data.ms Ion Ratio Lower Upper
172.1 172 100
171 36.2 28.1 42.1
170 24.2 19.2 28.8
Raw 50
Abundance
51.1 851 120.0 146.1
O\H’H“\ \“”\H‘H\“\h\ \‘\“\\\\}\‘\\‘\‘N\H}‘\“\\‘ EEARRREE
m/z--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 1183 (9.045 min): BF124503.D\data.ms (-1
172.1
Sub 20000
50
s 551, wmouer | 0
0\\\’\\\\“\\\‘\“\\\\“\\\\‘\‘\\\‘\\H\\‘\\‘\‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.00 9.05 9.10
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Abundance Scan 1259 (9.492 min): BF124433.D\data.ms (-1 #50

163.0 Dimethylphthalate
Concen: 2.26 ng
RT: 9.728 min Scan# 1299
Ref 50 Delta R.T. ©0.271 min
Lab File: BF124503.D
77.1 Acq: 30 Jun 2021 21:04
51.0 1040 1330 | 1041 9
0\\‘\\\.\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:163 Resp: 14182
Abundance Scan 1299 (9.728 min): BF124503.D\datams 10N Ratlo Lower Upper
162.1 163 100
194 0.0 3.1 4.74
164 532.5 8.2 12.2#
Raw 50
Abundance
1
80.0 80000 |
541 | 1061 1821 | H
0\\‘\\\\‘}}\H“\\‘\\‘\\\\‘\\\H\‘\\\\H\\\‘\\\\‘\ ’ \‘
miz--> 40 60 80 100 120 140 160 180 60000 I
Abundance Scan 1299 (9.728 min): BF124503.D\data.ms (-1 | “
162.1 s \
40000 ’» ‘o‘
Sub ( ‘
50
20000 o, 72%
80.0 /
ol 54t 1061 1321 0 \\
et e e e e e el ===
miz--> 40 60 80 100 120 140 160 180 Time--> 9.70 9.72 9.74

Abundance Scan 1270 (9.557 min): BF124433.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 6.91 ng
63.0  go1 RT:  9.728 min Scan# 1299
Ref 50 Delta R.T. ©.200 min
Lab File: BF124503.D
121.0 Acq: 30 Jun 2021 21:04
) | ol ‘i — M : ‘n\“‘ : ‘\‘r ke | —
miz--> 40 60 80 100 120 140 160 Tgt Ion:165 Resp: 10015
Abundance Scan 1299 (9.728 min): BF124503.D\data.ms Ion Ratio Lower Upper

39.0

162.1 165 100
63 4.4 67.7 101.5#
89 0.0 58.8 88.2#
Raw 50
Abundance
80.0 ‘{28
0 . 5‘4‘-.1““ M“w\ o 106.1 132 1 h‘\m 10000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 8000
Abundance Scan 1299 (9.728 min): BF124503.D\data.ms (-1
Sub 4000
50
2000
80.0
0 | 5\4.1\\ (L 106.1 1321 \M 0
R A B T T
miz--> 40 60 80 100 120 140 160  Time--> 9.70 9.75
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Abundance Scan 1339 (9.963 min): BF124433.D\data.ms (-1 #57

168.1 2,4-Dinitrotoluene
Concen: 5.21 ng
RT: 9.728 min Scan# 1299
Ref 50 139.0 Delta R.T. -0.206 min
630 890 Lab File: BF124503.D
30, ‘ ‘ 1191 Acq: 30 Jun 2021 21:04
0\\\"\\‘h\“H\“\M\H‘“H‘\\‘\\\h\“‘\\\\"\\\\‘\ \\‘\\\
m/z--> 40 60 80 100 120 140 160 180 '8t Ion:165 Resp: 16015
Abundance Scan 1299 (9.728 min): BF124503.D\datams 10N Ratlo Lower Upper
162.1 165 100
63 4.4 43.5 65.3#
89 0.0 67.7 101.5#
Raw 5 182 0.8 2.1  3.1#
Abundance
80.0 ‘128
0 541\‘\ \\‘\ 106.1 13%1 \‘\ 10000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ \\\‘\\\
miz--> 40 60 80 100 120 140 160 180 8000
Abundance Scan 1299 (9.728 min): BF124503.D\data.ms (-1
162.1 6000
Sub 4000
50
2000
80.0
0 541\‘\ \\‘\ 106.1 1321 \‘\ 0
——— —— ——
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.70 9.75
Abundance Scan 1558 (11.251 min): BF124433.D\data.ms (- #64
188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.210 min Scan# 1551
Ref 50 Delta R.T. -0.006 min
Lab File: BF124503.D
Acq: 30 Jun 2021 21:04
0 4%}” T ‘88 1“ ‘1%4\2\ \1‘5?1\- N “\ T T ‘2\65\1
m/z--> 50 100 150 200 250 Tgt IOI’]Z:!.SS Resp: 161968
Abundance Scan 1551 (11.210 min): BF124503 D\datams 10N Ratlo Lower Upper
188.1 188 100
94 8.1 6.9 10.3
80 10.4 8.2 12.2
Raw 50
Abundance
11.210
80.1
04%}” \“\ “1 ‘\“ i:‘L]\-4\2\‘ \:‘L‘S‘ﬁz\ \LH‘\ LA N A 150000
miz--> 50 100 150 200 250
Abundance Scan 1551 (11.210 min): BF124503.D\data.ms (-
188.1 100000
Sub
50 50000
80.1
of2L T ima2 1P | |
\‘\\\ L \\\\‘\\\\‘\\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250  Time--> 11.20 11.25
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Abundance Scan 2008 (13.898 min): BF124433.D\data.ms (- #76

240.2 Chrysene-d12

Concen: 20.00 ng

RT: 13.857 min Scan# 2001

Ref 50 Delta R.T. ©0.000 min
Lab File: BF124503.D
Acq: 30 Jun 2021 21:04
o 780 1P 1560 ZOS-OW 2811
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 Tgt IOI’]Z?40 RESpZ 96367
Abundance Scan 2001 (13.857 min): BF124503.D\data.ms 10" Ratio Lower Upper
240.2 240 100

120 8.4 7.2 10.8
236  25.8 19.06 28.4

Raw 50
Abundance
T ‘ T 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 80000
Abundance Scan 2001 (13.857 min): BF124503.D\data.ms (-
240.2 60000
Sub 40000
50
20000
o 661 1Pl aseq 2081 0
P e P e el T
miz--> 50 100 150 200 250 Time--> 13.80  13.90

Abundance Scan 1828 (12.839 min): BF124433.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 11.10 ng

RT: 12.792 min Scan# 1820
Ref 50 Delta R.T. -0.006 min

Lab File: BF124503.D

Acq: 30 Jun 2021 21:04
122.1 1601 2122 ‘
0 \Sﬁwo‘\sf‘l\l‘ T by ‘\‘ T ‘1‘ | — “ \‘” Tl M‘N“ T

m/z--> 50 100 150 200 250 Tgt Ion:244 Resp: 71435

Abundance Scan 1820 (12.792 min): BF124503.D\data.ms Ion Ratio Lower Upper
244.2 244 100

212 8.2 5.7 8.5
122 8.7 9.7 14.5#
Raw 50
Abundance
80000 12.792
0 \‘Sﬁlwo‘\ ‘\“g%.:‘l-‘ilz‘\‘z.\l\ ]‘-6“10‘-;]_ T “2]‘-12‘\1‘\ “M“ T
m/z--> 50 100 150 200 250 60000
Abundance Scan 1820 (12.792 min): BF124503.D\data.ms (-
244.2
40000
Sub
50 20000
\5‘4‘.\0‘\ \‘9\2‘.}‘:\[2\‘2.\1‘\ ]‘-6‘?1 T “21\‘2\1‘\ “M“ T OV\ (L B B
m/z--> 50 100 150 200 250  Time--> 12.75 12.80 12.85
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Abundance Scan 2253 (15.339 min): BF124433.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.00 ng

Ref 50 Delta R.T. ©.000 min
Lab File: BF124503.D

132.1 Acq: 30 Jun 2021 21:04
570 22 [ wroa 222 |

m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 95040

Abundance Scan 2244 (15.286 min): BF124503.D\data.ms 1o Ratio Lower Upper
264.2 264 100

260  22.5 18.7 28.1
265 18.8 17.8 26.8

o

Raw 50
Abundance
15.286
571 1321 232.1 ‘
™ by \89\9’ \H\ H ’1\66\17 ™ b ‘\“”.\ T ‘”\“‘\ T 60000
m/z--> 50 100 150 200 250
Abundance Scan 2244 (15.286 min): BF124503.D\data.ms (-
264.1 40000
Sub
50 20000
132.1
0 57.0 89.9 Il nH 166.1 232 1 m‘ 0
T ’ T T T T ’ T T T T ’ T T T T ‘ T T \ T ‘ T T T T ‘ L ‘ L ‘ T T
miz--> 50 100 150 200 250 Time--> 15.20 15.30 15.40
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RT: 15.286 min Scantt 2244
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