Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101921\
Data File : BF125895.D

Acqg On : 19 Oct 2021 12:36
Operator : JU/CG

Sample 1 M4249-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Time: Oct 19 16:44:51 2021

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

QLast Update : Mon Oct 18 12:43:03 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.822 152 149293 20.000 ng 0.00
21) Naphthalene-d8 8.104 136 593473 20.000 ng # 0.00
39) Acenaphthene-di10 9.857 164 305524 20.000 ng 0.00
64) Phenanthrene-d10 11.339 188 512043 20.000 ng 0.00
76) Chrysene-di12 13.969 240 346786 20.000 ng 0.00
86) Perylene-di12 15.421 264 276089 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 446 112 1122195 122.795 ng
7) Phenol-d6 .451 99 1247176 106.011 ng .00
23) Nitrobenzene-d5 .381 82 870396 91.165 ng -0.01

5 0.00
6 0
7 0
42) 2,4,6-Tribromophenol 10.645 330 411635 136.463 ng 0.00
9 0
2 0

45) 2-Fluorobiphenyl .181 172 1656862 93.537 ng .00
79) Terphenyl-di4 12.922 244 1683436 73.945 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.381 70 108568 17.481 ng # 50
25) Isophorone 7.381 82 866848 51.249 ng # 59
51) 2,6-Dinitrotoluene 9.857 165 39050 9.606 ng # 27
57) 2,4-Dinitrotoluene 9.857 165 39050 7.597 ng # 19
67) 4-Bromophenyl-phenylether 10.645 248 23496 4.143 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\BF101921\
Data File : BF125895.D

Acqg On : 19 Oct 2021 12:36
Operator : JU/CG

Sample : M4249-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Oct 19 16:44:51 2021

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

QLast Update : Mon Oct 18 12:43:03 2021

Response via : Initial Calibration

Abundance TIC: BF125895.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: 6.822 min Scan# 805
Ref 50 115.0 Delta R.T. -0.006 min

28.0 Lab File: BF125895.D
52.0 Acq: 19 Oct 2021 12:36
0\\\‘i\\‘!‘\‘\\\\“\\\\‘o\\\\“\]-\3\]-\9‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 149293

Abundance  Scan 805 (6.822 min): BF125895.D\data.ms | 1N Ratio Lower Upper
1500 152 100

150 157.1 117.6 176.4
115 6.3 47.1 70.7

Raw 50
115.0 Abundance
521 /80
0\\\‘i\\‘!‘\“\\\“‘\\\\‘\\\}‘\\\\‘\\‘\“\‘\
miz-> 40 60 100 120 140 160 oo oo
Abundance Scan 805 (6.822 mm). BF125895.D\data.ms (-78
150.0
Sub 100000
50 115.0
521 /80
Guui‘H!‘u‘u““HH_H:‘HH‘HWM o
miz-> 40 60 100 120 140 160 Time-> 680 6.85

Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 122.795 ng

64.0 RT: 5.446 min Scan#t 571
Ref 50 Delta R.T. 0.006 min
92.0 Lab File: BF125895.D
Acq: 19 Oct 2021 12:36
0 391180¢ b
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:112 Resp: 1122195

Abundance  Scan 571 (5.446 min): BF125895 D\datams 10N Ratio Lower Upper
112.0 112 100

64 52.9 44.2 66.2
63 26.7 26.2 39.2

RaW g 64.0
920 Abundance
' 1000000  >-446
0 39\1 5%‘7 1\‘ b 80 ‘ |
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 800000
Abundance Scan 571 (5.446 min): BF125895.D\data.ms (-51
112.0 600000
Sub 64.0 400000
50
92.0 200000 ﬁ
0 3? 1 1\ “ M‘ Il 80 b ‘ ‘ 1 &%
SRS k| ST NSURUOP o M RSN AN T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 540 550
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Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-73 #7

70.1

Ref 50

\ 30.1

L \\ J‘

H‘ 193.02530 327.0386.9 475,

o

m/z--> 50 100 150 200 250 300 350 400 450

99.1 Phenol-d6
Concen: 106.011 ng
RT: 6.451 min Scan# 742
Ref 50 Delta R.T. -0.006 min
Lab File: BF125895.D
42.1 Acq: 19 Oct 2021 12:36
[ ”\‘“MH“\”M\‘”\ \“ L O B B I B
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 1247176
Abundance  Scan 742 (6.451 min): BF125895.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 14.3 23.5 35.3#
71 30.0 25.6 38.4
Raw 50
Abundance
21 6.451
(O ‘\‘“‘H‘H‘\““\“\ \‘ L B B B B B B \2\8\1\‘ 1000000
m/z--> 50 100 150 200 250
Abundance Scan 742 (6.451 min): BF125895.D\data.ms (-69
99.1
Sub 500000
u
50
42.1
ol 4 28L e
miz--> 50 100 150 200 250 Time--> 6.40 6.50
Abundance Scan 880 (7.263 min): BF125768.D\data.ms (-87 #19

n-Nitroso-di-n-propylamine
Concen: 17.481 ng

RT: 7.381 min Scan# 900
Delta R.T. ©0.141 min

Lab File: BF125895.D
Acq: 19 Oct 2021 12:36

Tgt Ion: 70 Resp: 108568

Abundance  Scan 900 (7.381 min): BF125895.D\data.ms

Ion Ratio Lower Upper
70 100

42 39.4 72.2 108.2#
101 0.0 7.8 11.8#
130 2.4 21.8 32.6%#
Abundance

7.381
100000

80000

82.1
Raw 50
0 \}“‘\\\\\’\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 900 (7.381 min): BF125895.D\data.ms (-82
82.1
Sub
50
0‘ﬂA‘L‘L‘m“‘H“‘H“‘H“H“‘H“‘H“‘H‘
m/z--> 50 100 150 200 250 300 350 400 450

60000

40000

20000

Time--> 7.35 7.40 7.45
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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: 8.104 min Scan# 1023
Ref 50 Delta R.T. -0.006 min
Lab File: BF125895.D
Acq: 19 Oct 2021 12:36
41 g1 108 | ;
0H\“H}\H‘H}“HMH‘\‘\H‘H“ ‘HH‘HH‘HH‘HH‘H.H
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:136 Resp: 593473
Abundance Scan 1023 (8.104 min): BF125895.D\datams | 10N Ratlo Lower Upper
1361 136 100
137 10.6 9.8 14.6
54 6.2 6.4 9.6#
Raw 5 68 5.4 3.3  4.9%
Abundance
8.104
541 821 10?-1 | 600000
0H\‘\H‘\‘\‘H}“MMH‘\‘\H‘H“ BAREARRARERERRRER NN RRRE
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance 102 .104 min): BF125895.D\data. -
Scan 1023 (8.104 min) 3 5895.D\data.ms (-9 400000
136.1
Sub gy 200000
541 gp1 1081 | A
O frrrprr et e R i
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.00 8.10 8.20
Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-89 #23

82.0 Nitrobenzene-d5
Concen: 91.165 ng
RT: 7.381 min Scan# 900
Ref 50{ 541 1281 Delta R.T. -0.012 min
Lab File: BF125895.D
Acqg: 19 Oct 2021 12:36
0**N“w“wwﬂwhHmw*“\‘“‘w*www**wgﬁ?
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 870396
Abundance  Scan 900 (7.381 min): BF125895.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 47.5 40.6 60.8
54 43.6 49.6 74 .4%
Raw 50 54.1 128.1
Abundance
800000 7381
0*‘“V*w“\“wﬂﬁh“h*‘*‘\H”‘\*H‘\**H\‘**‘
m/z--> 40 60 80 100 120 140 160 180 600000
Abundance Scan 900 (7.381 min): BF125895.D\data.ms (-85
82.1
400000
Sub gy 54.1 128.1
200000
0“‘W‘!‘M‘L‘N"ww“‘w”“w“‘w“‘w“‘\ SRR I
miz--> 40 60 80 100 120 140 160 180  Time-> 7.30 7.40  7.50
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Ref 50

80.1
54.1

108.0 132. 1 “

O+ T iy T M T ‘”‘“\ =7
m/z--> 40 60 80

=
o
j =

100 120 140 160

Raw 50

80.1

54.0 |
0 H“\H“\HHH““\H

Abundance Scan 1321 (9.857 min): BF125895.D\data.ms

164.1

Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-94 #25
82.0 Isophorone
Concen: 51.249 ng
RT: 7.381 min Scan# 900
Ref 50 Delta R.T. -0.270 min
Lab File: BF125895.D
39.1 54.1 1381 Acq: 19 Oct 2021 12:36
ob, ﬂu“ﬂu“u“ H“g?P“‘}Eg%“W“
m/z--> 60 80 100 120 140 T8t Ion: 82 Resp: 866848
Abundance Scan 900 (7.381 min): BF125895.D\datams 10N Ratio Lower Upper
83.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27 .6%#
Raw 50 54.1 128.1
Abundance
098.1 800000 7381
S O v N . A
m/z--> 40 60 80 100 120 140 600000
Abundance Scan 900 (7.381 min): BF125895.D\data.ms (-89
82.1
400000
Sub g 54.1 128.1
200000
98.1
o2 bl usl L ]
miz--> 40 60 80 100 120 140 Time-> 740 750
Abundance Scan 1325 (9.880 min): BF125768.D\data. ms(l #39

Acenaphthene-d1e

Concen: 20.000 ng

RT: 9.857 min Scan# 1321
Delta R.T. -0.006 min

Lab File: BF125895.D

Acqg: 19 Oct 2021 12:36

Tgt Ion:164 Resp: 305524
Ion Ratio Lower Upper

164 100

162 99.4 81.3 121.9

160 44.0 38.0 57.0

108.1 1321 |

—

miz--> 40 60 80

100 120 140 160

Sub
50

80.1

54.0 | |

o

Abundance Scan 1321 (9.857 min): BF125895.D\data.ms (-1

164.1

—

108.1 132.1 |

m/z--> 40 60 80

100 120 140 160  Time-> 9.80 9.85 9.90

Abundance

300000

200000

100000
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Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 136.463 ng

RT: 10.645 min Scan# 1455
Delta R.T. ©0.000 min

Lab File: BF125895.D
Acq: 19 Oct 2021 12:36

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 411635

Abundance Scan 1455 (10.645 min): BF125895. D\data.ms ~1oN Ratio Lower Upper
3206 330 100

332 95.5 76.2 114.4
141 30.9 44.6 66.8#

Raw 50
Abundance
10.645
400000
0,
m/z--> 50 100 150 200 250 300 300000
Abundance Scan 1455 (10.645 min): BF125895.D\data.ms (-
329.€
200000
Sub
%0 100000
62.0 140.9
‘ H 221.9
ST - X750 DO N S =—
miz--> 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: 93.537 ng

RT: 9.181 min Scan# 1206
Ref 50 Delta R.T. ©.000 min

Lab File: BF125895.D

Acqg: 19 Oct 2021 12:36

39.0 i 630 HM8E\>\.OH 129"‘0\14‘.\6:\\:"“ \‘
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\

miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 1656862

Abundance Scan 1206 (9.181 min): BF125895 D\datams 10N Ratio Lower Upper
1721 | 172 100

171 36.0 26.5 39.7
176 23.9 18.8 28.2

Raw 50
Abundance
9.181
51.1 85.0 120.0 146.1
0L T T “\ Tt T \h\ T \“ T T i T \‘\ T \“\“\“\“ ! ‘\ T 1500000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1206 (9.181 min): BF125895.D\data.ms (-1
172.1 1000000
Sub
50 500000
51.1 85‘.0 109.0 13\‘3’.01‘5”2.1 ‘ ol \
O Pt e e e LA e
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.10 9.20 9.30
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Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 9.606 ng
RT: 9.857 min Scan# 1321
Ref 50 89.0 Delta R.T. ©.218 min
63.0 Lab File: BF125895.D
520 ‘ | 12‘1'0‘ ‘ ‘ Acq: 19 Oct 2021 12:36
o Y R R T S M,
m/z--> 40 60 80 100 120 140 1%0 180 Tt Ton:165 Resp: 39050
Abundance Scan 1321 (9.857 min): BF125895.D\datams 10" Ratio Lower Upper
164.1 165 100
63 0.9 42.6 63.8%
89 0.0 40.6 60.8#
Raw 50
Abundance
80.1 9,457
miz--> zfo eb 80 160 150 1)10 160 180
Abundance Scan 1321 (9.857 min): BF125895.D\data.ms (-1 30000
164.1
20000
Sub 50
10000
80.1
miz--> 4‘0 eb 85 160 150 1)10 160 180 Time--> 980 985 9.0

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

165.0 2,4-Dinitrotoluene
Concen: 7.597 ng
89.0 RT: 9.857 min Scan# 1321
Ref 50 Delta R.T. -0.188 min
63.0 1100 Lab File: BF125895.D
' Acqg: 19 Oct 2021 12:36
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: 390850
Abundance Scan 1321 (9.857 min): BF125895. D\datams A 10N Ratlo Lower Upper
164.1 165 100
63 0.9 40.9 61.34#
89 0.0 59.7 89.5#
Raw 5o 182 0.6 0.0 0.0
Abundance
80.1 9,857
0 54\.0 Ll 108 1 13% 1 \‘ 40000
miz--> 4‘0 Gb 80 160 120 14‘10 160 180
Abundance Scan 1321 (9.857 min): BF125895.D\data.ms (-1 30000
164.1
20000
Sub
50
10000
80.1
o 540 | 1081 1321 | 0
miz--> 40 eb 80 100 120 140 160 180 Time--> 980  9.85  9.90
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Abundance Scan 1577 (11.363 min): BF125768.D\data.ms (1 #64

188.1  phenanthrene-di1e
Concen: 20.000 ng
RT: 11.339 min Scan# 1573
Ref 50 Delta R.T. ©.000 min
Lab File: BF125895.D
o4.1 160.1 Acq: 19 Oct 2021 12:36
oL 421 660 "7 1321 Tyt |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘ . .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 512043
Abundance Scan 1573 (11.339 min): BF125895.D\datams | 10N Ratlo Lower Upper
1881 188 100
94 9.0 6.7 l10.1
80 9.4 7.5 11.3
Raw 50
Abundance
11/339
94.0
421 66 0 - 136.1 \H ‘\H 500000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘
miz--> 40 60 80 100 120 140 160 180 400000
Abundance Scan 1573 (11.339 min): BF125895.D\data.ms (-
188.1 300000
Sub 200000
50
100000
94.0
421 660 1361 1" :
G e e e T R e R R
miz--> 40 60 80 100 120 140 160 180  Time-> 11.30 11.35
Abundance Scan 1500 (10.910 min): BF125768.D\data.ms (- #67
248.0 4-Bromophenyl-phenylether
141.1 Concen: 4.143 ng
RT: 10.645 min Scan# 1455
Ref 50 77.0 Delta R.T. -0.241 min

Lab File: BF125895.D
Acq: 19 Oct 2021 12:36

of q]‘} \u \H ‘ b ir99 , |

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 23496
Abundance Scan 1455 (10.645 min): BF125895.D\datams = 10N Ratlo Lower Upper

3206 248 100
250 196.4 74.2 111.4#
141 462.0 60.4 90.6#
Raw 50
620 140.9 Abundance
‘ H 221.9
o ‘\ ;M 1“‘\‘]\«0‘21"%‘\ ih‘ ‘H‘N‘ o UHM‘ ‘\‘l\\“ o
m/z--> 50 100 150 200 250 300 100000
Abundance Scan 1455 (10.645 min): BF125895.D\data.ms (-
320.¢ \
N
sub 50000 / |
50 /
620 1409 Ao
‘ H 221.9
ok “ 4029 | H“‘}\H\\H\l‘\””‘” e
miz--> 50 100 150 200 250 300 Time--> 10.60  10.65
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Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.969 min Scan#t 2020
Ref 50 Delta R.T. -0.006 min
Lab File: BF125895.D
120.1 Acq: 19 Oct 2021 12:36
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 346786
Abundance Scan 2020 (13.969 min): BF125895.D\datams | 10N Ratlo Lower Upper
240.2 240 100
120 13.4 10.8 16.2
236 24.8 21.6 32.4
Raw 50
Abundance
13.969
120.1
420 760 || 1580 2081 | 5gg.
0\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ 300000
m/z--> 50 100 150 200 250
Abundance Scan 2020 (13.969 min): BF125895.D\data.ms (-
24p.2 200000
Sub
50 100000
120.1
0 66.0 | | 156.1 20%'1 ull 280.! ]
e el S L B AR SRR
m/z--> 50 100 150 200 250 Time--> 13.90  14.00

Abundance Scan 1846 (12.945 min): BF125768.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 73.945 ng

RT: 12.922 min Scan# 1842
Ref 50 Delta R.T. ©.000 min

Lab File: BF125895.D

122.1 Acqg: 19 Oct 2021 12:36
160.1 212.1
o421 800 | T 1 HN‘

miz--> 50 100 150 200 250 Tgt Ion:244 Resp: 1683436

Abundance Scan 1842 (12.922 min): BF125895 D\data.ms 10N Ratio Lower Upper
244.2 244 100

212 7.0 5.9 8.9
122 12.8 9.0 13.4
Raw 50
Abundance
1221 12.922
(o5 \5‘2‘.:\'-‘\8%.:\'-” T Ly ‘\‘ T ]’-6‘(1:‘):\[ T "21\‘2.\1‘\ MM" T 1000000
m/z--> 50 100 150 200 250
Abundance Scan 1842 (12.922 min): BF125895.D\data.ms (- 1000000
244.2
Sub 500000
122.1
160.1 2121
ol S2LB2l L Tl O
m/z--> 50 100 150 200 250  Time--> 12.90 13.00
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Abundance Scan 2271 (15.445 min): BF125768.D\data.ms (- #86

264.1  perylene-d12

Concen: 20.000 ng

RT: 15.421 min Scan# 2267
Ref 50 Delta R.T. ©.000 min

Lab File: BF125895.D

132.1 ‘ Acq: 19 Oct 2021 12:36

64.0 100.0, ‘H 180.1 232.1 L
T T ‘

m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 276089

Abundance Scan 2267 (15.421 min): BF125895. D\data.ms 1°" Ratio Lower Upper
264.2 264 100

260 23.6 19.6 29.4
265 20.8 17.2 25.8

o

Raw 50
Abundance
132.1 15/421
200000
66.0 100'1\\ \\H 180.1 . 23%'1 mH
T 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 150000
Abundance Scan 2267 (15.421 min): BF125895.D\data.ms (-
264.1
100000
Sub
50
50000
132.1
G 66'0 100'1” ‘\H 180'1 23%.1 N‘h‘\ 07
L I L A A e o e B e L B T T T T
m/z--> 50 100 150 200 250 Time--> 15.40 15.50
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