Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121821\
Data File : BF126253.D

Acqg On : 18 Dec 2021 14:36
Operator : JU/CG

Sample : M5168-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Dec 20 08:02:14 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Dec 16 12:22:48 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.816 152 226397 20.000 ng 0.00
21) Naphthalene-d8 8.098 136 967750 20.000 ng # 0.00
39) Acenaphthene-die 9.851 164 475554 20.000 ng 0.00
64) Phenanthrene-d10 11.339 188 784079 20.000 ng # 0.00
76) Chrysene-di12 13.974 240 579429 20.000 ng 0.00
86) Perylene-di12 15.421 264 475356 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.422 112 841691 54.750 ng 0.00

7) Phenol-dé 6.434 99 1093838 56.036 ng -0.01
23) Nitrobenzene-d5 7.375 82 698033 39.065 ng 0.00
42) 2,4,6-Tribromophenol 10.639 330 227654 59.568 ng 0.00
45) 2-Fluorobiphenyl 9.175 172 1016939 37.506 ng 0.00
79) Terphenyl-di4 12.921 244 995452 29.861 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.375 70 87009 7.261 ng # 52
25) Isophorone 7.375 82 659785 19.553 ng # 59
51) 2,6-Dinitrotoluene 9.851 165 60455 9.272 ng # 28
57) 2,4-Dinitrotoluene 9.851 165 60456 7.269 ng # 19

(#) = 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\BF121821\
Data File : BF126253.D

Acqg On : 18 Dec 2021 14:36
Operator : JU/CG

Sample : M5168-02

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Dec 20 08:02:14 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Dec 16 12:22:48 2021

Response via : Initial Calibration

Abundance TIC: BF126253.D\data.ms
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Abundance Scan 804 (6.816 min): BF126198.D\data.ms (-79 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.816 min Scan# 8(giAtTIElIs

Ref 50 115.0 Delta R.T. -0.000 min o
78.0 Lab File: BF126253.D [(GEhlSEIlellEll0f
‘ Acq: 18 Dec 2021 14:36 SEaU:aS
ow\ms
m/z--> 40 60 100 120 140 160 T8t Ion:152 Resp: 226397

Abundance Scan804(&816num.BF126253IﬂdmaJns Ion Ratio Lower Upper
1500 152 100

150 154.4 117.6 176.4
115 66.6 47.1 70.7

Raw 50 115.0 b
620 780 undance
400000
0 \‘?’\5\.‘0’\ \‘! \ ‘ \ T \“‘\ ‘ \‘\ \96\ ‘g\ T \ }“ \1-\3?-.\8‘ T \‘\“\ ‘ T
m/z--> 40 60 80 100 120 140 160 300000 6l816
Abundance Scan 804 (6.816 min): BF126253.D\data.ms (-78
150.0
200000
Sub gy 0
115, 100000
52.0 78.0
0.350. ‘ ol 9e9 | asts Ul e
miz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 567 (5.422 min): BF126198.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 54.750 ng

64.0 RT: 5.422 min Scan# 567
Ref 50 Delta R.T. 0.000 min
92.0 Lab File: BF126253.D
Acqg: 18 Dec 2021 14:36
0 38050080b‘ ‘\\\‘\\ q
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 841691

Abundance  Scan 567 (5.422 min): BF126253.D\datams 10N Ratio Lower Upper
112.0 112 100

64 62.0 44.2 66.2

64.0 63 28.7 26.2 39.2
Raw 50
920 Abundance
s ‘ ' 800000 5422
0 \‘\H‘“‘H\E\)i‘\‘\l‘\“}\‘\\‘\\\g\o‘\H\‘\H\‘\H\‘ H\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 600000
Abundance Scan 567 (5.422 min): BF126253.D\data.ms (-51
112.0
400000
64.0
Sub 50
200000
92.0
0 3?\0 SQM \‘ w‘\ sod) ‘ |
I I R LN B R L R R RRRRR — T
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.50
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Abundance Scan 741 (6.445 min): BF126198.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 56.036 ng
RT: 6.434 min Scan# 71EdtlEies
Ref 50 Delta R.T. -0.012 min |
711 Lab File: BF126253.D (SlUEEQISEIIAEI
42.0 ‘ Acq: 18 Dec 2021 14:36 SEaU:aS
0”_m“,‘!‘mN‘HH_;‘H“‘H“HH“HHHH_
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 1093838
Abundance  Scan 739 (6.434 min): BF126253.D\datams 10N Ratio Lower Upper
99.1 99 100
42 17.5 23.5 35.3%
71  29.5 25.6 38.4
Raw 50
711 Abundance
42.1 540 ‘ 1000000/ o434
bl ol 820 b
m/z--> 30 40 50 60 70 80 90 100 800000
Abundance Scan 739 (6.434 min): BF126253.D\data.ms (-69
99.1 600000
sub 400000
50
71.1 200000
421 ‘ k_
G‘wH‘m"ﬁﬁ‘olw“‘\‘““%2‘9‘\”‘”””\‘ Ot— T ]
miz--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.50
Abundance Scan 876 (7.239 min): BF126198.D\data.ms (-86 #19
701 n-Nitroso-di-n-propylamine
Concen: 7.261 ng
RT: 7.375 min Scan# 899
Ref 50 Delta R.T. ©0.135 min
Lab File: BF126253.D
130.1 Acq: 18 Dec 2021 14:36
o Ll Ll 2071 zs1asmo s
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 87009
Abundance  Scan 899 (7.375 min): BF126253.D\data.ms Ion Ratio Lower Upper
82.1 70 100
42 42.8 72.2 108.24
101 0.0 7.8 11.8#%
Raw 50 130 2.4 21.8 32.6#
Abundance
0“w““h“‘\w““\““\‘H‘\““\““w‘ 80000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 899 (7.375 min): BF126253.D\data.ms (-82 60000
82.1
40000
Sub
50
20000
0‘”\‘H”\w”w””\‘”w”‘w”w”w” O
miz--> 50 100 150 200 250 300 350 400 Time--> 7.35 7.40
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Abundance Scan 1022 (8.098 min): BF126198.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.098 min Scan# 1([EidlilEies
Ref 50 Delta R.T. ©0.000 min |
Lab File: BF126253.D [(GICHIEEGIelE(CH
4.0 Acq: 18 Dec 2021 14:36 HSIERUSES
OL— “‘ \‘Hwﬁﬂlwo I “\ T \‘H\ 7T \1\87\8‘ \22\4\.8\ 2‘5\9(
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.36 RESpZ 967750
Abundance Scan 1022 (8.098 min): BF126253.D\datams 10" Ratio Lower Upper
1361 136 100
137 11.0 9.8 14.6
54 9.5 6.4 9.6
Raw 5 68 7.4 3.3 4.9%
Abundance
54.0 1000000 8.p%8
a8
0\\“‘\“‘\”1“\“\\\‘\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 800000
Abundance Scan 1022 (8.098 min): BF126253.D\data.ms (-9
136.1 600000
Sub 400000
50
200000
54.0
m/z-> 50 100 150 200 250 Time--> 8.00 8.10 8.20
Abundance Scan 900 (7.380 min): BF126198.D\data.ms (-89 #23
82.0 Nitrobenzene-d5
Concen: 39.065 ng
54.0 RT: 7.375 min Scan# 899
Ref 50 128.0 Delta R.T. -0.006 min
Lab File: BF126253.D
98.0 Acq: 18 Dec 2021 14:36
oL 400 || esb, | | 121 |
T 1T ‘ L ‘ L ‘ T T T ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120 Tgt Ion: .82 Resp: 698033
Abundance  Scan 899 (7.375 min): BF126253 D\datams ~ 10N Ratlo Lower Upper
82.1 82 100
128 43.7 40.6 60.8
54 49.0 49.6 74 .4%
Raw 50 54.0 128.1
Abundance
081 7.375
400 || e8lL. | 1121
Owww‘i\\\‘\‘\‘\\i“‘\\\\‘\\i\‘\\‘\\‘ 600000
m/z--> 40 60 80 100 120
Abundance Scan 899 (7.375 min): BF126253.D\data.ms (-84
82.1 400000
Sub
50 54.0 128.1 200000
40.0 981
OHM‘"H!"(‘38"‘:!'1“””“‘1‘1‘2"1‘”‘”‘ O
m/z--> 40 60 80 100 120 Time-->  7.30  7.40
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Abundance Scan 945 (7.645 min): BF126198.D\data.ms (-93 #25

82.0 Isophorone
Concen: 19.553 ng
RT: 7.375 min Scan# 8{gEidlilEies
Ref 50 Delta R.T. -0.270 min |
Lab File: BF126253.D (SlUEEQISEIIAEI
39.0 54.0 138.1  Acq: 18 Dec 2021 14:36 SERYUEE
[ \““\ \‘\“‘\ T \‘\ — “ ‘\ T \QW‘O\ T \1‘23\?‘\ \“ T
m/z—> 40 60 30 100 120 140 Tgt Ion: ‘82 Resp: 659785
Abundance  Scan 899 (7.375 min): BF126253.D\datams 10" Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27 .6%#
Raw 5o 54.0 128.1
Abundance
7.8375
a8 ‘ 98.1
0\\\‘}(‘)\\\‘\‘\‘\‘\‘\““\\\\“\%113\.0‘\\‘\\‘\\ 600000
m/z--> 40 60 80 100 120 140
Abundance Scan 899 (7.375 min): BF126253.D\data.ms (-89
82.0 400000
Sub
50 54.0 128.1 200000
98.1 /
o380 | | " 130 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 Time--> 7.35 7.40 7.45

Abundance Scan 1321 (9.857 min): BF126198.D\data.ms (-1 #39

164.1  Acenaphthene-di10

Concen: 20.000 ng

RT: 9.851 min Scan# 1320

—t

Ref 50 Delta R.T. -0.006 min
80.0 Lab File: BF126253.D
Acq: 18 Dec 2021 14:36
obrepto il 1080 1321 |
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 475554

Abundance Scan 1320 (9.851 min): BF126253 D\datams 10N Ratio Lower Upper

168.1 164 100
162 101.3 81.3 121.9
160 44.9 38.0 57.0
Raw 50
Abundance
80.0 500000 9.51
| 5ﬁ0 \‘\ MH‘ 106.1 13%'1 \‘\
0H‘HH‘\H\‘M‘H‘\‘M\‘\Hi‘\\\\ 400000
m/z--> 40 60 80 100 120 140 160
Abundance in): -
Scan 1320 (9.851 min): BF126253.D\datfén;.s:,L( 1 300000
200000
Sub
50
80.0 100000
54\'0 il 1061 1341 0
Ob v pr b e b S IR E
m/z--> 40 60 80 100 120 140 160 Time--> 9.80 9.90
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Abundance Scan 1454 (10.639 min): BF126198.D\data.ms (- #42
329.6 2,4,6-Tribromophenol

62.0 Concen: 59.568 ng

RT: 10.639 min Scan#t 1{gSagilnl=lalee

Ref 50 Delta R.T. ©0.000 min |

141.0 . : .
Lab File: BF126253.D (SUERISERICIeM
221.9 Acq: 18 Dec 2021 14:36 SEEUEE
ok ‘\ n‘ uuull‘OZ m \h all o }\Hh‘ ‘\l\‘ SN
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 227654

Abundance Scan 1454 (10.639 min): BF126253. D\data.ms 1oN Ratio Lower Upper
3206 330 100

332 95.5 76.2 114.4
141 35.2 44.6 66.8#
Raw 50 62.0

140.9 Abundance
‘ H 221.9 250000/ 10539
ok ‘\ u‘ i u ‘ “ \ T “H“‘ : \l‘\ SR
m/z--> 100 150 200 250 300 200000

Abundance Scan 1454 (10.639 min): BF126253.D\data.ms (-
329.¢ 150000

Sub ol 620 100000
140.9 50000
‘ H 221.9
olk WH‘M]#O‘ZW At UHM‘ ‘\l‘\‘ et —————
miz--> 50 100 150 200 250 300  Time.-> 10.60 10.70

Abundance Scan 1206 (9.180 min): BF126198.D\data.ms (-1 #45
172.1  2-Fluorobiphenyl
Concen: 37.506 ng
RT: 9.175 min Scan# 1205
Ref 50 Delta R.T. -0.006 min
Lab File: BF126253.D

Acq: 18 Dec 2021 14:36
51.0 850 1900 146.1 cd ec
0\\\‘\\H\\’\\\HH‘\‘\\\’\\\\‘\\\‘\’\\‘\\‘\\‘
miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 1016939

Abundance Scan 1205 (9.175 min): BF126253 D\datams ~ 1°N Ratio Lower Upper

1721 172 100
171 34.3 26.5 39.7
170 23.1 18.8 28.2
Raw 50
Abundance
9.175
510 85‘ 0 120.0 14§ 1 1000000
0\H“H”H"‘\\\Hw‘\‘\H’HH‘HH’H“\‘\‘H‘
m/z--> 40 60 80 100 120 140 160 180 800000
Abundance Scan 1205 (9.175 min): BF126253.D\data.ms (-1
172.1 600000
Sub 400000
50
200000
0 39.0 L 63\0 \\\\85‘\0 1200 | 14\6 Hl I 01
\\\‘\\\\’\\\‘\\\\’\\\\‘\\\\’\\\\‘\\ \‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.10 9.20 9.30
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Abundance Scan 1284 (9.639 min): BF126198.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 9.272 ng
89.0 RT:  9.851 min Scan# 1[{GNGELE
Ref 50 Delta R.T. ©0.212 min |
63.0 , ] .
1210 Lab File: BF126253.D [(GICHIEEGIelE(CH
43.0 H ‘ ‘ ' ‘ Acq: 18 Dec 2021 14:36 SEEUEE
0 \\“‘\\H\‘w\\\“\”\\\ 1”‘1\\”‘\\\“\‘\\\\‘\‘\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 T8t Ion: 165 Resp: 60455
Abundance Scan 1320 (9.851 min): BF126253.D\datams ~ 10N Ratlo Lower Upper
169.1 165 100
63 1.1 42.6 63.8%
89 1.0 40.6 60.8#
Raw 50
Abundance
80.0 0.851
0 T ‘ \\Sﬁ\(‘)\‘\‘ T H‘“‘\ \ \ \J-‘QG\ \J-\ ‘]\-\3\‘2‘\]‘-\ T \“ TTT ‘ T 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1320 (9.851 min): BF126253.D\data.ms (-1
1651 40000
sub 20000
80.0
0 51.0\‘\ MH‘ 106.1 1341 1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\ \\‘\\\\’\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 Time-->  9.80 9.85 9.90
Abundance Scan 1352 (10.039 min): BF126198.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
' Concen: 7.269 ng
RT: 9.851 min Scan# 1320
Ref 50 63.0 Delta R.T. -0.188 min
119.0 Lab File: BF126253.D
39.0 Acq: 18 Dec 2021 14:36
0\\\“"\\‘H\‘\H\\H}“i\”\‘\\’\m}\\“\\\:\3?\()\\\’\‘}\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 60456
Abundance Scan 1320 (9.851 min): BF126253.D\data.ms Ion Ratio Lower Upper
168.1 165 100
63 1.1  40.9 61.3#
89 1.0 59.7 89.5#
Raw 5o 182 0.0 0.0 .0
Abundance
80.0 9.851
0 \\\’\\5\4’\(‘)\‘1\}h“‘\i\\J-’O\G\\J-\‘]\-?\‘Z‘\J‘-\\\l‘ \\\‘\\\ 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1320 (9.851 min): BF126253.D\data.ms (-1
1651 40000
sub 20000
80.0
0 540 ‘\ \\H‘ 106.1 13%1 Ll
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ \\\‘\\\ \\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 Time-->  9.80 9.85 9.90
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Abundance Scan 1572 (11.333 min): BF126198.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.339 min Scan#t 1{gSagilnlEalee
Ref 50 Delta R.T. 0.006 min \A_
Lab File: BF126253.D [(GEhlSEIlellEll0f
80.0 158, Acq: 18 Dec 2021 14:36 SIERUEES
0\4\2}\‘\ ! ‘ 1\18\1\-\ “M t \H\ T T ‘2\65\‘
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 784079
Abundance Scan 1573 (11.339 min): BF126253.D\datams 100 Ratio  lLower Upper
188.2 188 100
94 12.9 6.7 10.1#
80 13.7 7.5 11.3#
Raw 50
Abundance
800000
80.0 15 1 11(p39
T T ‘ T T T T T \ T \ T T \ ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 600000
Abundance Scan 1573 (11.339 min): BF126253.D\data.ms (-
188.2
400000
Sub
50 200000
80.0 A
158.1
o2 L | w0 0
miz--> 50 100 150 200 250  Time--> 11.30 11.35

Abundance Scan 2020 (13.968 min): BF126198.D\data.ms (- #76

149.0 240.2 Chrysene-di12
Concen: 20.000 ng
RT: 13.974 min Scan# 2021
Ref 50 Delta R.T. ©.006 min
57.0 Lab File: BF126253.D
Acq: 18 Dec 2021 14:36
AN B O O O X
m/z--> 50 100 150 200 250 Tgt IOI’]Z%49 Resp: 579429
Abundance Scan 2021 (13.974 min): BF126253.D\data.ms Ion Ratio Lower Upper
240.2 240 100
120 15.4 10.8 16.2
236 25.1 21.6 32.4
Raw 50
Abundance
120.1 13/974
0420 78 1‘\ \‘ \H 156.1 20§'1 \HH‘\ 281.( 500000
T T ‘ T T T T T T ‘ T T T ‘ T T T ‘ T L T
m/z--> 50 100 150 200 250 400000
Abundance Scan 2021 (13.974 min): BF126253.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
0420 78.1 \\ \H 156.1 2081 \HH‘ 01
\\‘\\\\ \‘\\\\‘\\\ ‘\\\\ \‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 13.90 14.00 14.10
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Abundance Scan 1842 (12.921 min): BF126198.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 29.861 ng
RT: 12.921 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©0.000 min \A_
Lab File: BF126253.D (SlUEEQISEIIAEI
1221 Acq: 18 Dec 2021 14:36 SEHUC
0+ \‘Sﬁ.\l‘\ ‘1‘9\4‘..“1“\ ‘\‘ el 16‘\?:\]. T ‘21\2 \2‘\ “M“ q
m/z--> 50 100 150 200 Tgt IOHZ?44 RESpZ 995452
Abundance Scan 1842 (12.921 min): BF126253 D\datams 10N Ratlo Lower Upper
2442 244 100
212 6.2 5.9 8.9
122 16.4 9.0 13.44#
Raw 50
Abundance
1221 1000000  12.p21
520 80.1 | ﬂ N 19?1 ?1%1‘mM
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 800000
Abundance Scan 1842 (12.921 min): BF126253.D\data.ms (-
600000
244.2
400000
Sub
50
200000
122.1 160.1 212
12.1
\4\2]‘-\‘\80\1‘ ““\ \‘\‘\ “\‘ \“ \‘\‘\MM“ \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 Time--> 12.90 13.00

Abundance Scan 2265 (15.409 min): BF126198.D\data.ms (- #86
264.1  perylene-di12

Ref

50

1321

Concen:

20.000 ng

RT: 15.421 min Scan# 2267

Delta R.T.
Lab File:

0.012 min
BF126253.D

Acq:

18 Dec 2021 14:36

o ssiima | 1 2w |
T T T \‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 Tgt Ion:264 Resp: 475356

Abundance Scan 2267 (15.421 min): BF126253.D\data.ms Ion Ratio Lower Upper
264.2 264 100

260 24.3 19.6 29.4
265 21.5 17.2 25.8
Raw 50
Abundance
1321 15421
0,430 780 | 181 2321 Il oo
miz--> 50 100 150 200 250
Abundance in): g
u Scan 2267 (15.421 min): BF126253.D\data.ms ( 200000
264.1
sub o 100000
132.1
ol 660 100.0, \H 1660 2321 M 0
e e —
m/z--> 50 100 150 200 250 Time--> 1540 1560
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