Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080221\
Data File : BF124900.D

Acqg On : 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Time: Aug 02 11:35:58 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 5305 20.000 ng # 0.00
21) Naphthalene-d8 8.134 136 21523 20.000 ng # 0.00
39) Acenaphthene-di10 9.892 164 11797 20.000 ng 0.00
64) Phenanthrene-d10 11.375 188 21058 20.000 ng # 0.00
76) Chrysene-di12 14.010 240 15380 20.000 ng -0.01
86) Perylene-di12 15.480 264 10490 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.463 112 21420 68.365 ng -0.01

7) Phenol-dé6 6.481 99 27329 69.576 ng 0.00
23) Nitrobenzene-d5 7.416 82 18199 50.326 ng -0.01
42) 2,4,6-Tribromophenol 10.675 330 4711 46.511 ng -0.01
45) 2-Fluorobiphenyl 9.210 172 33520 41.733 ng 0.00
79) Terphenyl-di4 12.957 244 35064 39.080 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.416 70 2257 10.761 ng # 73
25) Isophorone 7.416 82 18199 28.461 ng # 59
51) 2,6-Dinitrotoluene 9.892 165 1383 7.707 ng # 26
57) 2,4-Dinitrotoluene 9.892 165 1383 5.679 ng # 18

(#) = 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 : BF124900.D

Acqg On 2 Aug 2021 10:55

Operator : JU/CG

Sample : M3228-04 :
Misc : 20210552-COM-25

ALS vial : 4 Sample Multiplier: 1

Quant Time: Aug 02 11:35:58 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
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Response via : Initial Calibration

Abunldélaoné:oe0 TIC: BF124900.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
78.0 Lab File: BF124900.D
‘ ‘ Acq: 2 Aug 2021 10:55
0 ‘”}‘”M‘\“”j\““\“‘J\““\‘
m/z--> 40 60 100 120 140 Tgt Ion:152 RESpZ 5305
Abundance  Scan 810 (6.851 mln): BF124900.D\datams | 10N Ratio Lower Upper
1500 152 100
150 158.6 117.6 176.4
115 72.9 47.1 70.7#
Raw 50 115.0
52.1 78.1 Abundance
0 8000 [
- 4 1 12 14 [
?t/)TJnZance oY > ° ° 6,851
6000 I\
150.0
4000
sub 115.0
521 781 2000
LS S S L S B S SRS RARRE R
miz--> 40 60 80 100 120 140 Time->  6.82 6.84 6.86 6.88

Abundance Scan 577 (5.481 min): BF124686.D\data.ms (-57 #5

112.0 2-Fluorophenol
Concen: 68.365 ng
64.0 RT: 5.463 min Scan# 574
Ref 50 Delta R.T. -0.012 min
920 Lab File: BF124900.D
380 50 ‘ d) ‘ Acq: 2 Aug 2021 10:55
0\‘\\\‘“‘\\\\}‘\‘\1\"1\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 21426
Abundance  Scan 574 (5.463 min): BF124900.D\datams | 100 Ratio Lower Upper
112.0 112 100
64 60.1 44.2 66.2
64.0 63 35.4 26.2 39.2
Raw 50
Abundance
92.1
38.0 50.0 ‘ ‘ 20000
0\‘\\\‘U‘\\\\}‘\‘\l\’w\‘\\‘\\\\‘\\\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110
Abundance 15000
112.0
64.0 10000
Sub '
>0 5000
92.1
38.0 50.0
Ottt el =
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.45 550
BF124900.D 8270-BF072221.M Mon Aug 02 11:36:16 2021
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BF124900.D 8270-BF072221.M

Abundance Scan 750 (6.498 min): BF124686.D\data.ms (-74 #7
99.1 Phenol-d6
Concen: 69.576 ng
RT: 6.481 min Scan# 747
Ref 50 Delta R.T. -0.006 min
421 71 Lab File: BF124900.D
54.0 Acq: 2 Aug 2021 10:55
0\‘\\\‘“’M\M\\"H‘\‘}‘H‘!\‘“‘\‘\1\8‘21.\0\\‘\\\1“\\\\’
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 27329
Abundance  Scan 747 (6.481 min): BF124900.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 23.8 23.5 35.3
71 34.6 25.6 38.4
Raw 50
71.1 Abundance
42.0 30000
54.0

0\‘\\\‘\’H‘\‘\‘\\"ll\‘l‘\}}}“‘\\\\8‘2\.9\\‘\\\!}\\\\
m/z--> 30 40 50 60 70 80 90 100
Abundance 20000

99.1
Sub
50 10000
71.1
42.0
54.0 82.0 / !

1 JSNNIMBR IS ' S PR, o BB | T
m/z--> 30 40 50 60 70 80 90 100  Time-> 6.45  6.50
Abundance Scan 885 (7.292 min): BF124686.D\data.ms (-87 #19

431 401 n-Nitroso-di-n-propylamine
Concen: 10.761 ng
RT: 7.416 min Scan# 906
Ref 50 105.0 Delta R.T. ©.141 min
1300 Lab File: BF124900.D
' Acq: 2 Aug 2021 10:55
0\\“i}\“\‘\‘“‘\\‘”‘\“\\\\“\‘\\‘\}\\‘\\‘\\\\‘\\\\‘\\\\2‘0\?;]\-
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion: 7@ Resp: 2257
Abundance  Scan 906 (7.416 min): BF124900.D\data.ms | 1On  Ratio Lower Upper
82.1 70 100
42 71.5 72.2 108.2#
54.1 101 0.0 7.8 11.8#
Raw s5p 128.1 130 0.0 21.8 32.6#
Abundance
‘ | 2500

0\\‘H\‘\\\‘\\\}“‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 2000
Abundance

821 1500
54.1 1000

sub 128.1
500

. B
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-ds8
Concen: 20.000 ng
RT: 8.134 min Scan# 1028
Ref 50 Delta R.T. -0.006 min
Lab File: BF124900.D
. . 20210552-COM-25
108.1 Acq: 2 Aug 2021 10:55
0 40"9 5\4\1 §§1 \\\8ﬂ..0 . A
T ‘ T T ‘ T T ‘ T T T ‘ T T T ‘ L ‘ T . .
m/z--> 40 60 80 100 120 140 18t Ion:136 Resp: = 21523
Abundance Scan 1028 (8.134 min): BF124900.D\datams | 10N Ratio Lower Upper
136.1 136 100
137 10.2 9.8 14.6
54 9.0 6.4 9.6
Raw sgg 68 5.4 3.3  4.9%
Abundance
54.0 108.0
IV e« S S 20000
m/z--> 40 60 80 100 120 140
Abundance 15000
136.1
10000
Sub
5
5000
108.0
-———
m/z--> 40 60 80 100 120 140 Time-->
Abundance Scan 910 (7.439 min): BF124686.D\data.ms (-90 #23
82.1 Nitrobenzene-d5
Concen: 50.326 ng
54.1 1280 RT: 7.416 min Scan# 906
Ref 50 ' Delta R.T. -0.012 min
Lab File: BF124900.D
0 98.1 Acq: 2 Aug 2021 10:55
4\\.‘1\ 1l 68‘0 1yl ‘ 112.0

o

‘\\H‘\\H‘\‘\‘\\‘\H\.‘\\\\i‘H\‘HH‘HH“\H‘\‘H\“HH . .
miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 82 Resp: 18199

Abundance  Scan 906 (7.416 min) BF124900.D\data.ms | 1oN  Ratio  Lower Upper
82.1 82 100

128 44.5 40.6 60.8
54 56.5 49.6 74.4

54.1
Raw gg 128.1
Abundance
98.0
40.‘0 ‘ ‘ 111.9 20000
0‘\HWH}\‘HH‘HH‘HH"H\‘HH‘HH‘H.H‘HH“HH
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance 15000
82.1
10000
54.1
sub 50 128.1
5000
98.0
0 40.0 111.9 0 /
R ARAR AR e R e e ARARARE T
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 7.40 7.45
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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
Ref 50 Delta R.T. ©.000 min
Lab File: BF124900.D
80.0 Acq: 2 Aug 2021 10:55
0 \52\.\0 fin \h‘\\ . 1081 1321 ) ¢
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 11797
Abundance Scan 1327 (9.892 min): BF124900.D\datams | 10N Ratio Lower Upper
162.1 164 100
162 104.3 81.3 121.9
160 44.8 38.0 57.0
Raw 50
Abundance ‘
80.1 9892
53.9 ‘ ‘ 132.0
0\“\\“\“\}\}H‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 10000
Abundance
162.1
Sub 5000
50
80.1
53.9 132.0
o+t el 01 e
miz--> 40 60 80 100 120 140 160  Time->  9.85 9.90

BF124900.D 8270-BF072221.M

Mon Aug 02 11:

36:20 2021

Abundance Scan 954 (7.698 min): BF124686.D\data.ms (-94 #25
82.1 Isophorone
Concen: 28.461 ng
RT: 7.416 min Scan# 906
Ref 50 Delta R.T. -0.265 min
Lab File: BF124900.D .
391 540 1380 pcq: 2 Aug 2021 10:55 20210552-COM-25
0 T T ‘\“‘\ ‘ T ‘\ T \ ‘ ‘\ T ‘\ ‘ }]\-0\-0\ ‘ L “ T
m/z--> 40 60 80 100 120 140 Tgt Ion: 82 Resp: 18199
Abundance  Scan 906 (7.416 min): BF124900.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
54.1 138 0.0 18.4 27 .6%#
Raw 5o 128.1
Abundance
7.416
98.0
3$W L ‘ ‘ [ ! 20000
0 T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 40 60 80 100 120 140
Abundance 15000
82.1
10000
54.1
Sub g 128.1
5000
98.0
38.0 0
e — ——
miz--> 40 60 80 100 120 140 Mime-> 7.40 7.45
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Abundance Scan 1465 (10.704 min): BF124686.D\data.ms (- #42

329.t 2,4,6-Tribromophenol
Concen: 46.511 ng

RT: 10.675 min Scan# 1460

Ref 50{ 620 140.9 Delta R.T. -0.012 min
2218 Lab File: BF124900.D
‘ Acq: 2 Aug 2021 18:55 20210552-COM-25
0 ‘\‘\‘ \M wll ” ‘ Mh‘\‘ }‘\‘ ‘\HN\‘ ‘\‘ : Uh“ ‘\wl\‘ e
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 4711
Abundance Scan 1460 (10.675 min): BF124900.D\data.ms | 190 Ratio Lower Upper
331 330 100
62.0 332 92.4 76.2 114.4
141 42.6 44.6 66.8%
Raw 50
Abundance
5000
0,
miz--> 50 100 150 200 250 300 4000
Abundance
331 3000
62.0
Sub 140.9 2000
50
1000
221.8
(\SUIE B NI BTN W BN 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: 41.733 ng

RT: 9.210 min Scan# 1211
Ref 50 Delta R.T. -0.006 min

Lab File: BF124900.D

Acq: 2 Aug 2021 10:55
510 851 1950 133.01520 a &

0+ \“ s \“”\ et T iy T o i Py T iW‘ T i
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 33520

Abundance Scan 1211 (9.210 min): BF124900.D\data.ms ~ 1oN Ratio  Lower Upper
172.0 | 172 100

171 33.3 26.5 39.7
176 23.1 18.8 28.2

Raw 50
Abundance
40000 9.210
51.0 85.0 120.0 14(‘5.“0 |
0\\“\\“\\“\\\Hw‘\h\\\‘\\\\i\\\‘\‘}\‘\\‘\\‘\‘\
m/z--> 40 60 80 100 120 140 160 30000
Abundance
172.0
20000
Sub 50
10000
51.0 85.0 120.0 146.0 0
O Frr e e e e e e e T T
m/z--> 40 60 80 100 120 140 160 Time--> 9.20
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Abundance Scan 1294 (9.698 min): BF124686.D\data.ms (-1 #51
165.0 2,6-Dinitrotoluene
Concen: 7.707 ng
RT: 9.892 min Scan# 1327
Ref 50 89.0 Delta R.T. ©.212 min
63.0 121.0 Lab File: BF124900.D
43 o ‘ ‘ ‘ Acq: 2 Aug 2021 10:55 20210552-COM-25
0 T \\ \‘\“‘m\\\’\”\\\ “\HH\ \‘H“\\ \\‘\ T ‘\‘\\
m/z--> 40 100 120 140 160 Tgt IOI"IZ:!.65 RESpZ 1383
Abundance Scan 1327 (9.892 min): BF124900.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
5%9 ‘ ‘ 13%0 ‘ 1500
0\\“\\‘\\‘}}\}H’\\‘\\‘\\\\‘\\\‘\‘\\\\‘
m/z--> 40 60 80 100 120 140 160
Abundance
162.1 1000
Sub 50 500
80.1
53.9 132.0 0
G\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\‘\\\\‘\\\\‘\\\\’
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: 5.679 ng
’ RT: 9.892 min Scan# 1327
Ref 50 63.0 Delta R.T. -0.188 min
119.0 Lab File:  BF124900.D
39.0
Acq: 2 Aug 2021 10:55
L | 1390
0\\\“‘\‘\\\‘\h\\H\‘i\u\i\‘\m\\\‘\\\\‘\\\\‘\w\\“\\
miz--> 40 60 80 100 120 140 160 180 '8t Ion:165 Resp: 1383
Abundance Scan 1327 (9.892 min): BF124900.D\datams | 10N Ratio Lower Upper
162.1 165 100
63 0.0 40.9 61.3#
89 0.0 59.7 89.5#
Raw 5g 182 0.0 0.0 0.0
Abundance
80.1 9/892
539‘ 132.0 ‘ 1500
0\\\‘\\\\‘}\‘\}H‘\\\\‘\\\\‘\\}‘\‘\\\\‘ \\\‘\\
m/z--> 40 60 80 100 120 140 160 180
Abundance
162.1 1000
Sub 50 500
80.1
53.9 132.0 0
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 (1 #64

188.1 | phenanthrene-d10
Concen: 20.000 ng
RT: 11.375 min Scan# 1579
Ref 50 Delta R.T. -0.006 min
Lab File: BF124900.D
94.0 160.1 Acq: 2 Aug 2021 10:55
\4%\0\1‘\‘6?\(\)“} T \‘H\ RERR ‘%\3%\9‘\ T H‘l‘\ T !‘H‘\ ™
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:188 Resp: 21058
Abundance Scan 1579 (11.375 min): BF124900.D\data.ms | 10N Ratio Lower Upper
188.1 188 100
94 9.3 6.7 10.1
80 11.9 7.5 11.3#
Raw 50
Abundance
80.1 160.1 25000
0 T ‘ \572\.\()‘ \‘\ T “l T \‘H\ ‘ TTTT ‘J\-\3\2\.c‘)\ T Hl TTTT ‘ !“‘\ T ‘
miz--> 40 60 80 100 120 140 160 180 20000
Abundance
188.1 15000
Sub 10000
50
5000
80.1 160.1
0 52.0 132.0 0
— R R R R
miz--> 40 60 80 100 120 140 160 180  Time--> 11.35 11.40
Abundance Scan 2032 (14.039 min): BF124686.D\data.ms (- #76
240.2 | chrysene-di12
Concen: 20.000 ng
RT: 14.010 min Scan# 2027
Ref 50 Delta R.T. -0.012 min
Lab File: BF124900.D
120.1 Acq: 2 Aug 2021 10:55
ol 521 920 " 1560 2080 Mm
\‘\\H‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 220 240 18t Ion:246 Resp: 15380
Abundance Scan 2027 (14.010 min): BF124900.D\datams | 10N Ratio Lower Upper
240.2 240 100
120 11.1 10.8 16.2
236 26.0 21.6 32.4
Raw 50
Abundance
118.1
o2l 899 || 1561 212.1 15000
\‘\\H‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘H\\‘\\H‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
240.2 10000
Sub 50 5000
118.1
o2l 89.9 156.1 212.1 0
L e ;
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-->
BF124900.D 8270-BF072221.M Mon Aug 02 11:36:22 2021
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Abundance Scan 1853 (12.986 min): BF124686.D\data.ms (-

244.2

#79
Terphenyl-di14
Concen: 39.080 ng

RT: 12.957 min Scan#t 1848

Ref 50 Delta R.T. -0.006 min
Lab File: BF124900.D
122.1 Acq: 2 Aug 2021 10:55
oL “\S\ﬁ\.‘lﬁ \8\%.\11‘\ T i \“‘\ Tt TT \l\?ﬁ\]: EAR \‘ﬁ]\-ﬁ"]\.‘\ T \MM“\ il
m/z--> 40 60 80 100120 140160180200220240 T8t Ion:244 Resp: 35064
Abundance Scan 1848 (12.957 min): BF124900.D\data.ms | 10N Ratio Lower Upper
oano | 244 100
212 7.4 5.9 8.9
122 11.0 9.0 13.4
Raw 50
Abundance
122.1 40000
0 T “\?ﬁ\.e T ?ﬁ\'\o\ T ‘ \‘\‘ T \“‘\ T } ‘ T \]-\?ﬁ.\]: T ‘ TTTT ﬁl\f.‘]\_‘\ T \‘““H L
miz--> 40 60 80 100 120 140 160 180 200 220 240 30000
Abundance
244.2
20000
Sub
50
10000
122.1
421 82.0 1601 2121
T ] PR SRR NENIH1 A e
m/z--> 40 60 80 100120 140 160 180200220240 Time--> 12.95

Abundance Scan 2282 (15.510 min): BF124686.D\data.ms (- #86

264.1 | perylene-di12
Concen: 20.000 ng
RT: 15.480 min Scan# 2277
Ref 50 Delta R.T. ©.000 min
Lab File: BF124900.D
129.9 Acq: 2 Aug 2021 10:55
0y L \\H‘ . ‘23‘\2"1‘\”!\””
miz--> 50 100 150 200 250 Tgt Ion:264 Resp: 10490
Abundance Scan 2277 (15.480 min): BF124900.D\data.ms ~ LON  Ratio  Lower Upper
264.; 264 100
260 23.6 19.6 29.4
265 18.8 17.2 25.8
Raw 50
Abundance
571 13H2.0 ‘ ‘ 8000
0\”“‘\\\\‘\“\‘\\‘\\\\‘\\\\‘U\
m/z--> 50 100 150 200 250 6000
Abundance
264.1
4000
Sub 50
2000
571 132.0 |
07~ T N A SR RN SR N
m/z--> 50 100 150 200 250 Time--> 15.45 15.50
BF124900.D 8270-BF072221.M Mon Aug 02 11:36:23 2021
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