Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator : JU/CG

Sample : M3279-01 :
Misc : 20210568-COM-41

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 07 18:06:12 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 06 11:27:24 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.828 152 6232 20.000 ng 0.00
21) Naphthalene-d8 8.110 136 24114 20.000 ng # 0.00
39) Acenaphthene-di10 9.863 164 13730 20.000 ng 0.00
64) Phenanthrene-d10 11.351 188 23754 20.000 ng 0.00
76) Chrysene-di12 13.986 240 13866 20.000 ng # 0.00
86) Perylene-di12 15.445 264 12102 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .451 112 35392 93.030 ng .00
7) Phenol-dé6 .463 99 43618 90.926 ng .00
23) Nitrobenzene-d5 .392 82 27009 58.593 ng .00

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.651 330 11121 90.663 ng 0.00

9 0

2 0

45) 2-Fluorobiphenyl .186 172 49682 52.947 ng .00
79) Terphenyl-di4 12.933 244 45124 54.894 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.392 70 3484 12.240 ng # 68
25) Isophorone 7.392 82 27018 34.342 ng # 59
51) 2,6-Dinitrotoluene 9.863 165 1720 8.302 ng # 26
57) 2,4-Dinitrotoluene 9.863 165 1720 6.115 ng # 18
67) 4-Bromophenyl-phenylether 10.651 248 937 3.601 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\BF@80721\
Data File : BF124978.D

Acqg On 7 Aug 2021 17:19

Operator : JU/CG

Sample : M3279-01 :
Misc : 20210568-COM-41

ALS vial : 5 Sample Multiplier: 1

Quant Time: Aug 07 18:06:12 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri Aug 06 11:27:24 2021

Response via : Initial Calibration

Abundance TIC: BF124978.D\data.ms
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Abundance Scan 808 (6.839 min): BF124934.D\data.ms (-80 #1

150.0 | 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 6.828 min Scan# 806

Ref 50 115.0 Delta R.T. -0.000 min
Lab File: BF124978.D
520  78.0
‘ Acq: 7 Aug 2021 17:19 20210568-COM-41
0 \\w\\‘\‘\‘ “\\\“‘\‘\‘\\\‘\\\‘i“\\\\‘\“\‘\“\‘
m/z--> 40 60 80 100 120 140 Tgt Ion:152 Resp: 6232

Abundance  Scan 806 (6.828 min): BE124978.D\data.ms | 10N Ratio  Lower Upper
1500 152 100

150 158.3 117.6 176.4
115 58.9 47.1 70.7

Raw 50
115.0 Abundance
52.1 78.1
0\\“‘\\‘!‘\“\\\“!‘i\‘\\\‘\\\}“\\\\‘\\‘\“\‘ 10000
m/z--> 40 60 80 100 120 140
Abundance
150.0
5000
Sub
50 115.0
52.1 78.1
ottt i Y-
miz--> 40 60 80 100 120 140 Time--> 6.80

Abundance Scan 572 (5.451 min): BF124934.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 93.030 ng

64.0 RT: 5.451 min Scan# 572
Ref 50 Delta R.T. ©0.006 min
92.0 Lab File:  BF124978.D
Acq: 7 Aug 2021 17:19
39.0
0 5%079r$ ‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 35392

Abundance  Scan 572 (5.451 min) BF124978. D\data.ms | 10N Ratio  Lower Upper
112.0 112 100

64 53.6 44.2 66.2
63 32.0 26.2 39.2

64.0
Raw 50
Abundance
92.0
38.0 50,0
0 \‘\\\‘1“\\\\}‘\‘\‘\\“}\‘\\‘\\\7\9"'\}\\‘\\\\‘\\\\"\\\‘\ 30000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance
112.0 20000
Sub 64.0
50 10000
92.0
38.0
o 50.0 79.9
T T T T [ T T
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.40 5.45

BF124978.D 8270-BF080421.M Sat Aug 07 18:06:21 2021 Page 3



Abundance Scan 745 (6.469 min): BF124934.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 90.926 ng
RT: 6.463 min Scan# 744
Ref 50 711 Delta R.T. ©0.000 min
42.1 ' Lab File: BF124978.D
54.1 Acq: 7 Aug 2021 17:19
0 \‘\\\M“\‘\‘HiH‘\‘Mi“\‘i“‘\‘\}\8‘2\‘.\]-\\‘\1\”\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 43618
Abundance  Scan 744 (6.463 min): BF124978 D\datams | 10N Ratlo Lower Upper
99.1 99 100
42 21.2 23.5 35.3#
71 33.9 25.6 38.4
Raw 50
71.1 Abundance
421 640 40000
0\‘\\\1‘“\‘\‘\\“11‘\1‘\}1\“‘\\\\8‘2\.\0\\‘\\\!}\\\\
m/z--> 30 40 50 60 70 80 90 100 30000
Abundance
99.1
20000
S
ub g
71.1 10000
42.1
o 54.0 82.0 ~
e R o e RN Ea 7
m/z-> 30 40 50 60 70 80 90 100  Time-> 6.40 6.45  6.50
Abundance Scan 879 (7.257 min): BF124934.D\data.ms (-87 #19
43.1 105.0 n-Nitroso-di-n-propylamine
70.1 Concen: 12.240 ng
RT: 7.392 min Scan# 902
Ref 50 Delta R.T. ©0.147 min
1200 Lab File: BF124978.D
‘ ' Acq: 7 Aug 2021 17:19
0\\\“‘i1\‘\H}““\‘\‘\‘“C“‘Sﬁ.p‘\\“\H} \‘\!‘\\‘\\‘
miz--> 40 60 80 100 120 Tgt Ion: .79 Resp: 3484
Abundance  Scan 902 (7.392 min): BF124978.D\datams | 10N Ratio Lower Upper
82.1 70 100
42 64.8 72.2 108.2#
54.1 101 0.0 7.8 11.8#
Raw 50 128.0 130 0.0 21.8 32.6%#
Abundance
98.0
o1 g
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 3000
m/z--> 40 80 100 120
Abundance
Sub 54.1
50 128.0 1000
98.0
. 40.1 112.0 0
e T
m/z--> 40 80 100 120 Time-->

BF124978.D 8270-BF080421.M

Sat Aug 07 18:06:21 2021
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Abundance Scan 1026 (8.122 min): BF124934.D\data.ms (-1 #21

136.1 | Naphthalene-d8

Concen: 20.000 ng

RT: 8.110 min Scan# 1024

Ref 50 Delta R.T. -0.006 min
Lab File: BF124978.D
541 108.0 Acq: 7 Aug 2021 17:19 20210568 COM-41
400 V7 78.0 B M
0\\‘.‘\\H\“\‘\‘\}‘i‘}\\\‘\‘\\\’\il‘ T
miz--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 24114

Abundance Scan 1024 (8.110 min): BF124978.D\data.ms | 1900 Ratio Lower Upper

1361 136 100
137 10.9 14.6
54 8.3 9.6
Raw 5g 68 5.1 4.9%
Abundance
108.1 30000
T 4?’9"(\) \Sﬁ \O‘ ?ﬁ'? }giz‘.}o\ L ‘ T .\ T ’ T 1“‘ ‘ T
m/z--> 40 60 80 100 120 140
Abundance 20000
136.1
Sub
u 50 10000
108.1
0 40.0 54.0 68.0 82.0 0 \
T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T ’ T T T ‘ T T T T T ‘ T T T T ‘ 1
miz--> 40 60 80 100 120 140 Time-> 8.10 8.15
Abundance Scan 904 (7.404 min): BF124934.D\data.ms (-89 #23
82.1 Nitrobenzene-d5
Concen: 58.593 ng
54.1 RT: 7.392 min Scan# 902
Ref 50 128.0 Delta R.T. -0.006 min
Lab File: BF124978.D
40.0 98.1 Acq: 7 Aug 2021 17:19
o n‘ | 6?‘0 Tl ‘ 112.0

o

miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 82 Resp: 27009

Abundance  Scan 902 (7.392 min) BF124978. D\data.ms 10N Ratio  Lower Upper
82.1 82 100

128 46.7 40.6 60.8
54 55.7 49.6 74.4

54.1
Raw 50 128.0
Abundance
30000
98.0
B I NN ErY
‘HH‘HH‘HH‘HH‘HH‘ H\‘HH‘HH‘HH‘HH‘HH
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance 20000
82.1
54.1
Sub 50 128.0 10000
98.0
o 40.1 112.0 0 /
[ e e T e e L e e
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.35 7.40
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Abundance Scan 948 (7.663 min): BF124934.D\data.ms (-94 #25
82.1 Isophorone
Concen: 34.342 ng
RT: 7.392 min Scan# 902
Ref 50 Delta R.T. -0.264 min
39.1 Lab File: BF124978.D
‘ 54.1 1381  Acq: 7 Aug 2021 17:19
Ot i“\ \‘i“‘\ T \“\ T \““‘\ T ‘\ ‘:\L]\-O\(\)‘ T \“ T
m/z--> 40 60 80 100 120 140 Tgt Ion: 82 Resp: 27018
Abundance  Scan 902 (7.392 min): BF124978.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
54.1 138 0.0 18.4 27 .6%#
Raw 50 128.0
Abundsaonézgo
7.892
38 ‘ 98.0
0 T \‘.“Q\ LI ‘ T \‘\ } “ ‘\ LI ‘ L ‘ L ‘ T
miz--> 40 60 80 100 120 140
Abundance 20000
82.1
54.1
Sub 50 128.0 10000
98.0
38.0
e e e e e B P P
m/z--> 40 60 80 100 120 140 Time--> 7.35 7.40

Abundance Scan 1324 (9.874 min): BF124934.D\data.ms (-1 #39
Acenaphthene-d1e

164.1
Concen: 20.000 ng
RT: 9.863 min Scan# 1322
Ref 50 Delta R.T. -0.006 min
80.1 Lab File: BF124978.D
' Acq: 7 Aug 2021 17:19
! Sﬁo Ll 106.1 13%1 |
0\\“\\\\‘1}H“‘\i‘\\‘\‘i\\‘\\\‘\‘\H\‘
m/z--> 40 60 80 100 120 140 160 18t Ion:164 Resp: 13730
Abundance Scan 1322 (9.863 min): BF124978.D\datams | 100 Ratio Lower Upper
162.1 | 164 100
162 100.1 81.3 121.9
160 41.1 38.0 57.0
Raw 50
Abundance
80.1 9.863
0 T “\ \I\Sﬂ’.\]-‘ }M T “‘“‘\ TTT ‘1\()}8.\0\ ‘ \1\3%.\()‘ L }“ 15000
m/z--> 40 60 80 100 120 140 160
Abundance
162.1 10000
Sub
50 5000
80.1
54.1 108.0 132.0 0
O b e e e —— —
m/z-—-> 40 60 80 100 120 140 160  Time--> 9.85 9.90
BF124978.D 8270-BF080421.M Sat Aug 07 18:06:22 2021
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Abundance Scan 1459 (10.669 min): BF124934.D\data.ms (- #42
2,4,6-Tribromophenol
Concen: 90.663 ng
RT: 10.651 min Scan# 1456
Ref 50 Delta R.T. -0.006 min
Lab File: BF124978.D
Acq: 7 Aug 2021 17:19
0,
m/z--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 11121
Abundance Scan 1456 (10.651 min): BF124978 D\data.ms | 10N Ratio Lower Upper
330 100
332 93.8 76.2 114.4
141 42.7 44.6 66.8#
Raw 50
Abundance
0,
miz--> 50 100 150 200 250 300 10000
Abundance
329.¢
62.0
5000
Sub o 140.9
221.8
((JSNIT T ESTTHNE W7 ESUSN B EN——— 0L
miz--> 50 100 150 200 250 300 Time-->
Abundance Scan 1209 (9.198 min): BF124934.D\data.ms (-1 #45
172.1 | 2-Fluorobiphenyl
Concen: 52.947 ng
RT: 9.186 min Scan# 1207
Ref 50 Delta R.T. -0.006 min
Lab File: BF124978.D
Acq: 7 A 2021 17:19
51.0 8?0 120.0 15%0 ca ug
0 \\“ cill “‘\ t \‘HH\“\ T i T T \“\‘\“ !
m/z--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 49682
Abundance Scan 1207 (9.186 min): BF124978.D\datams | 100 Ratio Lower Upper
172.0 | 172 100
171 34.9 26.5 39.7
170 23.6 18.8 28.2
Raw 50
Abundance
50.0 85.0 1200 1460 50000
0 \\‘\\h\\“\\\M}‘\h\\\‘\\\\i\‘\\‘\“\\‘}\‘\\‘
m/z--> 40 60 80 100 120 140 160 40000
Abundance
Sub 20000
50
10000
50.0 85.0 120.0 146.0
O+ e e e T I I e e e
miz--> 40 60 80 100 120 140 160 Time--> 9.15 9.20

BF124978.D 8270-BF080421.M

Sat Aug 07 18:06:23 2021

20210568-COM-41

Page 7



Abundance Scan 1288 (9.663 min): BF124934.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 8.302 ng
89.0 RT: 9.863 min Scan# 1322
Ref 50 63.0 Delta R.T. 0.206 min
121.0 Lab File: BF124978.D
43.1 ' Acq: 7 Aug 2021 17:19 20210568-COM-41
0! HH“H\““!H“‘H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:165 Resp: 1720
Abundance Scan 1322 (9.863 min): BF124978.D\data.ms |~ 10N Ratio Lower Upper
1621 165 100
63 0.0 42.6 63.84#
89 0.0 40.6 60.84#
Raw 50
Abundance
80.1 2000 9.863
54.1 108.0 132.0 |
o) SRRV LSS RN {SPSES et
miz--> 40 60 80 100 120 140 160 1500
Abundance
162.1
1000
Sub 50
500
80.1
o 54.1 108.0 132.0 0
miz--> 40 60 80 100 120 140 160 Time--> 9.84 9.86 9.88
Abundance Scan 1357 (10.069 min): BF124934.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
891 Concen: 6.115 ng
’ RT: 9.863 min Scan# 1322
Ref 50 63.0 Delta R.T. -0.194 min
20.0 119.0 Lab File:  BF124978.D
‘ ‘ 139.0 ‘ Acq: 7 Aug 2021 17:19
0l ““i ‘\‘\H\‘ ‘\HH‘ ‘H;Hh’ - ‘ BT “‘ — “’ —rr “‘\‘ i
miz--> 40 60 80 100 120 140 160 180 '8t Ion:165 Resp: 1720
Abundance Scan 1322 (9.863 min): BF124978.D\datams | 10N Ratio  Lower Upper
162.1 165 100
63 0.0 40.9 61.34#
89 0.0 59.7 89.5#
Raw 5g 182 0.0 0.0 0.0
Abundance
80.1 2000 9.863
54.1 108.0 132.0
o) SN T POt inSTORMBMSRRE| BESE
m/z--> 40 60 80 100 120 140 160 180 1500
Abundance
162.1
1000
Sub 50
500
80.1
o 54.1 108.0 132.0 0
miz--> 4 60 80 100 120 140 160 180 Time--> 9.84 9.86 9.88
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Abundance Scan 1577 (11.363 min): BF124934.D\data.ms (1 #64

188.1 | phenanthrene-di10
Concen: 20.000 ng
RT: 11.351 min Scan#t 1575
Ref 50 Delta R.T. ©0.000 min
Lab File: BF124978.D
80.1 160.1 Acq: 7 Aug 2021 17:19 20210568-COM-41
o520 B0 s P
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 23754
Abundance Scan 1575 (11.351 min): BF124978.D\data.ms 10N Ratio Lower Upper
1881 188 100
94 8.9 6.7 10.1
80 8.4 7.5 11.3
Raw 50
Abundance
11,851
160.1
G420 660 9O 4z FDE 25000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘
mlz--> 40 60 80 100 120 140 160 180 20000
Abundance
1631 15000
Sub 10000
50
5000
160.1
a0 660 940 131.9
D et A S 1 B s
mlz--> 40 60 80 100 120 140 160 180  Time--> 11.30 11.35

Abundance Scan 1499 (10.904 min): BF124934.D\data.ms (- #67

141.0 250.0 4-Bromophenyl-phenylether
77.0 Concen: 3.601 ng
RT: 10.651 min Scan# 1456
Ref 50 Delta R.T. -0.247 min

Lab File: BF124978.D

351_ ‘ Acq: 7 Aug 2821 17:19
‘\“ ‘\ “Hw‘l‘“‘“\‘\\‘ - L“\‘n‘ H‘H‘ T NN S e

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 937

Abundance Scan 1456 (10.651 min): BF124978.D\data.ms ;22 iggio Lower Upper

250 186.4 74.2 111.4#
141 508.3 60.4 90.6#

o

Raw 50
Abundance
6000
0,
m/z--> 50 100 150 200 250 300
Abundance 4000
329.¢
62.0
10.651
221.8
[y} WTE WTRASNTIRNE BT NI S o
m/z--> 50 100 150 200 250 300 Time--> 10.65
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Abundance Scan 2026 (14.004 min): BF124934.D\data.ms (- #76

240.2 | Chrysene-d12
Concen: 20.000 ng
RT: 13.986 min Scan# 2023
Ref 50 Delta R.T. -0.006 min
Lab File: BF124978.D
Acq: 7 Aug 2021 17:19
0 66.0 Q%O \11“8‘0 20\8\'1 Luf
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ . .
m/z--> 60 80 100 120 140 160 180 200 220 240 T8t Ion:240 Resp: 13866
Abundance Scan 2023 (13.986 min): BF124978.D\data.ms 10N Ratio Lower Upper
2402 240 100
120 10.1 10.8 16.2#
236 24.7 21.6 32.4
Raw 50
Abundance
118.0 15000
66.1 92.0 1l ‘ 20\8\1 I
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance
2402 10000
sub 5000
118.0
ol86.1 920 208.1 0
e e o
miz--> 60 80 100 120 140 160 180 200 220 240 Time-->  13.95 14.00
Abundance Scan 1846 (12.945 min): BF124934.D\data.ms (- #79
2442 Terphenyl-di4
Concen: 54.894 ng
RT: 12.933 min Scan# 1844
Ref 50 Delta R.T. -0.006 min
Lab File: BF124978.D
122.1 Acq: 7 Aug 2021 17:19
oL “?ﬁ\.‘]-\‘\ \8\‘%\.\11‘\ T m \“‘\ ma TT \1\?“?\]:‘\ T T \‘ﬁ]\-ﬁ.‘zw‘\ T \M‘M‘\ il
miz--> 40 60 80 100120 140160180200220240 18t Ion:244 Resp: 45124
Abundance Scan 1844 (12.933 min): BF124978.D\datams | 10N Ratio Lower Upper
2442 | 244 100
212 7.3 5.9 8.9
122 9.9 9.0 13.4
Raw 50
Abundance
12.833
T ‘ \S\ﬂ.\.‘]-\ T ﬁ%\.\o\ T ‘ \‘\]\-\2“%;]\-} ‘ T \]-\?“()\.\]: T ‘ TTT \‘ﬁ]\-ﬁ"]\.‘\ T \“M‘\ L 50000
miz--> 40 60 80 100 120 140 160 180 200 220 240 40000
Abundance
244.2 30000
Sub 20000
50
10000
o541 820 1221 1601 2121 /
— T —— T
miz--> 40 60 80 100120 140 160 180200220240 Time--> 12.90 12.95
BF124978.D 8270-BF080421.M Sat Aug 07 18:06:24 2021
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Abundance Scan 2274 (15.462 min): BF124934.D\data.ms (- #86
264.1 | perylene-d12
Concen: 20.000 ng
RT: 15.445 min Scan#t 2271
Ref 50 Delta R.T. ©0.000 min
Lab File: BF124978.D
132.1 Acq: 7 Aug 2021 17:19 20210568-COM-41
w\ 21|
0\\1‘\1”\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\}H“ T
m/z--> 120 140 160 180 200 220 240 260 18t Ion:264 Resp: 12102
Abundance Scan 2271 (15.445 min): BF124978.D\datams | 10N Ratlo Lower Upper
264.2 264 100
260 24.7 19.6 29.4
265 24.5 17.2 25.8
Raw 50
Abundance
132.0 10000
| 207.0 232.0 m
G\\‘\‘\l‘\\\\\\\\\\\\\\\‘\\\\\}\\\\}HH\\
I I I I I I I | 8000
m/z--> 120 140 160 180 200 220 240 260
Abundance
264.1 6000
4000
Sub
50
2000
132.0
232.0 \
1 NSNS . M e
miz--> 120 140 160 180 200 220 240 260 Time-> 1540 15.45
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