Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Feb 22 23:58:24 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Feb 21 13:16:57 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.916 152 74970 20.000 ng 0.00
21) Naphthalene-d8 8.198 136 300929 20.000 ng # 0.00
39) Acenaphthene-die 9.951 164 151122 20.000 ng -0.01
64) Phenanthrene-d10 11.445 188 253446 20.000 ng # 0.00
76) Chrysene-di12 14.086 240 122375 20.000 ng #-0.01
86) Perylene-di12 15.586 264 130017 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.534 112 352128 72.594 ng 0.00

7) Phenol-d6 6.534 99 601124 91.842 ng -0.01
23) Nitrobenzene-d5 7.475 82 479945 71.988 ng -0.02
42) 2,4,6-Tribromophenol 10.739 330 60316 34.665 ng -0.01
45) 2-Fluorobiphenyl 9.275 172 791080 77.063 ng 0.00
79) Terphenyl-di4 13.033 244 724525 87.034 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.475 70 65792 15.600 ng # 78
25) Isophorone 7.475 82 478701 43.392 ng # 69
51) 2,6-Dinitrotoluene 9.951 165 19231 8.750 ng # 22
57) 2,4-Dinitrotoluene 9.951 165 19231 6.472 ng # 16

(#) = 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\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Time: Feb 22 23:58:24 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
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Response via : Initial Calibration

Abundance TIC: BF127011.D\data.ms
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150.0

Abundance Scan 790 (6.933 min): BF126908.D\data.ms (-78 #1

1,4-Dichlorobenzene-d4
Concen: 20.000 ng

Delta R.T. -0.006 min
Acq: 22 Feb 2022 16:24 SRR

Tgt Ion:152 Resp: 74970

Ref 50 115.0
52.1 78.1
0 T \‘} T \“\‘ ‘ \ T \“‘ \“\9\5\1‘ T \‘ }‘ ‘ \]_\3\2.\()‘ T ‘\“\ ‘ T
m/z--> 40 60 80 100 120 140 160
Abundance  Scan 787 (6.916 min): BF127011.D\data.ms

150.0

Ion Ratio Lower Upper
152 100

150 152.4 128.1 192.1
115 64.3 56.7 85.1

Raw 50 115.0
78.1 ' Abundance
52.0 ’ 150000
G\\ \“‘\ \\“\‘“\“\ \5\‘8\\\ }“ T 17T \‘\ \‘\“\ ‘\ “
miz--> 40 60 80 100 120 140 160 6.916
Abundance 100000 1
150.0
Sub 50000
50 115.0
520 781
0 95.8
MY SSSMIRN FASSNRIR R L2 SUNIN! SN R T
miz--> 40 60 80 100 120 140 160 Time--> 690  6.95

Ref 50

112.1
64.1

92.0

38.1 50.1 A ‘
TR | T | R 4 |

o

m/z-->

30 40 50 60 70 80 90 100 110 120

Abundance Scan 554 (5.545 min): BF126908.D\data.ms (-54 #5

2-Fluorophenol

Concen: 72.594 ng

RT: 5.534 min Scan# 552
Delta R.T. -0.006 min

Lab File: BF127011.D
Acq: 22 Feb 2022 16:24

Tgt Ion:112 Resp: 352128

Abundance

Scan 552 (5.534 min): BF127011.D\data.ms

Ion Ratio Lower Upper

112.0 112 100
64.0 64 70.2 49.5 74.3
63 38.4 23.9 35.9%#
Raw 50
92.0 Abundance
0 381500 79. ‘
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\ 300000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance
112.0 200000
64.0
Sub
50 100000
92.0
38.1 50.0
ol el 2, e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.50 5.55 5.60
BF127011.D 8270-BF021622.M Tue Feb 22 23:58:26 2022

RT: 6.916 min Scan# 7{EdtEpIes

Lab File: BF127011.D [(SIEIEEIslEEI0f
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99.1

711
42.1

30 40 50 60 70 80 90 100

Abundance Scan 726 (6.557 min): BF126908.D\data.ms (-71 #7

Phenol-d6
Concen: 91.842 ng

Delta R.T. -0.012 min
Acq: 22 Feb 2022 16:24 SRR

Tgt Ion: 99 Resp: 601124

Scan 722 (6.534 min): BF127011.D\data.ms
99.1

71.1
42.1

54.1
il \H 82.1 If

30 40 50 60 70 80 90 100

Ion Ratio Lower Upper

99 100

42 20.4 14.2 21.4

71 41.9 24.3 36.5#

Abundance

600000

99.1

71.1

42.1
54.1 82.1

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

30 40 50 60 70 80 90 100

400000

200000

Time--> 650  6.60

106.1

Abundance Scan 860 (7.345 min): BF126908.D\data.ms (-85 #19

n-Nitroso-di-n-propylamine
Concen: 15.600 ng

43.1 RT: 7.475 min Scan# 882
Ref 50 Delta R.T. ©.141 min
Lab File: BF127011.D
Acq: 22 Feb 2022 16:24
ol A Ll as11 2670 s2r0 152
m/z--> 50 100 150 200 250 300 350 400 I8t Ion: 7@ Resp: 65792
Abundance  Scan 882 (7.475 min): BF127011.D\datams 101 Ratio Lower Upper
82.1 70 100
42 44.3 45.8 68.8#
101 0.0 6.9 10.3#
Raw gg 130 1.7 14.4 21.6#
Abundance
60000
0\”‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
82.1 40000
Sub 50 20000
Oy e~ B
miz--> 50 100 150 200 250 300 350 400  Time--> 7.45 7.50
BF127011.D 8270-BF021622.M Tue Feb 22 23:58:27 2022

RT: 6.534 min Scan# 7[EdtlEgies

Lab File: BF127011.D [(SIEIEEIslEEI0f
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Abundance Scan 1008 (8.216 min): BF126908.D\data.ms (-1

136.1

#21

Naphthalene-d8

Concen: 20.000 ng

RT: 8.198 min Scan# 1{gidtipgl=lgies

Ref 50 Delta R.T. -0.006 min |
Lab File: BF127011.D [SlEERISEIIAEIE
54.1 108.1 Acq: 22 Feb 2022 16:24 9SS
0 T \3\8.‘]‘-\ T \“\ ‘ \“\‘ \76\‘.‘::-‘\‘9\1\.]\_ ‘ \‘! T ‘ T }““ T
m/z--> 40 60 80 100 120 140 T8t Ion:136 Resp: 300929
Abundance Scan 1005 (8.198 min): BF127011.D\datams | 100 Ratio Lower Upper
136.1 136 100
137 10.6 8.6 13.0
54 8.4 7.8 11.6
Raw gg 68 5.0 6.3 9.5#
Abundance
108.1 8198
0 . 5ﬂ“1 L 7§7% ‘ . i 300000
LI ‘ L ‘ L ‘ L ‘ L ‘ LI ‘ T
miz--> 40 60 80 100 120 140
Abundance
136.1 200000
Sub gy 100000
ey 541 781 108.1
G\\\.‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\‘\\\\
m/z-> 40 60 80 100 120 140 Time--> 8.15 8.20 8.25
Abundance Scan 886 (7.498 min): BF126908.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
Concen: 71.988 ng
54.1 RT:  7.475 min Scan# 882
Ref 50 128.1 Delta R.T. -0.018 min
' Lab File: BF127011.D
Acq: 22 Feb 2022 16:24
0= \““\ \‘!‘\ T \‘\‘\ N“\ T \:\u‘oﬂwgw T i [T T ‘]\-9\]\-\]‘-
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 479945
Abundance  Scan 882 (7.475 min): BF127011.D\data.ms | 190 Ratio Lower Upper
82.1 82 100
128 36.8 32.7 49.1
54.1 54 54.0 41.7 62.5
Raw 50
128.1 Abundance
7.475
0\\\“‘\\!\‘\\‘\}“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 400000
m/z--> 40 60 80 100 120 140 160 180
Abundance 300000
82.1
200000
Sub 50 54.1
128.1 100000
TR U [ A - R
miz--> 40 60 80 100 120 140 160 180  Time.> 7.40 7.45 7.50 7.55

BF127011.D 8270-BF021622.M

Tue Feb 22 23:

58:27 2022
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Abundance Scan 930 (7.757 min): BF126908.D\data.ms (-92 #25

821 Isophorone
Concen: 43.392 ng
RT: 7.475 min Scan# S8{gELdllEies
Ref 50 Delta R.T. -0.271 min |
Lab File: BF127011.D [(SEhISEIIellEIl0H
39.1 54.1 138.1 | Acq: 22 Feb 2022 16:24 S
Ob— \‘i“\ \‘\‘“‘\ T \“\ T \H“‘\ T \QV‘O\ T \1‘23\?‘\ T
m/z—> 40 60 30 100 120 140 Tgt Ion:‘82 Resp: 478701
Abundance  Scan 882 (7.475 min): BF127011.D\datams | 1o" Ratio Lower Upper
82.1 82 100
95 0.0 5.0 7 .44
541 138 0.0 12.3 18.5#
Raw 50
128.1 Abundance
7.475
98.1
G T \3\8}1\ T \‘ T ‘ T \‘\ \‘ “\ T \“ \J\-]-\3\.]-‘ T T T T ‘ T T 400000
m/z--> 40 60 80 100 120 140
Abundance 300000
82.1
200000
Sub 54.1
50 128.1
: 100000
98.1
0 381 113.1 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 [Time--> 745 750 7.55

Abundance Scan 1307 (9.974 min): BF126908.D\data.ms (-1 #39
162.2 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.951 min Scan# 1303

Ref 50 Delta R.T. -0.012 min

Lab File: BF127011.D

Acq: 22 Feb 2022 16:24

O,
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:164 Resp: 151122
Abundance Scan 1303 (9.951 min): BF127011.D\datams | 100 Ratio Lower Upper
162.2 164 100

162 102.7 81.4 122.0
160 45.0 36.6 54.8

Raw 50
Abundance
80.1 9.951
106.1132.1 150000
0,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
162.2 100000
sub o 50000
80.1
o 54.1 106.1132.1 220 ¢ 0 _
R R e R B SRS S S B
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.90 10.00
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Abundance Scan 1442 (10.769 min): BF126908.D\data.ms (- #42

2,4,6-Tribromophenol
Concen: 34.665 ng
RT: 10.739 min Scan#t 14gigiipl=gles
Delta R.T. -0.012 min
Lab File: BF127011.D [(®ICHIEEGIelE(CH
Acq: 22 Feb 2022 16:24 [©€EE]

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 60316

Abundance Scan 1437 (10.739 min): BF127011.D\datams | 1on Ratio  Lower Upper
3206 330 100

332 94.0 76.0 114.0
141 38.0  30.1 45.1

Raw 50
Abundance
10.739
ol 60000
m/z-->
Abundance
329.€ 40000
62.0
Sub
50 140.9 20000
221.9
Obbiido29 e
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.80

Abundance Scan 1191 (9.292 min): BF126908.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 77.063 ng

RT: 9.275 min Scan# 1188
Ref 50 Delta R.T. -0.006 min

Lab File: BF127011.D

510 85.1 1201 1461 Acq: 22 Feb 2022 16:24

0 T rl \"“\ el “\h‘\ T T “ Py T \‘W‘ T i
miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 791080

Abundance Scan 1188 (9.275 min): BF127011.D\datams | 10N Ratio Lower Upper
1721 172 100

171 35.3 28.3 42.5
176 23.0 19.0 28.6

Raw 50
Abundance
51.1 85.0 1200 146.1 800000
0\\\‘\\H\\"\\\‘H}‘\h\\\’\\\\i\‘\\‘\’\“\“\‘\‘\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance 600000
172.1
400000
Sub
50
200000
51.1 85.0 1200 146.1 0
OB R e e R e
miz--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.30 9.40
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Abundance Scan 1270 (9.757 min): BF126908.D\data.ms (-1 #51

165.1 2,6-Dinitrotoluene
63.0 89.0 Concen: 8.750 ng
RT: 9.951 min Scan#t 1[SagillEies
Ref 50 Delta R.T. ©0.206 min
121.0 Lab File: BF127011.D (SUEEEIICIEE
, ‘ ‘ ‘ Acq: 22 Feb 2022 16:24 [©€EE]
o) e S T A
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ton:165 Resp: 19231
Abundance Scan 1303 (9.951 min): BF127011.D\datams | 100 Ratio Lower Upper
, 165 100
63 2.0 48.4 72.6#
89 1.7 50.5 75.7#
Raw 50
Abundance
80.1 20000 9.951
106.1132.1
0,
miz--> 40 60 80 100 120 140 160 180 200 220 15000
Abundance
162.2
10000
Sub
50 5000
80.1
o 541 106.1132.1 220.¢ P
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.95
Abundance Scan 1339 (10.163 min): BF126908.D\data.ms (- #57
89.0 165.1 2,4-Dinitrotoluene
Concen: 6.472 ng
63.0 RT: 9.951 min Scan# 1303
Ref 50 Delta R.T. -0.200 min
119.0 Lab File: BF127011.D
‘ Acq: 22 Feb 2022 16:24
0 ?%{%“H\‘ ‘\‘!h‘ ‘MHW o \‘\ 1 ‘H\i , ““ Ay b ‘ ‘M - ‘\‘ e
miz--> 40 60 80 100 120 140 160 180 200 220 8t Ion:165 Resp: 19231
Abundance Scan 1303 (9.951 min): BF127011.D\datams | 10N Ratio Lower Upper
162.2 165 100
63 2.0 43.0 64.6#
89 1.7 71.0 106.4#
Raw gg 182 0.0 1.6 2.44#
Abundance
80.1 20000 9.951
106.1132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200 220 15000
Abundance
162.2
10000
Sub 50
5000
80.1
o 54.1 106.1 132.1 290.¢ 0
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.95
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Abundance Scan 1560 (11.463 min): BF126908.D\data.ms (1 #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.445 min Scan#t 1{gigiil=glies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127011.D [(SIEIEEIslEEI0f
80.1 160.1 Acq: 22 Feb 2022 16:24 SRR
0 \H‘\5\21‘.\]‘-1‘\\H“\\‘\“\‘\H\‘1\3\12\.‘1\\H‘Lluw\‘!““\\‘\\\\‘\%S\?\.F
m/z--> 40 60 80 100120140160 180200220240 T8t Ion:188 Resp: 253446
Abundance Scan 1557 (11.445 min): BF127011.D\datams | 10N Ratlo  Lower Upper
188.2 188 100
94 7.7 10.1 15.1#
80 9.5 11.8 17.6#
Raw 50
Abundance
160.1 s
oL520 8T ama 250000
\H‘HH‘H\\‘\H\‘\H\‘\\H‘HH‘H\\‘\ H‘\H\‘\\H‘H
mlz--> 40 60 80 100 120 140 160 180 200 220 240 200000
Abundance
188.2 150000
Sub 100000
50
50000
160.1
ol 520 801 132.1 0 )
rrrpr bt e e e R B e ST
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.40 11.45

Abundance Scan 2010 (14.110 min): BF126908.D\data.ms (- #76

240.2 Chrysene-di12
Concen: 20.000 ng
RT: 14.086 min Scan# 2006
Ref 50 Delta R.T. -0.012 min
Lab File: BF127011.D
120.1 Acq: 22 Feb 2022 16:24
0 T \8\0\.9“\‘” T \1\89.\1‘ b \‘M\‘“““ L B B B
m/z--> 50 100 150 200 250 300 Tgt Ion:24@ Resp: 122375
Abundance Scan 2006 (14.086 min): BF127011.D\datams | 100 Ratio Lower Upper
240.2 240 100
120 9.8 14.4 21.6#
236 26.9 20.5 30.7
Raw 50
Abundance
14.086
120.1
O i MOL_ | 28093252
miz--> 50 100 150 200 250 300 100000
Abundance
240.2
Sub 50000
50
120.1
0 52.1 159.1198.1 280.9 329.2 0t —
e e T
miz--> 50 100 150 200 250 300 Time--> 14.10
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Abundance Scan 1830 (13.051 min): BF126908.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 87.034 ng
RT: 13.033 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min
Lab File: BF127011.D [SlEERISEIIAEIE
122140 1 Acq: 22 Feb 2022 16:24 [©€EE]
of2h Bl Lt 1Be
m/z--> 50 100 150 200 250 300 Tgt Ion:244 Resp: 724525
Abundance Scan 1827 (13.033 min): BF127011.D\datams | 10N Ratio Lower Upper
244 2 244 100
212 6.5 5.0 7.4
122 9.0 13.3 19.9#
Raw 50
Abundance
800000 13.033
0 54\'1 }2‘2.]\-16?.119\8' L MM 324'
miz--> 50 100 150 200 250 300 600000
Abundance
244.2
400000
Sub
50 200000
ol 540 122.1160.119g 1 324,
m/z--> 50 100 150 200 250 300 Time--> 13.00 1310
Abundance Scan 2265 (15.609 min): BF126908.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.586 min Scan# 2261
Ref 50 Delta R.T. -0.006 min
Lab File: BF127011.D
1321 Acq: 22 Feb 2022 16:24
NN NN I
miz--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 130017
Abundance Scan 2261 (15.586 min): BF127011.D\datams | 10N Ratio Lower Upper
264.2 264 100
260 23.3 19.2 28.8
265 20.5 17.4 26.2
Raw 50
Abundance
132.1 100000
o0 2070 | 3a33
L U A R SR SR SRR B 80000
m/z--> 50 100 150 200 250 300 350
Abundance
264.1 60000
Sub 40000
50
20000
132.1
o280 .. 1801 . 3433 o
miz--> 50 100 150 200 250 300 350  Time-> 1550  15.60
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