Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072922\
Data File : BF129453.D

Acqg On : 29 Jul 2022 21:20
Operator : CG\JU

Sample : N3858-06

Misc :

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: Jul 30 01:11:27 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jul 25 17:24:17 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.886 152 175996 20.000 ng 0.00
21) Naphthalene-d8 8.163 136 691478 20.000 ng 0.00
39) Acenaphthene-di10 9.922 164 370383 20.000 ng 0.00
64) Phenanthrene-d10 11.416 188 605062 20.000 ng 0.00
76) Chrysene-di12 14.062 240 315011 20.000 ng 0.00
86) Perylene-di12 15.556 264 349614 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .534 112 1290411 119.439 ng
7) Phenol-dé .534 99 1475024 108.618 ng .02
23) Nitrobenzene-d5 .451 82 1113580 87.911 ng .00

5 0.04
6 0
7 0
42) 2,4,6-Tribromophenol 10.722 330 456875 128.301 ng 0.00
9 0
3 0

45) 2-Fluorobiphenyl .245 172 1941161 81.075 ng .00
79) Terphenyl-di4 13.004 244 1740003 104.208 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.451 70 148829 18.103 ng # 74
25) Isophorone 7.451 82 1113745 49.051 ng # 65
51) 2,6-Dinitrotoluene 9.922 165 48036 8.394 ng # 25
57) 2,4-Dinitrotoluene 9.922 165 48036 6.425 ng # 21
67) 4-Bromophenyl-phenylether 10.722 248 28768 4.342 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\BF072922\
Data File : BF129453.D

Acqg On : 29 Jul 2022 21:20
Operator : CG\JU

Sample : N3858-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Time: Jul 30 01:11:27 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jul 25 17:24:17 2022

Response via : Initial Calibration

Abundance TIC: BF129453.D\data.ms
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Abundance Scan 782 (6.886 min): BF129333.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.886 min Scan# 7{gSiidtipl=lgles
Ref 50 115.0 Delta R.T. ©.000 min \A_
78.0 Lab File: BF129453.D (SlEEQISEIAEI
Acq: 29 Jul 2022 21:20 EEEE

m/z--> 40 60 100 120 140 160 Tgt Ion:152 RESpZ 175996

Abundance  Scan 782 (6.886 mm). BF129453.D\datams 100 Ratio Lower Upper
1500 152 100

150 152.9 123.7 185.5
115 59.8 49.9 74.9

Raw 50
115.0 Abundance
78.0
300000
miz--> 40 60 100 120 140 160 61836
Abundance Scan 782 (6.886 mln). BF129453.D\data.ms (-76 200000
150.0
Sub 100000
50 115.0
52.0 78.0 &
0l 359, ““‘ 2949 || 1819 || O
mlz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95

Abundance Scan 546 (5.498 min): BF129333.D\data.ms (-54 #5

112.0 2-Fluorophenol
Concen: 119.439 ng
64.0 RT: 5.534 min Scan# 552
Ref 50 Delta R.T. ©.035 min
92.0 Lab File: BF129453.D
39.1 Acq: 29 Jul 2022 21:20
0 . ‘\\“‘\‘M\\‘\‘\\‘\‘\\\\‘\\\\‘1\6\8?()\
miz--> 40 60 80 100 120 140 160 Tgt Ion:112 Resp: 1290411
Abundance  Scan 552 (5.534 min): BF129453.D\datams | 10" Ratio Lower Upper
112.0 112 100
64 60.5 53.3 79.9
64.0 63 31.5 28.0 42.0
Raw 50
Abundance
92.0 5.534
38.1
0 R ARASISEASSSSRRRRRRRERERS
m/z--> 40 60 80 100 120 140 160 1000000
Abundance Scan 552 (5.534 min): BF129453.D\data.ms (-49
112.0
Sub 64.0 500000
50
92.0
| L
0 H‘w““w”‘wmwmwm GH‘\HH\HH
miz--> 40 60 80 100 120 140 160  Time-> 550 5.60
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Abundance Scan 719 (6.516 min): BF129333.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 108.618 ng
RT: 6.534 min Scan#t 7SiiglEhies
Ref 50 Delta R.T. 0.018 min |
1 Lab File: BF129453.Dp (@UEHSEIEIERE
42.1 Acq: 29 Jul 2022 21:20 Sl=&E
0 "‘\\}\“}‘\U‘\H\“H‘“H‘MHH‘HH‘HH‘HH‘HH‘H-‘Q‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 99 Resp: 1475624
Abundance  Scan 722 (6.534 min): BF129453.D\datams 100 Ratio Lower Upper
99.1 99 100
42 18.5 17.3  25.9
71  35.2 28.9 43.3
Raw 50
71.1 Abundance
421 1500000 6.534
0 "“}\‘\HU‘\M”‘w‘m\}”H_HWm_m_m_m
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 722 (6.534 min): BF129453 D\data.ms (-66 1000000
99.1
Sub 500000
50
711
42.0 J L
0 ‘H‘M“H“!“““‘\"“w“"\‘“‘\““\““\““\““ T T T T[T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.50 6.60 6.70

Abundance Scan 852 (7.298 min): BF129333.D\data.ms (-84 #19

105.0 n-Nitroso-di-n-propylamine
Concen: 18.103 ng
43.0 RT: 7.451 min Scan# 878
Ref 50 Delta R.T. ©.153 min
Lab File: BF129453.D
Acq: 29 Jul 2022 21:20
0 “““!1“‘1?9‘1‘”?53‘9”372‘7‘9‘3??‘1”
miz--> 50 100 150 200 250 300 350 400 '8t Ion: 76 Resp: 148829
Abundance ~ Scan 878 (7.451 min): BF129453.D\data.ms 100 Ratio Lower Upper
82.1 70 100
42 48.1 52.3 78.5#
101 0.0 7.5 11.3#
Raw 50 130 2.1 16.1 24.14#
Abundance
150000 7.451
0‘”\‘H‘*‘\‘1‘3‘1"9”wwwwwwwww
m/z--> 100 150 200 250 300 350 400
Abundance Scan 878 (7.451 min): BF129453.D\data.ms (-89 100000
82.1
Sub 50 50000
0‘”\‘HH‘\‘ls‘l‘?”wwwmwwwww O
m/z--> 50 100 150 200 250 300 350 400 Time--> 7.40 7.45 7.50
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Abundance Scan 1000 (8.169 min): BF129333.D\data.ms (-9 #21
136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 8.163 min Scan# 9gisiidiipl=lgies
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129453.D [(GlEhISElellEIl0f
541 108.1 Acq: 29 Jul 2022 21:20 SEEE
0\\\“\\H\‘iw\‘\“’.w\\\‘\‘1\\‘\\1“’\\\]\_?\3\.\8\‘\\1\9\?.\8\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:136 Resp: 691478
Abundance  Scan 999 (8.163 min): BF129453 D\datams = 100 Ratlo Lower Upper
1361 136 100
137 10.9 8.8 13.2
54 8.9 7.5 11.3
Raw 5 68 6.2 4.7 7.1
Abundance
108.1 8193
54.1 .
0\\\“\\H\‘1‘17\?".9\\\‘\‘!\\‘\\\‘“"HH‘\\H‘HH’H\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 999 (8.163 min): BF129453.D\data.ms (-94
136.1 400000
Sub
50 200000
54.1 450 108.1
G\HyuHwNMUh\H‘J\W\JHW\H‘H\W\H\W\\ 0 T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.15 8.20
Abundance Scan 878 (7.451 min): BF129333.D\data.ms (-87 #23
82.0 Nitrobenzene-d5
Concen: 87.911 ng
54.1 RT: 7.451 min Scan# 878
Ref 50 128.1 Delta R.T. -0.000 min
Lab File: BF129453.D
98.1 Acq: 29 Jul 2022 21:20
oL 400 || esp | | 1120 |
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 1113580
Abundance ~ Scan 878 (7.451 min): BF129453.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 45.3 34.0 51.0
54 51.7 46.9 70.3
Raw 5 54.1 128.1
Abundance
7.451
98.1
oL 400 1 esn || | 1121 | 1000000
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
miz--> 40 60 80 100 120 800000
Abundance Scan 878 (7.451 min): BF129453.D\data.ms (-82
821 600000
400000
sub 54.1 1281
200000
98.1
oL 400 || esh, || | 1121 | 0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 Time--> 7.407.457.50
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Abundance Scan 922 (7.710 min): BF129333.D\data.ms (-91 #25

82.0 Isophorone
Concen: 49.051 ng
RT: 7.451 min Scan# 81l e
Ref 50 Delta R.T. -0.259 min \A_
Lab File: BF129453.D [(®lEIEElsliEll0f
39.0 54.1 1381  Acq: 29 Jul 2022 21:20 EEEE
0\\\“‘\ \‘\“‘\ ‘ \‘\ T \ “\ T \‘\ 1(\)7\\]_\1-‘2:\3\]-\ \“ T
m/z--> 60 80 100 120 140 Tgt IOT’IZ‘SZ RESpZ 1113745
Abundance Scan 878 (7.451 min): BF129453.D\data.ms | 100 Ratlo Lower Upper
83.1 82 100
95 0.0 5.7 8.5#
138 0.0 14.2 21.2#
Raw g 54.1 128.1
Abundance
7.451
98.1
ol 381 1 [ 180 | 1000000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 800000
Abundance Scan 878 (7.451 min): BF129453.D\data.ms (-87
82.1 600000
400000
Sub 50 54.1 128.1
200000
98.1
obsed [0 luso | O
miz--> 40 60 80 100 120 140 Time--> 7.40 7.45 7.50
Abundance Scan 1299 (9.927 min): BF129333.D\data.ms (-1 #39
162.1 Acenaphthene-di10
Concen: 20.000 ng
RT: 9.922 min Scan# 1298
Ref 50 Delta R.T. -0.006 min
Lab File: BF129453.D
80.0 Acq: 29 Jul 2022 21:20
SATOM il 106013\21 |
G\\‘\\\\‘\\\}“‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\‘\\\\"\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 376383
Abundance Scan 1298 (9.922 min): BF129453 D\datams | 10" Ratio Lower Upper
162.1 164 100
162 103.9 79.5 119.3
160 44.2 34.2 51.4
Raw 50
Abundance
9.922
801 400000
0 \\‘\\5\4’\]‘-}‘}\}““‘\\\\]‘-\0\8\]\-‘]\-\35\]‘.\\\\“ \\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 1298 (9.922 min): BF129453.D\data.ms (-1
168.1
200000
Sub
50
100000
80.1
0 540‘\ Hn‘ 108113%1 \‘ 1
ettt e o et e e R o e
mlz--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00
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Abundance Scan 1434 (10.722 min): BF129333.D\data.ms (- #42

331.¢| 2,4,6-Tribromophenol

Concen: 128.301 ng

RT: 10.722 min Scan# 1{gEigil=lies

Ref 50{ 620 Delta R.T. -0.000 min
140.9 Lab File: BF129453.D (SlEEQISEIAEI
221.9 Acq: 29 Jul 2022 21:20 EEEE
ol 02 18 ) j2746.
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 456875

Abundance Scan 1434 (10.722 min): BF129453.D\data.ms 1on Ratio Lower Upper
330¢ 330 100

332 103.2 76.8 115.2
141 35.3 28.0 42.0

Raw 50
Abundance

500000/ 1022

0,
m/z--> 50 100 150 200 250 300 400000
Abundance Scan 1434 (10.722 min): BF129453.D\data.ms (-

300000
Sub 200000
100000

- O 1 T ’ T

miz--> 50 100 150 200 250 300 Time--> 10.80

Abundance Scan 1183 (9.245 min): BF129333.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 81.075 ng

RT: 9.245 min Scan# 1183
Ref 50 Delta R.T. -0.000 min

Lab File: BF129453.D

Acq: 29 Jul 2022 21:20
200 630 850 1200 1460 q

miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:172 Resp: 1941161
Abundance Scan 1183 (9.245 min): BF129453.D\datams = 190 Ratio Lower Upper

o

1721 | 172 100
171 36.0 28.8 43.2
170 23.6 19.8 29.8
Raw 50
Abundance
2000000 9.245
5 391, 630 850 1900 1461
H\“\\”\\"\\M‘\H‘\"HHi\”\\\’i\‘\‘\“\\
m/z--> 40 60 80 100 120 140 160 180 1500000
Abundance Scan 1183 (9.245 min): BF129453.D\data.ms (-1
172.1
1000000
Sub
50 500000
5. 390 630 80 1900 1461 0
\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 9.20 9.25 9.30
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Abundance Scan 1263 (9.716 min): BF129333.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 8.394 ng
89.0 RT:  9.922 min Scan# 1[QE{d0IEIes
Ref 50 63.0 Delta R.T. ©.206 min |
Lab File: BF129453.D [(GlEhISElellEIl0f
39.0 ‘ 121.0 Acq: 29 Jul 2022 21:20 SE2E
0\\“Lwu‘W\NMNH\‘M\NJH\LM!\\WM\W\\
miz--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: — 48636
Abundance Scan 1298 (9.922 min): BF129453.D\datams 10" Ratio Lower Upper
162.1 165 100
63 1.3 44.9 67.3#%
89 1.2  43.6 65.4#
Raw 50
Abundance
80.1 50000 9.922
0 541\‘\ Mm‘ 1081 13%1 \‘
miz--> 4’0 eb 8‘0 160 1§o 1)10 160 1éo 40000
Abundance Scan 1298 (9.922 min): BF129453.D\data.ms (-1
162.1 30000
Sub 20000
50
10000
80.1
0 >4 lJ\ w1081 13% - J 01
miz--> 4'0 eb 80 160 150 1)10 160 180 Time--> 990 9.95

Abundance Scan 1332 (10.122 min): BF129333.D\data.ms (- #57

165.0 2,4-Dinitrotoluene
Concen: 6.425 ng
89.0 RT: 9.922 min Scan# 1298
Ref 50 63.0 Delta R.T. -0.200 min
Lab File: BF129453.D
119.0139.0 Acq: 29 Jul 2022 21:20
0"W‘wkwm”mHJ‘W“”M‘”‘M“W‘M”V‘”
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 48636
Abundance Scan 1298 (9.922 min): BF129453.D\datams 100 Ratio Lower Upper
169.1 165 100
63 1.3  39.8 59.6#
89 1.2 60.2 90.2#
Raw 5o 182 9.0 2.2 3.2#
Abundance
80.1 50000 9.922
ol 0t 10811821
m/z--> 4‘0 eb 8‘0 160 1§o 1:'10 160 1§o 40000
Abundance Scan 1298 (9.922 min): BF129453.D\data.ms (-1
162.1 30000
Sub 20000
50
10000
80.1
0 541 ‘\ Hm‘ 1081 13%1 \‘ G
miz--> 4‘0 eb 80 100 120 140 160 180 Time--> 990 9.95
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Abundance Scan 1552 (11.416 min): BF129333.D\data.ms (1 #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.416 min Scan# 1{Eigial=lies

Ref 50 Delta R.T. -0.000 min |
Lab File: BF129453.D (SlEEQISEIAEI
80.0 Acq: 29 Jul 2022 21:20 EEEE
of2l ) 1321y | 2380
m/z--> 50 100 150 200 250 300 Tgt Ion:188 Resp: 605062
Abundance Scan 1552 (11.416 min): BF129453.D\data.ms 10" Ratio Lower Upper
188.1 188 100
94 10.1 7.0 10.6
80 10.7 7.6 11.4
Raw 50
Abundance
11.416
80.1
of2L [l 1820y I 3L 40000
miz--> 50 100 150 200 250 300
Abundance Scan 1552 (11.416 min): BF129453.D\data.ms (-
188.1 400000
Sub
50 200000
80.0
0‘42"\(‘)‘“‘!*“\‘%3‘22“‘”““‘\””\”‘w”” 0\“”\““\“”
miz--> 50 100 150 200 250 300 Time--> 11.35 11.40 11.45

Abundance Scan 1474 (10.957 min): BF129333.D\data.ms (- #67

141.1 248.0 4-Bromophenyl-phenylether
77.0 Concen: 4.342 ng
RT: 10.722 min Scan# 1434
Ref 50 Delta R.T. -0.235 min

Lab File: BF129453.D

‘ Acq: 29 Jul 2022 21:20
H“H“H‘ ‘n“\“‘“\ \\1“7‘9‘9“}‘\” R

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 28768

Abundance Scan 1434 (10.722 min): BF129453.D\data.ms ;Zg ig'gio Lower Upper

250 188.9 80.6 120.8#
141 519.6 58.9  88.3#

O

Raw 50
Abundance
150000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 1434 (10.722 min): BF129453.D\data.ms (-
100000
sub 50000
2
- \\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.75
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Abundance Scan 2003 (14.068 min): BF129333.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.062 min Scan#t ¢Sl
Ref 50 Delta R.T. -0.006 min |
Lab File: BF129453.D (SlEEQISEIAEI
120.1 Acq: 29 Jul 2022 21:20 EEEE
0l ‘6\6\0\ ft “\h‘! T }??1\1\“\‘“““‘ T T \.‘ T
m/z--> 50 100 150 200 250 300 350 gt Ion:24@ Resp: 315011
Abundance Scan 2002 (14.062 min): BF129453.D\datams = 10N Ratlo Lower Upper
240.2 240 100
120 10.6 8.9 13.3
236 25.3 20.8 31.2
Raw 50
Abundance
14.p62
120.1
0..640 | 1981 | 2811 356 300000
\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2002 (14.062 min): BF129453.D\data.ms (-
240.2 200000
Sub gy 100000
120.1
0 66.1 £l hH 180.1 m mﬂ‘ 281.1 355. 01
et el 295D 999 o
miz--> 50 100 150 200 250 300 350 Mime->  14.00 14.10

Abundance Scan 1822 (13.004 min): BF129333.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 104.208 ng
RT: 13.004 min Scan# 1822
Ref 50 Delta R.T. -0.000 min
Lab File: BF129453.D
122.1 Acq: 29 Jul 2022 21:20
160.1 2122
\4%.%‘\‘\89}‘.]\-”’“\ ‘\‘ by “‘1‘ T “ \‘ \‘\ H\L‘“ A —
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 1740003
Abundance Scan 1822 (13.004 min): BF129453.D\data.ms Ion Ratio Lower Upper
244.2 244 100
212 7.3 6.1 9.1
122 12.8 8.8 13.2
Raw 50
Abundance
13.004
122.1
160.1  212.2
54.1
04— “\‘\ 19‘0\‘.‘9“\ ‘\‘ Tby T ‘1‘ =TT “ \‘ by M\L‘“ \2\8\1\' 1500000
m/z--> 50 100 150 200 250
Abundance Scan 1822 (13.004 min): BF129453.D\data.ms (-
244.2 1000000
Sub
50 500000
122.1
ol 540 900 " P 2122 | o, 0
B e S L e o R R
m/z--> 50 100 150 200 250 Time--> 12.90 13.00 13.10
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Abundance Scan 2255 (15.551 min): BF129333.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.556 min Scan#t 2[gSagilnlEalee
Ref 50 Delta R.T. ©0.006 min
1321 Lab File: BF129453.D (SlEEQISEIAEI
' Acq: 29 Jul 2022 21:20
0 570l zen | awe
m/z--> 50 100 150 200 250 300 350 400 T8t Ion:264 Resp: 349614
Abundance Scan 2256 (15.556 min): BF129453.D\datams = 10N Ratlo Lower Upper
264.2 264 100
260 22.9 18.4 27.6
265 21.8 17.2 25.8
Raw 50
Abundance
132.1 15.656
0570 | 271 | gmo . VP
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 2256 (15.556 min): BF129453.D\data.ms (-
264.1 150000
Sub 100000
50
50000
132.1
ol 780 .| 2001 | auz  ao0, ot
miz--> 50 100 150 200 250 300 350 400 Time--> 1550 15.60
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