Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124903.D

Acqg On : 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

ALS vial : 7 Sample Multiplier: 1

Quant Time: Aug 02 13:01:38 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 02 11:15:51 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.851 152 4991 20.000 ng 0.00
21) Naphthalene-d8 8.133 136 19314 20.000 ng # 0.00
39) Acenaphthene-di10 9.892 164 10524 20.000 ng 0.00
64) Phenanthrene-d10 11.374 188 19880 20.000 ng 0.00
76) Chrysene-di12 14.009 240 14769 20.000 ng -0.01
86) Perylene-di12 15.480 264 10406 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 469 112 35500 120.431 ng .00
7) Phenol-dé6 .481 99 44268 119.791 ng .00
23) Nitrobenzene-d5 .416 82 27934 86.081 ng -0.01

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.680 330 8740 96.726 ng 0.00

9 0

2 0

45) 2-Fluorobiphenyl .210 172 45172 63.043 ng .00
79) Terphenyl-di4 12.957 244 45841 53.205 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.416 70 3670 18.598 ng # 65
25) Isophorone 7.416 82 27934 48.682 ng # 59
51) 2,6-Dinitrotoluene 9.892 165 1122 7.008 ng # 26
57) 2,4-Dinitrotoluene 9.892 165 1122 5.165 ng # 18
67) 4-Bromophenyl-phenylether 10.680 248 613 2.907 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\BF080221\
Data File : BF124903.D

Acqg On 2 Aug 2021 12:33

Operator : JU/CG

Sample : M3216-06 :
Misc : 20210567-COM-40

ALS vial : 7 Sample Multiplier: 1

Quant Time: Aug 02 13:01:38 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 02 11:15:51 2021

Response via : Initial Calibration

Abundance TIC: BF124903.D\data.ms
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Abundance Scan 813 (6.869 min): BF124686.D\data.ms (-80 #1

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

RT: 6.851 min Scan# 810

Ref 50 115.0 Delta R.T. -0.006 min
520  78.0 Lab File: BF124903.D
‘ ‘ Acq: 2 Aug 2021 12:33 20210567-COM-40
0 \\W\\‘\“\“\\\“!"\‘\\\‘\\\}“\\\\‘\\
m/z--> 40 60 80 100 120 140 Tgt Ion:152 Resp: 4991

Abundance  Scan 810 (6.851 min): BE124903.D\data.ms | 10N Ratio  Lower Upper
1500 152 100

150 167.0 117.6 176.4
115 66.0 47.1 70.7

Raw 50
115.0 Abundance
52.0 78.0 10000
m/z--> 40 60 80 100 120 140 |
Abundance 6.851
150.0 6000 IN|
4000
Sub
50 115.0
520 780 2000
G\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 Time->  6.826.84 6.86 6.88

Abundance Scan 577 (5.481 min): BF124686.D\data.ms (-57 #5
112.0 2-Fluorophenol
Concen: 120.431 ng

64.0 RT: 5.469 min Scan# 575
Ref 50 Delta R.T. -0.006 min

92.0 Lab File: BF124903.D

38.0 ‘ ‘ Acq: 2 Aug 2021 12:33
50.0

‘M‘wM‘M“MMMH1MiMW§%é‘W“H‘M“W‘H‘M

miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 35500

Abundance  Scan 575 (5.460 min) BF124903 D\data.ms 10N Ratio  Lower Upper
112.0 112 100

64 60.8 44.2 66.2

o

64.1 63 32.8 26.2 39.2
Raw gg
920 Abundance
38.1 50,0 ‘
) 79
0 \M\H“M\\\MME\N\M\MU\\ﬁ}\\w\\\w\\\‘M\\M 30000
miz--> 30 40 50 60 70 80 90 100 110
Abundance
112.0 20000
64.1
Sub
50 10000
92.0
38.1
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.45 5.50
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BF124903.D 8270-BF072221.M

Abundance Scan 750 (6.498 min): BF124686.D\data.ms (-74 #7
99.1 Phenol-d6
Concen: 119.791 ng
RT: 6.481 min Scan# 747
Ref 50 Delta R.T. -0.006 min
421 L1 Lab File: BF124903.D
54.0 Acq: 2 Aug 2021 12:33
0 \‘\\\‘“‘M\‘\‘H“H‘M‘HH!\‘“‘M\\S‘zilwou‘\m”mm‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 44268
Abundance  Scan 747 (6.481 min): BF124903 D\datams | 100 Ratio Lower Upper
99.1 99 100
42 26.9 23.5 35.3
71 36.9 25.6 38.4
Raw 50
71.1 Abundance
42.1 6.481
‘ 54.1 40000
0\‘\\\}‘H\M\\“\‘\‘\1‘\}1}“‘\\\\8‘2\.9\\‘\\\‘\}\\\\
m/z--> 30 40 50 60 70 80 90 100 30000
Abundance
99.1
20000
Sub
50
71.1 10000
42.1
54.1
0 82.0
—— o
m/z--> 30 40 50 60 70 80 90 100  Time--> 645  6.50
Abundance Scan 885 (7.292 min): BF124686.D\data.ms (-87 #19
431 401 n-Nitroso-di-n-propylamine
Concen: 18.598 ng
RT: 7.416 min Scan# 906
Ref 50 105.0 Delta R.T. ©.141 min
1300 Lab File: BF124903.D
' Acq: 2 Aug 2021 12:33
0 \\“i}\“\‘\‘“‘\\‘U‘\“\\\\“\‘\\‘\}\\‘\\‘\\\\‘\\\\‘\\\\2‘0\?;]\-
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion: 7@ Resp: 3670
Abundance  Scan 906 (7.416 min): BF124903.D\datams | 100 Ratio Lower Upper
82.1 70 100
42 61.5 72.2 108.2#
54.1 11 0.8 7.8 11.8#
Raw gg 130 0.0 21.8 32.6%#
128.0 Abundance
‘ ‘ 4000
0\\‘H\‘\‘\\‘\\\\‘“\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 3000
Abundance
82.1
2000
Sub 50 54.1
1280 1000
. T
miz--> 40 60 80 100 120 140 160 180 200 Time—>  7.38 7.40 7.42 7.44
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Abundance Scan 1032 (8.157 min): BF124686.D\data.ms (-1 #21

136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 8.133 min Scan# 1028
Ref 50 Delta R.T. -0.006 min
Lab File: BF124903.D
. . 20210567-COM-40
108.1 Acq: 2 Aug 2021 12:33
0 4Q'\0 5\4\1 §ﬁ1 Hw8w4w"0 . . \H
T ‘ L ‘ 1T T ‘ T T ‘ T T ’ T ‘ T . .
m/z--> 40 60 80 100 120 140 T8t Ion:136 Resp: 19314
Abundance Scan 1028 (8.133 min): BF124903.D\data.ms 10N Ratio Lower Upper
1361 136 100
137 11.6 14.6
54 9.7 9.6#
Raw 5g 68 6.0 4.9%
Abundance
54.1 108.1 20000
0 40\0 ‘ §ﬁl \\8%'\1 I \H
T ‘ L ‘ T T T ‘ T T T ‘ UL ’ LI ‘ T
miz--> 40 60 80 100 120 140 15000
Abundance
136.1
10000
Sub
50
5000
54.1 108.1
ol 40.0 68.1 g2.1 0
—_—— s
miz--> 40 60 80 100 120 140 Time-> 810  8.15
Abundance Scan 910 (7.439 min): BF124686.D\data.ms (-90 #23
82.1 Nitrobenzene-d5
Concen: 86.081 ng
54.1 . RT: 7.416 min Scan# 906
Ref 50 ' Delta R.T. -0.012 min
Lab File: BF124903.D
401 98.1 Acq: 2 Aug 2021 12:33
0 ‘\H}H\}\W\‘H‘\ieﬁ.“(\)\“\‘i“u\‘\\\!‘\\%%\2\.9‘\‘\\\“\\\\
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 82 Resp: 27934
Abundance  Scan 906 (7.416 min): BF124903.D\datams | 10N Ratio Lower Upper
82.1 82 100
128 40.4 40.6 60.84#
54.1 54 58.8 49.6 74.4
Raw 50
128.0 Abundance
98.1 30000 7.416
L0 een " uag
‘\\H‘\H\‘H\\‘\\\\‘\\H‘H\‘H\\‘\\\\‘\\H‘\H\‘H\\
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance 20000
82.1
54.1
Sub 10000
50 128.0
98.1
0 40.0 68.1 112.0 0
RN AR KA AR AR ARNEA R KRRRARARE R
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45
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Ref 50

o

80.0
52\'\0 \ m‘m 108.1 13%'1 |

m/z-->

40 60 80 100 120 140 160

Abundance Scan 954 (7.698 min): BF124686.D\data.ms (-94 #25
82.1 Isophorone
Concen: 48.682 ng
RT: 7.416 min Scan# 906
Ref 50 Delta R.T. -0.265 min
Lab File: BF124903.D
39.1
54.0 1380 acq: 2 Aug 2021 12:33
0 \\‘i“\\“i“‘\‘\“\\\““\\\‘\‘:\L]\-O\-Q‘\\\\“\\
m/z--> 40 60 80 100 120 140 18t Ion: 82 Resp: 27934
Abundance  Scan 906 (7.416 min): BF124903 D\datams | 100 Ratlo 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 Abundance
98.1 30000 7.416
o |
0 T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 40 60 80 100 120 140
Abundance 20000
82.1
54.1
Sub 10000
50 128.0
98.1
38.0 0
e e e e B o e
miz--> 40 60 80 100 120 140 Mime-> 7.40 7.45
Abundance Scan 1331 (9.916 min): BF124686.D\data.ms (-1 #39
162.1 | Acenaphthene-di10
Concen: 20.000 ng

RT: 9.892 min Scan# 1327
Delta R.T. -0.000 min
Lab File: BF124903.D
Acq: 2 Aug 2021 12:33

Tgt Ion:164 Resp: 10524

Abundance Scan 1327 (9.892 min): BF124903 D\data.ms 10N Ratio  Lower Upper
162.1 164 100
162 103.5 81.3 121.9
160 43.3 38.0 57.0
Raw 50
Abundance ‘
80.1 9,892
540 108.0 131.9 |
0\“\\H\‘\}\““\\\\‘\}\\‘\\}‘\‘\\\1‘ 10000
miz--> 40 60 80 100 120 140 160
Abundance
162.1
5000
Sub
50
80.1
54.0 108.0 131.9 0
o+t — e
miz--> 40 60 80 100 120 140 160  Time->  9.85 9.90

BF124903.D 8270-BF072221.M
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Abundance Scan 1465 (10.704 min): BF124686.D\data.ms (- #42
329.¢| 2,4,6-Tribromophenol
Concen: 96.726 ng
RT: 10.680 min Scan# 1461
Ref 50{ 620 140.9 Delta R.T. -0.006 min
2218 Lab File: BF124903.D
‘ ‘ Acq: 2 Aug 2021 12:33
0 ‘\‘\‘ \M ll U ‘ by o }‘\‘ ‘\HN\‘ A Uh“ ‘\wl\‘ e
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 8740
Abundance Scan 1461 (10.680 min): BF124903 D\data.ms | 10N Ratio Lower Upper
320¢ 330 100
332 94.3 76.2 114.4
141 41.0 44.6 66.8#
Raw 50
62.1 141.0 Abundance
‘ H 221.8 10000 10.680
0 “\‘ i\}‘ l U ‘ \“h‘ , ‘H‘ ‘\MN‘ T Uh“‘ “l\\ e 8000
m/z--> 50 100 150 200 250 300
Abundance
329.¢ 6000
4000
Sub
501 621
141.0 2000
221.8
O+ — L B
miz--> 50 100 150 200 250 300 Time--> 10.65  10.70

Abundance Scan 1215 (9.233 min): BF124686.D\data.ms (-1 #45

172.0 | 2-Fluorobiphenyl
Concen: 63.043 ng
RT: 9.210 min Scan# 1211
Ref 50 Delta R.T. -0.006 min
Lab File: BF124903.D
Acq: 2 Aug 2021 12:33
510 851 133.0152.0 4 g
O+ \“ T \H\ \“”\ el T \h‘\ \‘\]‘-“0\5\.9\ i T \‘\ T iW‘ \" !
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 45172
Abundance Scan 1211 (9.210 min): BF124903.D\datams | 10N Ratio Lower Upper
172.1 | 172 100
171 35.0 26.5 39.7
170 23.1 18.8 28.2
Raw 50
Abundance
51.0 85.1 120.0 146.0 | 50000
0\\“\\H\\“\\\Hw‘\h\\\‘\\\\i\\\‘\‘“\‘u\’\\‘\‘
m/z--> 40 60 80 100 120 140 160 40000
Abundance
172.1 30000
Sub 20000
50
10000
51.0 85.1 120.0 146.0 /
O et st o
m/z-—-> 40 60 80 100 120 140 160 Time--> 920 9.25

BF124903.D 8270-BF072221.M
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Abundance Scan 1294 (9.698 min): BF124686.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 7.008 ng
RT: 9.892 min Scan# 1327
Ref 50 89.0 Delta R.T. ©.212 min
63.0 121.0 Lab File: BF124903.D
43.0 ‘ ‘ ‘ Acq: 2 Aug 2021 12:33 20210567-COM-40
0\\ \\\‘\“‘m\\\’\”\\\“\HH\\‘H“\\\\‘\\\\‘\‘\\
m/z--> 40 100 120 140 160 Tgt IOI"IZ:!.65 RESpZ 1122
Abundance Scan 1327 (9.892 min): BF124903.D\datams | 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 9.892
0 5\4\0 [ 10\80 13\1\9 \‘\
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 1000
Abundance
162.1
Sub 500
50
80.1
o 54.0 108.0 131.9 0
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\’\\\\‘
miz--> 40 60 80 100 120 140 160  Time->  9.86 9.88 9.90
Abundance Scan 1362 (10.098 min): BF124686.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
890 Concen: 5.165 ng
’ RT: 9.892 min Scan# 1327
Ref 50 63.0 Delta R.T. -0.188 min
119.0 Lab File:  BF124903.D
39.0
Acq: 2 Aug 2021 12:33
L 139.0
0\\\“‘\‘\‘\\‘\h\\H\‘i\u\i\‘\m\\\“\\\\‘\\\\‘\w\\“\\
miz--> 40 60 80 100 120 140 160 180 '8t Ion:165 Resp: 1122
Abundance Scan 1327 (9.892 min): BF124903.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 9.892
0 5?‘\’0 Il 1080 1319 \‘\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\
m/z--> 40 60 80 100 120 140 160 180
1000
Abundance
162.1
Sub 500
50
80.1
o 54.0 108.0 131.9 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \\‘\\\\‘\\\\’\\\\‘
miz--> 40 60 80 100 120 140 160 180 Time->  9.86 9.88 9.90
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Abundance Scan 1583 (11.398 min): BF124686.D\data.ms (- #64
188.1 | phenanthrene-d10
Concen: 20.000 ng
RT: 11.374 min Scan# 1579
Ref 50 Delta R.T. -0.006 min
Lab File: BF124903.D .
94.0 160.1 Acq: 2 Aug 2021 12:33 20210567-COM-40
%%I(‘)m??f(‘)w} I E— _1‘?\17?‘ T S— M -
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 19880
Abundance Scan 1579 (11.374 min): BF124903.D\data.ms 10N Ratio Lower Upper
188.1 188 100
94 9.9 6.7 10.1
80 9.5 7.5 11.3
Raw 50
Abundance
80.0 160.1
ol $20. 020 1320 T | 20000
m/z--> 40 60 80 100 120 140 160 180
Abundance 15000
188.1
10000
Sub 50
5000
s20 %00 1020 1320 160.1 0
miz--> 40 60 80 100 120 140 160 180 Time--> 1135 1140
Abundance Scan 1506 (10.945 min): BF124686.D\data.ms (- #67
141.0 250.0 4-Bromophenyl-phenylether
Concen: 2.907 ng
RT: 10.680 min Scan# 1461
Ref 50{ 770 Delta R.T. -0.241 min
Lab File: BF124903.D
39. ‘ Acq: 2 Aug 2021 12:33
0“\“ ‘ \“‘“\‘m‘\‘\“‘ T L““H‘ H‘\H‘ T NN S e
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 613
Abundance Scan 1461 (10.680 min): BF124903.D\datams | 10N Ratio Lower Upper
320.¢ 248 100
250 183.3 74.2 111.4#
141 387.1 60.4 90.6#
Raw
>0 621 141.0 Abundance
H 2218 4000
0“\‘ ‘\\ }h il U ‘ }‘h‘ . ‘\‘ ‘\MN‘ T Uhh‘ ““\\‘ T
miz--> 50 100 150 200 250 300 3000
Abundance
329.¢
2000
Sub 50
62.1 1410 1000 10.680
221.8
Or— 77 B S —
miz--> 50 100 150 200 250 300 Time->  10.65 10.70
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Ref 50

o

240.2

120.1
521 920 |7 1560 2080 mm

m/z-->

40 60 80 100 120 140 160 180 200 220 240

Abundance Scan 2032 (14.039 min): BF124686.D\data.ms (- #76

Chrysene-d12

Concen: 20.000 ng

RT: 14.009 min Scan# 2027
Delta R.T. -0.012 min

Lab File: BF124903.D

Acq: 2 Aug 2021 12:33

Tgt Ion:240 Resp: 14769

Ion Ratio Lower Upper
240 100

126 11.6 10.8 16.2
236 23.5 21.6 32.4

Abundance

15000

Abundance Scan 2027 (14.009 min): BF124903.D\data.ms
240.2
Raw 50
120.0
\‘\\H‘\\H‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
240.2
Sub
50
120.0
042.0 92.0 208.1
L
m/z--> 40 60 80 100 120 140 160 180 200 220 240

10000

5000

Time--> 14.00 14.05

Ref 50

244.2

122.1 160.1 212.1
54.1 821 ‘ AL [ \‘N‘

o

m/z-->

40 60 80 100120140160 180200 220 240

Abundance Scan 1853 (12.986 min): BF124686.D\data.ms (- #79

Terphenyl-d14

Concen: 53.205 ng

RT: 12.957 min Scan# 1848
Delta R.T. -0.006 min

Lab File: BF124903.D

Acq: 2 Aug 2021 12:33

Tgt Ion:244 Resp: 45841

Abundance Scan 1848 (12.957 min): BF124903 D\data.ms 10N Ratio  Lower Upper
2442 | 244 100
212 6.9 5.9 8.9
122 10.8 9.0 13.4
Raw 50
Abundance
122.0 160.1 212.1
541 921 :
0\“\\U\‘\‘\\\i‘\\}\‘\‘\‘\\“‘\\\}‘\\\\‘}‘\\\\‘\\\\“\\1\‘\‘\\\““\\\ 40000
miz--> 40 60 80 100120 140 160 180 200 220 240
Abundance 30000
244.2
20000
Sub
50
10000
o541 e21 1220 1601 2121
S P, AW RASR] RMSRSM N | s
miz--> 40 60 80 100 120 140 160 180 200 220240 Time--> 12.95  13.00
BF124903.D 8270-BF072221.M Mon Aug 02 13:01:54 2021
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Abundance Scan 2282 (15.510 min): BF124686.D\data.ms (- #86
264.1 | perylene-d12
Concen: 20.000 ng
RT: 15.480 min Scan# 2277
Ref 50 Delta R.T. -0.000 min
Lab File: BF124903.D .
129.9 Acq: 2 Aug 2021 12:33 20210567-.COM-40
0\\N‘\l‘”\‘\\\\‘\\\\‘\\\\2‘0\?-\0\‘?\3}2\.1‘-\\\M““H‘\\\
m/z--> 120 140 160 180 200 220 240 260 18t Ion:264 Resp: 10406
Abundance Scan 2277 (15.480 min): BF124903.D\datams | 10N Ratlo Lower Upper
2642 | 264 100
260 21.6 19.6 29.4
265 20.1 17.2 25.8
Raw 50
Abundance
130.0 8000
G\\‘\“\\‘H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\}“‘HH\\\
m/z--> 120 140 160 180 200 220 240 260 6000
Abundance
264.1
4000
S
ub 50
2000
130.0
SN SST | M e
miz--> 120 140 160 180 200 220 240 260  Time--> 15.45 15.50
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