Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100721\
Data File : BF125773.D

Acqg On : 7 Oct 2021 17:25
Operator : JU/CG

Sample : PB139661BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct 07 18:14:36 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.845 152 263137 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 1093488 20.000 ng # 0.00
39) Acenaphthene-di10 9.875 164 581841 20.000 ng 0.00
64) Phenanthrene-d10 11.357 188 983421 20.000 ng # 0.00
76) Chrysene-di12 13.992 240 526215 20.000 ng 0.00
86) Perylene-di12 15.445 264 412875 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.469 112 1355469 84.151 ng 0.01

7) Phenol-dé6 6.469 99 1615548 77.911 ng 0.00
23) Nitrobenzene-d5 7.404 82 1427162 81.128 ng 0.00
42) 2,4,6-Tribromophenol 10.663 330 459014 79.904 ng 0.00
45) 2-Fluorobiphenyl 9.204 172 2662769 78.936 ng 0.00
79) Terphenyl-di4 12.945 244 2616030 75.727 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.404 70 181595 16.590 ng # 51
25) Isophorone 7.404 82 1425146 45.728 ng # 59
51) 2,6-Dinitrotoluene 9.875 165 73962 9.553 ng # 27
57) 2,4-Dinitrotoluene 9.875 165 73962 7.556 ng # 19
67) 4-Bromophenyl-phenylether 10.663 248 25279 2.321 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\BF100721\
Data File : BF125773.D

Acqg On : 7 Oct 2021 17:25
Operator : JU/CG

Sample : PB139661BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Oct 07 18:14:36 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

Abundance TIC: BF125773.D\data.ms
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Abundance Scan 809 (6.845 min): BF125768.D\data.ms (-80 #1

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

RT: 6.845 min Scan# 809

Ref 50 115.0 Delta R.T. ©0.000 min
78.0 Lab File: BF125773.D
52.0 Acq: 7 Oct 2021 17:25
0H“i“‘!‘\H“HMH‘\““\“3‘1‘9\”““‘\‘
m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 263137

Abundance Scan809(6.845m|n). BF125773.D\datams 100 Ratio Lower Upper
1500 152 100

150 159.6 117.6 176.4
115 57.4 47.1 70.7

Raw 50
115.0 Abundance
520 78.0
0 \3\5\.9\ \‘! t T \“\“ T \\97\ P\ T 1“ \]-\3:\'-\9‘ T \“\“\ T 400000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 809 (6.845 min): BF125773.D\data.ms (-79 300000 4°
150.0
200000
Sub
50 ‘
115.0 100000 s
520 78.0
ol350 | ‘\‘ 97.0 1319 | 0
‘H,‘H“HH_H“HH‘HH‘HH_ R e
m/z-> 40 60 100 120 140 160 Time-> 6. 80 6.85

Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 84.151 ng

64.0 RT: 5.469 min Scan# 575
Ref 50 Delta R.T. 0.012 min
920 Lab File: BF125773.D
‘ ‘ Acq: 7 Oct 2021 17:25
0 w“:‘3?‘\‘1"w‘“‘}‘w‘””w“S‘Oﬂd)mwmwww ey
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:112 Resp: 1355469

Abundance  Scan 575 (5.469 min): BF125773.D\datams | 10N Ratio Lower Upper
112.0 112 100

64 53.9 44.2 66.2
63 27.2 26.2 39.2

64.0
Raw 50
Abundance
92.0
miz--> 30 40 50 60 70 80 90 100 110 120 1000000
Abundance Scan 575 (5.469 min): BF125773.D\data.ms (-52
110.0
Sub 64.0 500000
50
92.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.40 5.45 550 5.55
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Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 77.911 ng
RT: 6.469 min Scan# 745
Ref 50 Delta R.T. -0.006 min
711 Lab File: BF125773.D
‘ 54.0 | Acq: 7 Oct 2021 17:25
0\\\\\}‘M\‘\‘\\‘\‘}\\‘\\‘\‘\\\\\\\\\\\\\H\\\\
m/z--> 3’0 4b 5‘0 6’0 7b 8‘0 9‘0 160 | Tgt Ion: ‘99 RESpZ 1615548
Abundance  Scan 745 (6.469 min): BF125773.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 14.2 23.5 35.3¢#
71 29.8 25.6 38.4
Raw 50
711 Abundance
2.1 ci0 6.469
0H’H\i‘H\“\‘HH1.\1’\1\‘\“1\‘\\\8‘2\.\1\\‘\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 1000000
Abundance Scan 745 (6.469 min): BF125773.D\data.ms (-69
99.1
Sub 500000
50
71.1
Gw\p\mewh\ﬁ#ﬂ,\wﬂh\\ﬁ%%\‘H\H\H\‘ 0\‘H\\W\u‘\u\“
m/z--> 30 40 50 60 70 80 90 100 Time-->  6.40 6.45 6.50 6.55

Abundance Scan 880 (7.263 min): BF125768.D\data.ms (-87 #19

70.1 n-Nitroso-di-n-propylamine
Concen: 16.590 ng
RT: 7.404 min Scan#t 904
Ref 50 Delta R.T. ©0.141 min
30.1 Lab File: BF125773.D
\ ‘ Acq: 7 Oct 2021 17:25
oLl L 19302530 32703860 _azs.
miz--> 50 100 150 200 250 300 350 400 450 '8t Ion: 76 Resp: 181595
Abundance  Scan 904 (7.404 min): BF125773.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 41.3 72.2 108.2#
101 0.0 7.8 11.8#
Raw 50 130 2.4 21.8 32.6%#
Abundance
LU 150000
0\}‘\\\\’\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 904 (7.404 min): BF125773.D\data. -82
cagZ.1 ( min) ata.ms ( 100000
Sub gy 50000
0 m“ulh‘l,‘m‘uH_m‘mwm‘mwm‘m o
mlz--> 50 100 150 200 250 300 350 400 450 Time--> 7.35  7.40
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Abundance Scan 1027 (8.128 min): BF125768.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.006 min
Lab File: BF125773.D
54.1 108.1 Acq: 7 Oct 2021 17:25
0H\“HM\"1‘1\81‘%"}\\‘\‘\‘H“\}H‘HH‘HH‘HH‘HH‘H.H
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 1093488
Abundance Scan 1026 (8.122 min): BF125773.D\datams | 100 Ratlo Lower Upper
136.1 136 100
137 11.0 9.8 14.6
54 6.8 6.4 9.6
Raw 5o 68 5.9 3.3 4,94
Abundance
8.122
54.1 gpq 108.1
0\H“\H“\‘M\”‘i’u\‘\‘\‘H“\}H‘HH‘HH‘HH‘HH‘HH 1000000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1026 (8.122 min): BF125773.D\data.ms (-9
136.1
500000
Sub
50
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 810  8.20

Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-89 #23

Sub
50

0

54.1

82.

1

128.1

500000

m/z-->

40 60 80 100 120 140 160 180

82.0 Nitrobenzene-d5
Concen: 81.128 ng
RT: 7.404 min Scan#t 904
Ref 50{ 541 1281 Delta R.T. -0.006 min
Lab File: BF125773.D
Acq: 7 Oct 2021 17:25
0‘HW“w“\”MNW‘HMHf‘M”‘w‘H‘\H‘w‘Qg?
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 1427162
Abundance ~ Scan 904 (7.404 min): BF125773.D\data.ms 100 Ratio Lower Upper
84.1 82 100
128 48.0 40.6 60.8
54 44.8 49.6 74.4#
Raw 5o 54.1 128.1
Abundance
0““V‘w“\“ﬂﬁﬂh“M““‘\H”‘\‘H‘\“H\“‘w 1000000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 904 (7.404 min): BF125773.D\data.ms (-85

Time--> 7.35 7.40 7.45

BF125773.D 8270-BF100721.M
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Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-94 #25

82.0 Isophorone
Concen: 45.728 ng
RT: 7.404 min Scan# 904
Ref 50 Delta R.T. -0.264 min
Lab File: BF125773.D
39.1 54.1 1381 Acqg: 7 oct 2021 17:25
ob, “‘\‘ ”\‘\‘ bl ‘9?‘0‘ - ‘1‘2:‘3‘1‘ Ay
m/z--> 40 60 80 100 120 140 Tgt Ion: ‘82 RESpZ 1425146
Abundance  Scan 904 (7.404 min): BF125773.D\datams 10" Ratio Lower Upper
83.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27 .6%#
Raw 5o 54.1 128.1
Abundance
7.404
98.1
ol &1 i e Lso
miz--> 40 60 80 100 120 140 1000000
Abundance Scan 904 (7.404 min): BF125773.D\data.ms (-89
82.1
500000
Sub g 54.1 128.1
98.1
0 “3§11“! T ““‘“W “‘ “M ‘;1?79 T R R
m/z--> 40 60 80 100 120 140 Time-> 7.35 7.40 7.45

Abundance Scan 1325 (9.880 min): BF125768.D\data.ms (-1 #39

162.1 | Acenaphthene-die

Concen: 20.000 ng

RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.006 min

Lab File: BF125773.D

80.1 Acq: 7 Oct 2021 17:25

0 . 5\4\.'1 Al 108'0 13%"1 \‘\
TT ‘ T T T ‘ T T ‘ T rTT ‘ T T T ‘ T 1T ‘ T T T 1 . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 581841

Abundance Scan 1324 (9.875 min): BF125773 D\datams 10N Ratio Lower Upper
162.1 164 100

162 101.8 81.3 121.9
160 44.2 38.0 57.0

Raw 50
Abundance
80.1 9.875
0 . 5\4\..1 Al 108'1 13%71 \‘\ 600000
T ‘ L ‘ L ‘ L ‘ L ‘ T ‘ L
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1324 (9.875 min): BF125773.D\data.ms (-1
162.1 400000
\
Sub \
50 200000
4
0 5\4\1 Iy wu‘ 108.1 13%1 \‘\ 1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160  Time--> 9.85 9.90
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Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 79.904 ng

RT: 10.663 min Scan# 1458
Delta R.T. -0.006 min

Lab File: BF125773.D

Acq: 7 Oct 2021 17:25

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 459014

Abundance Scan 1458 (10.663 min): BF125773.D\datams 1oN Ratio Lower Upper
3206 330 100

332 94.2 76.2 114.4
141 30.8 44.6 66.8#

Raw 50
Abundance
s00000|  10-p63
0,
m/z-—-> 50 100 150 200 250 300 400000
Abundance Scan 1458 (10.663 min): BF125773.D\data.ms (-
320.¢ 300000
Sub 200000
50 !
62.0 140.9 100000 |
H 221.8
0lt m“m]«o‘z‘@ 10 Y I ! i T e
mlz-—-> 50 100 150 200 250 300 Time--> 10.60 10.70

Abundance Scan 1210 (9.204 min): BF125768.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 78.936 ng

RT: 9.204 min Scan# 1210
Ref 50 Delta R.T. ©.000 min

Lab File: BF125773.D

Acq: 7 Oct 2021 17:25
390 63.0 85.0 120.0 146.1 ‘

miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 2662769

Abundance Scan 1210 (9.204 min): BF125773 D\datams 10N Ratio Lower Upper
1721 | 172 100

171 37.6 26.5 39.7
176 25.4 18.8 28.2

Raw 50
Abundance
9,204
510 850 1090 13301521 | 2000000
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1210 (9.204 min): BF125773.D\data.ms (-1 1500000
172.1
1000000
Sub
50
500000
51.0 85‘.0 109.0 13\‘3’.01‘5”2.1 ‘ 0
Ot e e e — T
miz--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
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Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 9.553 ng
RT: 9.875 min Scan# 1324
Ref 50 89.0 Delta R.T. ©.212 min
63.0 Lab File: BF125773.D
520 ‘ | 1210‘ ‘ ‘ Acq: 7 Oct 2021 17:25
ot bbb el ol b
m/z--> 40 60 80 100 120 140 1%0 180 Tt Ton:165 Resp: 73962
Abundance Scan 1324 (9.875 min): BF125773.D\datams 10" Ratio Lower Upper
162.1 165 100
63 0.8 42.6 63.8%
89 1.1 40.6 60.8#
Raw 50
Abundance
80.1 9.875
0 54 ! Ll 108 1 13% 1 \‘ 80000
miz--> 45 eb 80 160 120 130 160 180 60000
Abundance Scan 1324 (9.875 min): BF125773.D\data.ms (-1
162.1
40000
Sub 50
20000
80.1
0 54\1 Il 1081 13%1 \‘ 0
miz--> Jo eb 80 160 120 140 160 180 Time--> 985  9.90

Abundance Scan 1356 (10.063 min): BF125768.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
Concen: 7.556 ng
89.0 RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.188 min
63.0 1100 Lab File: BF125773.D
Acq: 7 Oct 2021 17:25
ob— ey ‘\H “ !n‘ ‘M‘H\i ‘u“i ST “‘i , ‘]‘-3‘9‘-‘0‘“ M “‘ T
miz--> 40 60 80 100 120 140 160 180 T8t Ton:165 Resp: 73962
Abundance Scan 1324 (9.875 min): BF125773.D\datams = 100 Ratio Lower Upper
162.1 165 100
63 0.8 40.9 61.34#
89 1.1 59.7 89.5#
Raw 5o 182 0.0 0.0 0.0
Abundance
80.1 9.875
0 5\4\. 1 Al 108 1 13% 1 \‘ 80000
m/z--> 45 Gb 50 160 1&0 140 160 1éo 60000
Abundance Scan 1324 (9.875 min): BF125773.D\data.ms (-1
162.1
40000
Sub
50
20000
80.1
0 5ﬁ1 Ly wu‘ 108.1 13%1 \‘\ 0
mlz--> 45 Gb Sb 160 150 130 160 1é0 Time--> 955 géo
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18

8.1

Abundance Scan 1577 (11.363 min): BF125768.D\data.ms (1 #64

Phenanthrene-d10
Concen: 20.000 ng
RT: 11.357 min Scan#t 1576

Ref 50 Delta R.T. -0.006 min
Lab File: BF125773.D
94.1 160.1 Acq: 7 Oct 2021 17:25
421 660 | 1321
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 983421
Abundance Scan 1576 (11.357 min): BF125773.D\data.ms 10" Ratio Lower Upper
188.1 188 100
94 10.4 6.7 10.1#
80 10.7 7.5 11.3
Raw 50
Abundance
11.857
80.1 160.1
o421 71020 1321 " N 1000000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1576 (11.357 min): BF125773.D\data.ms (-
188.1
500000
Sub
50
80.1 160.1
a2 *aoao 1s1 MPT
Lot SN MO, oS ST SRR | S e
miz--> 40 60 80 100 120 140 160 180 Time--> 11.30 11.35 11.40

Abundance Scan 1500 (10.910 min): BF125768.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
141.1 Concen: 2.321 ng
RT: 10.663 min Scan# 1458
Ref 50 7.0 Delta R.T. -0.247 min
Lab File: BF125773.D
# ‘ Acq: 7 Oct 2021 17:25
s & O (O T
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 25279
Abundance Scan 1458 (10.663 min): BF125773.D\datams A 10" Ratio Lower Upper
248 100
250 202.7 74.2 111.4#
141 524.8 60.4 90.6#
Raw 50
AGEOSSs
0,
miz--> 50 100 150 200 250 300
Abundance Scan 1458 (10.663 min): BF125773.D\datams (- 00000
320.¢
Sub 50000
50
62.0 140.9
H 221.8
o‘h‘Mwa‘wu‘Mw‘w““MW‘$“““‘ —
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70
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BF125773.D 8270-BF100721.M

Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.992 min Scan#t 2024
Ref 50 Delta R.T. ©0.000 min
Lab File: BF125773.D
120.1 Acq: 7 Oct 2021 17:25
0\4\2‘0\ \8\81-‘01“‘\“““ T “1\67\(\) \2“(‘:)%.:\[”“1“““‘ T \2\89\(
m/z--> 50 100 150 200 250 Tgt IOI’]Z?40 RESpZ 526215
Abundance Scan 2024 (13.992 min): BF125773.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 11.5 10.8 16.2
236 26.1 21.6 32.4
Raw 50
Abundance
120.1
0421 760 | 170 2081 | ogy( 500000
T 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 400000
Abundance Scan 2024 (13.992 min): BF125773.D\data.ms (-
240.2 300000
Sub 200000
50
100000
120.1
0421 760 | 1701 2081 | 2804
e e s T
miz--> 50 100 150 200 250 Time--> 14.00

Abundance Scan 1846 (12.945 min): BF125768.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 75.727 ng
RT: 12.945 min Scan# 1846
Ref 50 Delta R.T. ©.000 min
Lab File: BF125773.D
122.1 Acq: 7 Oct 2021 17:25
0 \4\2.}‘ T \80\”.0\” T Ly ‘\‘ i ]’-6‘1(‘):\[ T ?1\‘2.\1‘\ “‘M“’ T
miz--> 50 100 150 200 250 Tgt IOI’]Z%44 Resp: 2616030
Abundance Scan 1846 (12.945 min): BF125773.D\datams 10" Ratio Lower Upper
244.2 244 100
212 7.3 5.9 8.9
122 12.2 9.0 13.4
Raw 50
Abundance
122.1 12,945
= 160.1 2121
0\4\2.}‘ T ‘\80\”.]7” T Ly ‘\‘ T T ‘1‘ [ — " \“ T ‘\ “N" T 2000000
m/z--> 50 100 150 200 250
Abundance Scan 1846 (12.945 min): BF125773.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
122.1
otz sor TR MELL =
miz--> 50 100 150 200 250  Time--> 12.90  13.00

Thu Oct 07 18:14:49 2021
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Abundance Scan 2271 (15.445 min): BF125768.D\data.ms (- #86

264.1  perylene-d12

Concen: 20.000 ng

RT: 15.445 min Scan# 2271
Ref 50 Delta R.T. ©.000 min

1321 Lab File: BF125773.D

Acq: 7 Oct 2021 17:25
640 1000, | 1801 2321 |

m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 412875

Abundance Scan 2271 (15.445 min): BF125773.D\datams 10" Ratio Lower Upper
264.2 264 100

260 23.7 19.6 29.4
265 20.9 17.2 25.8

o

Raw 50
Abundance
132.1 15.445
04\2-? \7\6.\0\ ‘ T H\ “H T T :I\-g\]-‘()\ ?3,\2 \1 \HL\‘\‘ T 300000
m/z--> 50 100 150 200 250
Abundance Scan 2271 (15.445 min): BF125773.D\data.ms (-
264.1 200000
Sub
50 100000
132.1
oL 640 1000, | 195.0 232.1 M :
\‘\\\\‘\\ \‘\\\\ \\\\‘ L \\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 15.40 15.50
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