Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF021021\
Data File : BF123179.D

Acqg On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Feb 11 01:36:39 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 11 01:29:27 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.881 152 155028 20.00 ng -0.01
21) Naphthalene-d8 8.169 136 602388 20.00 ng -0.01
39) Acenaphthene-di10 9.927 164 311955 20.00 ng -0.01
64) Phenanthrene-d10 11.416 188 491588 20.00 ng -0.02
76) Chrysene-di12 14.063 240 375018 20.00 ng -0.02
86) Perylene-di12 15.551 264 366035 20.00 ng -0.02

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 141384 14.07 ng -0.02

7) Phenol-dé6 6.498 99 190397 13.98 ng -0.02
23) Nitrobenzene-d5 7.439 82 113422 9.48 ng -0.02
42) 2,4,6-Tribromophenol 10.716 330 29988 8.86 ng -0.02
45) 2-Fluorobiphenyl 9.239 172 238643 11.37 ng -0.02
79) Terphenyl-di4 13.004 244 182824 9.58 ng -0.02

Target Compounds Qvalue
25) Isophorone 7.439 82 113438 5.17 ng # 65
32) Benzoic acid 7.992 122 218 4.94 ng # 64
51) 2,6-Dinitrotoluene 9.927 165 39990 7.67 ng # 31
57) 2,4-Dinitrotoluene 9.927 165 39990 5.90 ng # 26

(#) = 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\BF021021\
Data File : BF123179.D

Acq On : 10 Feb 2021 20:00
Operator : JU/CG

Sample : M1338-01 5X

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Time: Feb 11 01:36:39 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Feb 11 01:29:27 2021

Response via : Initial Calibration

Abundance TIC: BF123179.D\data.ms
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Abundance Scan 817 (6.892 min): BF123042.D\data.ms (-81 #1

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

RT: 6.881 min Scan# 815
Ref 50 115.0 Delta R.T. -0.011 min

78.0 Lab File: BF123179.D
’ ‘ Acq: 10 Feb 2021 20:00
0 T \“‘ T \‘\ T ‘ \ T \“‘ ‘ \ \ \ \ ‘ T \ } ‘ \]_\3\]“\8‘ T \‘\“\ ‘\
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 155028

Abundance Scan8l5(6.881 mm). BF123179.D\datams 100 Ratio Lower Upper
150.0 152 100

150 158.7 125.8 188.6
115 64.3 49.3 73.9

Raw 50
78.0 1150 Abundance
52.0 ‘ 300000
0 T \“‘ T \‘!‘\‘ “\ T \“‘ ‘ \‘\ \9§ ‘9\ T \ }“ L ‘ T \‘\“\ ‘ T
miz--> 40 60 80 100 120 140 160
Abundance Scan 815 (6.881 min): BF123179.D\data.ms (-80 200000
150.0
Sub 100000
50 115.0
520 /80
0969 OV\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95

Abundance Scan 581 (5.504 min): BF123042.D\data.ms (-57 #5

112.0 2-Fluorophenol
Concen: 14.07 ng
64.0 RT: 5.487 min Scan# 578
Ref 50 Delta R.T. -0.018 min
Lab File: BF123179.D
Acq: 10 Feb 2021 20:00
38H0 H | Cq :
G\\\“\\h\‘\‘H\‘\\‘\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:112 Resp: 141384
Abundance  Scan 578 (5.487 min): BF123179.D\datams 100 Ratio Lower Upper
119.0 112 100
64 56.8 46.9 70.3
64.0 63 28.8 24.5 36.7
Raw 50
Abundance
‘ 150000
39.1
0\\‘H\\h\‘}“”\‘\\\‘\\\\‘\\“\‘\\\\‘\\\\‘\\\\‘\\\\2‘9\7.\0\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 578 (5.487 min): BF123179.D\data.ms (-53 100000
112.0
64.0
Sub
50 50000
39.1 ‘
mlz--> 40 60 80 100 120 140 160 180 200 Time--> 5.45 5.50 5.55
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Abundance Scan 753 (6.516 min): BF123042.D\data.ms (-74 #7

Ref 50
42.1
04 h\‘“““m\”““\‘”\ \‘H L B B B L B A
m/z--> 50 100 150 200 250
Abundance  Scan 750 (6.498 min): BF123179.D\data.ms
99.1
Raw 50
42.1
04 ‘\H‘h “H‘\““\‘”\ T I L B I \2‘06\9 T \2\8\0:
m/z--> 50 100 150 200 250
Abundance Scan 750 (6.498 min): BF123179.D\data.ms (-70
99.1
Sub
50
42.1
obobpd b ame
m/z--> 50 100 150 200 250

99.1

Phenol-d6

Concen: 13.98 ng

RT: 6.498 min Scan# 750
Delta R.T. -0.018 min

Lab File: BF123179.D
Acq: 10 Feb 2021 20:00

Tgt Ion: 99 Resp: 190397
Ion Ratio Lower Upper
99 100
42 17.2 13.8 20.6
71 33.1 26.9 40.3
Abundance
200000
150000
100000

50000

Time-> 6.40 6.50 6.60

Abundance Scan 1036 (8.181 min): BF123042.D\data.ms (-1 #21

13

54.0 82.1 108.1

6.1

| 187.8 222.8

40 60 80 100 120 140 160 180 200 220

Scan 1034 (8.169 min):
13

54.0 go1 108.1

BF123179.D\data.ms
6.1

40 60 80 100 120 140 160 180 200 220

Scan 1034 (8.169 min): BF123179.D\data.ms (-9

13

54.0 g5 4 108.1

6.1

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub

50
0

m/z-->

Naphthalene-d8

Concen: 20.00 ng

RT: 8.169 min Scan# 1034
Delta R.T. -0.012 min

Lab File: BF123179.D

Acq: 10 Feb 2021 20:00

Tgt Ion:136 Resp: 602388
Ion Ratio Lower Upper
136 100
137 10.7 8.8

54 7.0 5.5
68 5.2 4.6
Abundance

600000
400000

200000

A\

40 60 80 100 120 140 160 180 200 220 Time-> 8.10 8.15 8.20

BF123179.D 8270-BF012721.M
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Abundance Scan 914 (7.463 min): BF123042.D\data.ms (-90 #23

82.0 Nitrobenzene-d5
Concen: 9.48 ng
RT: 7.439 min Scan# 910
Ref 50 54.0 128.0 Delta R.T. -0.024 min
Lab File: BF123179.D
98.0 Acq: 10 Feb 2021 20:00
ol L Jud 1| se71
miz--> 40 60 80 100 120 140 Tgt Ion: 82 Resp: 113422
Abundance  Scan 910 (7.439 min): BF123179.D\datams 10N Ratio Lower Upper
82.1 82 100
128 47.6 37.0 55.4
54 48.7 38.4 57.6
Raw g 54.1 128.1
Abundance
98.1 7.439
ol 328 ‘ ; o SUARE “; SARSuERRERaRS 100000
m/z--> 40 60 80 100 120 140
Abundance Scan 910 (7.439 min): BF123179.D\data.ms (-86
82.1
50000
sub 54.1 128.1
98.1
b3 [l R
miz--> 40 60 80 100 120 140  Time-> 7.40  7.50
Abundance Scan 957 (7.716 min): BF123042.D\data.ms (-95 #25
82.0 Isophorone
Concen: 5.17 ng
RT: 7.439 min Scan# 910
Ref 50 Delta R.T. -0.277 min
Lab File: BF123179.D
39.0 54.1 1381  Acq: 10 Feb 2021 20:00
0br il 1200 ]
m/z--> 40 60 80 100 120 140 Tgt Ion:.82 Resp: 113438
Abundance  Scan 910 (7.439 min): BF123179.D\data.ms Ion Ratio Lower Upper
82.1 82 100
95 0.0 5.8 8.6#
138 0.0 14.6 21.8#%#
Raw 50 54.1 128.1
Abundance
7.439
98.1
ol ‘ \ .l SURRRY “\ SEBNEARENS 100000
miz--> 40 60 80 100 120 140
Abundance Scan 910 (7.439 min): BF123179.D\data.ms (-90
82.1
50000
sub o 54.1 128.1
98.1
0~ ?gﬁ‘*!‘\‘*M‘\‘**‘w\*“‘\“” T B
miz--> 40 60 80 100 120 140 Time--> 7.40 750

BF123179.D 8270-BF012721.M
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Abundance Scan 996 (7.945 min): BF123042.D\data.ms (-98 #32

105.0 Benzoic acid
77.0 Concen: 4.94 ng
RT: 7.992 min Scan# 1004
Ref 50 510 Delta R.T. 0.047 min
: Lab File: BF123179.D
Acq: 10 Feb 2021 20:00
0"‘m"\“‘}““HH“\U"Hw‘“\”“\”H‘HH‘HH‘HH‘H;‘
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:122 Resp: 218
Abundance Scan 1004 (7.992 min): BF123179.D\datams 10" Ratio Lower Upper
209 77.0 122 100
104.9 105 107.0 104.8 144.8
77 152.4 71.0 111.0#
Raw 50
Abundance
800
O"‘\“"\‘“‘\““\““\““\““\““\““\““
mlz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1004 (7.992 min): BF123179.D\data.ms (-9 600
77.0
104.9 400
Sub
50
200
O Ol— [T
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.98 8.00

Abundance Scan 1335 (9.939 min): BF123042.D\data.ms (-1 #39
162.1  Acenaphthene-die
Concen: 20.00 ng
RT: 9.927 min Scan# 1333

Ref 50 Delta R.T. -0.012 min
80.0 Lab File: BF123179.D
541 1321 Acq: 10 Feb 2021 20:00
0b389 Tl 2000 TR
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 311955

Abundance Scan 1333 (9.927 min): BF123179.D\datams 10N Ratio Lower Upper
162.1 164 100

162 103.4 80.8 121.2
160 45.0 35.4 53.0

Raw 50
Abundance
80.1
54.0 ‘ ‘ 106.0 132.1
0\\\“\\N\‘i\‘\}h“\i‘\\‘\‘i\\‘\\“i‘\\\l‘ 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1333 (9.927 min): BF123179.D\data.ms (-1
162.1 200000
Sub
50 100000
80.1
54.0 ‘ 106.0 132.1 0
Ottt e e e e ‘
m/z--> 40 60 80 100 120 140 160 Time-->
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Abundance Scan 1470 (10.733 min): BF123042.D\data.ms (- #42

329.€ 2,4,6-Tribromophenol

Concen: 8.86 ng

RT: 10.716 min Scan# 1467

Ref 507 62.0 Delta R.T. -0.018 min
140.9 Lab File: BF123179.D

‘ H 221.9 Acq: 10 Feb 2021 20:00
. w‘l‘v“ aoz8. | aess
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 29988

Abundance Scan 1467 (10.716 min): BF123179.D\datams 1oN Ratio Lower Upper
320¢ 330 100

332 95.9 77.5 116.3
141 39.3 23.8 35.8#

o

Raw 50
62.0 Abundance
140.9
H 221.9 30000
oh b \HH}H‘W s ‘“m‘ H;h‘uu‘ MMM r ‘:\!"\‘\F%‘]"‘ : UM‘\‘ : Ll\\‘ R
m/z--> 50 100 150 200 250 300
Abundance Scan 1467 (10.716 min): BF123179.D\data.ms (- 20000
329.¢
Sub
50 10000
62.0
140.9
H 221.9
ol w”m N OE - S e
m/z--> 50 100 150 200 250 300 Time--> 10.65 10.70 10.75

Abundance Scan 1220 (9.263 min): BF123042.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl
Concen: 11.37 ng
RT: 9.239 min Scan# 1216
Ref 50 Delta R.T. -0.024 min
Lab File: BF123179.D

Acq: 10 Feb 2021 20:00
39'1 L 63:'0 | 85\\.0‘ . 129'9 | ]‘-\5\\:\]:‘1 |
TTT ‘ T T ’ T ‘ TT T ’ T T TT ‘ TT 1T ’ T T ‘ L

m/z--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 238643
Abundance Scan 1216 (9.239 min): BF123179.D\datams 10N Ratlo Lower Upper

o

1721 172 100
171 35.4 29.6 44 .4
170 22.2 19.5 29.3
Raw 50
Abundance
85.1 152.1
04 \3\9“-(\)\”\ \6’%\.(\)\”‘1 T \h\ \‘\1"0\5\.(\)\ i %?’\‘3\.’01‘\“\“ \“ ! 250000
m/z--> 40 60 80 100 120 140 160 180 540000
Abundance Scan 1216 (9.239 min): BF123179.D\data.ms (-1
172.1 150000
sub 100000
50
50000
0 5]JO . ““85“-1 105.0 . 13\301\5\\\21 | 0
R R A B e e e T
miz--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.30
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Abundance Scan 1298 (9.722 min): BF123042.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 7.67 ng
RT: 9.927 min Scan# 1333
89.0 .
Ref 50 63.0 Delta R.T. ©.206 min
’ 121.0 Lab File: BF123179.D
39.0 ‘ ‘ Acq: 10 Feb 2021 20:00
0 \\“‘\\H\‘l“\\\“‘\”\\\‘1”‘1\\‘\\\‘\‘\\\\‘\‘\\\‘\\
m/z--> 40 80 100 120 140 160 180 '8t Ion:165 Resp: 39990
Abundance Scan 1333 (9.927 min): BF123179.D\datams 101 Ratio Lower Upper
162.1 165 100
63 1.4 36.6 55.0#
89 1.5 39.4 59.0#
Raw 50
Abundance
80.1 9.927
0 540 | 1060 1321 40000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1333 (9.927 min): BF123179.D\data.ms (-1 30000
162.1
20000
Sub
50
10000
80.1
0 54\0 Ll 106.0 1320 1) 0
e e AR RA T
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.90 9.95
Abundance Scan 1366 (10.122 min): BF123042.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 5.90 ng
RT: 9.927 min Scan# 1333
Ref 50 63.0 Delta R.T. -0.194 min
Lab File: BF123179.D
119.0
39.0 ‘ ‘ Acq: 10 Feb 2021 20:00
0 \“ \‘\‘H T ‘ !h\ \H‘\“i rl h ™ M \‘i T \:I\.3\9"\Q\‘\ T \‘\‘ T “\ T
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 39996
Abundance Scan 1333 (9.927 min): BF123179.D\datams 10N Ratlo Lower Upper
162.1 165 100
63 1.4 34.3 51.5#
89 1.5 55.2 82.8#
Raw 5o 182 8.0 2.2 3.2#
Abundance
80.1 9.927
0 540 = | 1060 1321 40000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1333 (9.927 min): BF123179.D\data.ms (-1 30000
162.1
20000
Sub
50
10000
80.1
0 54‘1\'0 L 41060 1341
R R RO RES S LSRR T
miz--> 40 60 80 100 120 140 160 180 Time--> 9.90 9.95
BF123179.D 8270-BF012721.M Thu Feb 11 01:36:49 2021
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Abundance Scan 1589 (11.433 min): BF123042.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.416 min Scan#t 1586
Ref 50 Delta R.T. -0.017 min
Lab File: BF123179.D
80.0 160.1 Acq: 10 Feb 2021 20:00
0H\‘\5%\(‘)\H\l\\1‘\‘\\\\‘]-\3\%‘J-H\H“\H\‘!‘H\\‘\H\‘\\H‘.\\
m/z--> 40 60 80 100 120 140 160 180200220240 I8t Ion:188 Resp: 491588
Abundance Scan 1586 (11.416 min): BF123179.D\data.ms 10" Ratio Lower Upper
188.1 188 100
94 9.3 7.4 11.2
80 10.2 8.2 12.4
Raw 50
Abundance
11.416
80.0 160.1
0\ﬂ‘z\\]-\\‘\‘H\l\\1‘\].‘(\)\8\\1-‘\\\\‘H\H“\H\‘!M\\‘\H\‘\\H‘H
m/z--> 40 60 80 100120140160 180200220240 400000
Abundance Scan 1586 (11.416 min): BF123179.D\data.ms (-
188.1
Sub 200000
50
80.0 160.1
IR T AT | R ol
m/z--> 40 60 80 100120140160 180200220240 Time--> 11.40 11.45

Abundance Scan 2040 (14.086 min): BF123042.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.00 ng
RT: 14.063 min Scan# 2036
Ref 50 Delta R.T. -0.024 min
Lab File: BF123179.D
120.1 Acq: 10 Feb 2021 20:00
G\ T ‘ \7\8\(\)‘\‘\ H T ‘1\7\0\1\ ‘ ‘\‘ \“H““‘ ‘ T T ‘ LU ‘ T
miz--> 50 100 150 200 250 300 350 '8t Ion:246 Resp: 375018
Abundance Scan 2036 (14.063 min): BF123179.D\datams 10" Ratio Lower Upper
240.2 240 100
120 11.4 8.6 12.8
236 26.8 20.3 30.5
Raw 50
Abundance
400000 14.063
(o5 \‘S‘Z\]\- s ‘J‘\ H T \1\7\8\1‘ S ‘\‘“L‘“ T \3\0‘5\\2\31\17‘\1
m/z--> 50 100 150 200 250 300 350 300000
Abundance Scan 2036 (14.063 min): BF123179.D\data.ms (-
240.2
200000
Sub 50
100000
0.1
ol 780 J\ H 180.1 | 2811 337.1 0 .
e e e L e
miz--> 50 100 150 200 250 300 350 Time--> 1400 1410
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Abundance Scan 1860 (13.027 min): BF123042.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 9.58 ng
RT: 13.004 min Scan#t 1856
Ref 50 Delta R.T. -0.024 min
Lab File: BF123179.D
1221 Acq: 10 Feb 2021 20:00
041-0 8q]i L 16?2 1201 \1\ Hh .
\\‘\\\\‘\\\\\ T \‘\\\\‘\\\\‘ . .
m/z--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 182824
Abundance Scan 1856 (13.004 min): BF123179.D\data.ms 10" Ratio Lower Upper
244.2 244 100
212 6.6 5.7 8.5
122 9.0 8.3 12.5
Raw 50
Abundance
13.004
122.1
o 530 716212051 | 2ss2 aar  20%%
\\‘\\\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300
Abundance Scan 1856 (13.004 min): BF123179.D\data.ms (- 120000
244.2
100000
Sub
50
50000
1221
0 800 |, 1981 | 2901 341 0
B s —
m/z--> 50 100 150 200 250 300 Time--> 13.00
Abundance Scan 2292 (15.568 min): BF123042.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.00 ng
RT: 15.551 min Scan# 2289
Ref 50 Delta R.T. -0.018 min
Lab File: BF123179.D
1321 Acq: 10 Feb 2021 20:00
0\\‘\7?(\3‘\”\1“\‘\\\2\0‘4\.\1\1\‘“\“\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350 400 I8t Ion:264 Resp: 366035
Abundance Scan 2289 (15.551 min): BF123179.D\datams 10" Ratio Lower Upper
264.2 264 100
260 23.9 18.6 28.0
265 22.7 17.@ 25.6
Raw 50
Abundance
132.1 15.551
ol Sl 2000 U s1s1se12a104 250000
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2289 (15.551 min): BF123179.D\data.ms (-
26p.1 150000
sub 100000
50
50000
132.0
0 | h\\ 2041 | 315.1363.2412.%
““ e et e o
miz--> 50 100 150 200 250 300 350 400 Time--> 1550 15.60
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