Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100821\
Data File : BF125790.D

Acqg On : 8 Oct 2021 19:14
Operator : JU/CG

Sample : M411-08

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Time: Oct @9 01:04:56 2021

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

QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.845 152 212469 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 862318 20.000 ng # 0.00
39) Acenaphthene-di10 9.875 164 447498 20.000 ng 0.00
64) Phenanthrene-d10 11.357 188 713326 20.000 ng 0.00
76) Chrysene-di12 13.986 240 414716 20.000 ng 0.00
86) Perylene-di12 15.445 264 445621 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol .469 112 1590670  122.303 ng .01
7) Phenol-dé6 .469 99 1744904  104.217 ng .00
23) Nitrobenzene-d5 .404 82 1218159 87.811 ng .00

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.663 330 557324  126.143 ng 0.00

9 0

2 0

45) 2-Fluorobiphenyl .198 172 2270194 87.502 ng .00
79) Terphenyl-di4 12.945 244 2086602 76.641 ng .00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.404 70 153725 17.393 ng # 51
25) Isophorone 7.404 82 1215828 49.470 ng # 59
51) 2,6-Dinitrotoluene 9.875 165 57773 9.703 ng # 27
57) 2,4-Dinitrotoluene 9.875 165 57773 7.674 ng # 19
67) 4-Bromophenyl-phenylether 10.663 248 30407 3.849 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\BF100821\
Data File : BF125790.D

Acqg On : 8 Oct 2021 19:14
Operator : JU/CG

Sample : M411-08

Misc :

ALS vial : 17 Sample Multiplier: 1

Quant Time: Oct 09 01:04:56 2021

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

QLast Update : Thu Oct 07 17:16:23 2021

Response via : Initial Calibration

Abundance TIC: BF125790.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: 6.845 min Scan# 809

Ref 50 115.0 Delta R.T. ©0.000 min
78.0 Lab File: BF125790.D
52.0 Acq: 8 Oct 2021 19:14
0H“i“‘!‘\H“HMH‘\““\“3‘1‘9\”““‘\‘
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 212469

Abundance Scan809(6.845m|n). BF125790.D\datams 100 Ratio Lower Upper
150.0 152 100

150 157.2 117.6 176.4
115 57.3 47.1 70.7

Raw 50
115.0 Abundance
520 78.0
350 | ‘\‘ 97.0 || 1319 ||
0\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 809 (6.845 min): BF125790.D\data.ms (-79
150.0 200000
Sub 50
115.0 100000
520 /80
0350 ., ‘\‘ 97.0 1319 | 0
H‘,H‘“H‘“HH‘HH‘HH‘HH_ T
m/z--> 40 60 100 120 140 160 Time--> 6. 80 6.85

Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-56 #5

112.0 2-Fluorophenol
Concen: 122.303 ng
64.0 RT: 5.469 min Scan# 575
Ref 50 Delta R.T. ©0.012 min
Lab File: BF125790.D
Acq: 8 Oct 2021 19:14
39.1 \‘ ‘ |
0\\\’\\‘\‘\‘H\‘\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:112 Resp: 1590670
Abundance  Scan 575 (5.469 min): BF125790.D\datams ~ 1©0 Ratio Lower Upper
119.0 112 100
64 54.3 44.2 66.2
64.0 63 26.9 26.2 39.2
Raw 50
Abundance
469
0" ‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘()\\7.\0\
m/z--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 575 (5.469 min): BF125790.D\data.ms (-52
112.0
Sub 64.0 500000
50
ob 202 207G o k -
miz--> 40 60 80 100 120 140 160 180 200 Time--> 540 550 5.60
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Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 104.217 ng
RT: 6.469 min Scan# 745
Ref 50 Delta R.T. -0.006 min
Lab File: BF125790.D
42.1 Acq: 8 Oct 2021 19:14
oL u‘hhu‘”‘\‘u\‘\”u‘ “\ S
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 1744904
Abundance  Scan 745 (6.469 min): BF125790.D\datams 10N Ratlo Lower Upper
99.1 99 100
42 14.7 23.5 35.3#
71 30.5 25.6 38.4
Raw 50
Abundance
42.1 1500000
b 4 281
m/z--> 50 100 150 200 250
Abundance Scan 745 (6.469 min): BF125790.D\data.ms (-69 1000000
99.1
sub 500000
42.1
G‘H\\‘\H‘\HNUH\ HH‘HH‘HH“Z‘S‘]--“ G“H“HH :
miz--> 50 100 150 200 250 Time--> 6.40  6.50

Abundance Scan 880 (7.263 min): BF125768.D\data.ms (-87 #19

di-n-propylamine
17.393 ng

04 min Scan# 904
0.141 min
BF125790.D

ct 2021 19:14

70 Resp: 153725

io Lower Upper

(%] 72.2 108.2#
7.8 11.8#

0
4 21.8  32.6#

e

70.1 n-Nitroso-
Concen:
RT: 7.4
Ref 50 Delta R.T.
30.1 Lab File:
\ ‘ Acq: 80
oL ULl I} 19302530 32703860 a7
miz--> 50 100 150 200 250 300 350 400 450 18t Ion:
Abundance  Scan 904 (7.404 min): BF125790.D\datams ~ 190 Rati
82.1 70 100
42 41,
101 0.
Raw 50 130 2
Abundance
I 150000
0\}“\\\\\’\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 904 (7.404 min): BF125790.D\data.ms (-82 100000
84.1
Sub
50 50000
0‘ﬂA‘L‘L‘m“‘H“‘H“‘H“‘H“‘H“‘H“‘H 0%
mlz--> 50 100 150 200 250 300 350 400 450 Time--> 7
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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: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.006 min
Lab File: BF125790.D
Acq: 8 Oct 2021 19:14
541 g1 1081 9
0H\“HM‘i‘u”‘hu‘\‘\u‘u“ ‘HH‘HH‘HH‘HH‘H.H
m/z--> 40 60 80 100 120 140 160 180 200 220 ~ 18t Ion:136 Resp: 862318
Abundance Scan 1026 (8.122 min): BF125790.D\datams ~ 10N Ratlo Lower Upper
136.1 136 100
137 1.5 9.8 14.6
54 6.5 6.4 9.6
Raw g 68 5.9 3.3 4.9%
Abundance
8.122
1000000
0\\4\%\'\]-}‘\‘6“81-\1“iw\\\]-‘?\‘8\.\]-‘\\}H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
mlz--> 40 60 80 100 120 140 160 180 200 220 800000
Abundance Scan 1026 (8.122 min): BF125790.D\data.ms (-9
136.1 600000
Sub 400000
50
200000
54.1 go1 10‘8'1 |
ottt e T
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 8.10 8.15
Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-89 #23
82.0 Nitrobenzene-d5
Concen: 87.811 ng
128.1 RT: 7.404 min Scan# 904
Ref 50 54.1 : Delta R.T. -0.006 min
Lab File: BF125790.D
Acq: 8 Oct 2021 19:14
0\\\‘i‘\\‘!‘\‘\‘\‘\}”i“\\\\“\\\‘\‘\\‘\\‘\\\\‘\\\\‘\\9?’\'9
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 1218159
Abundance  Scan 904 (7.404 min): BF125790.D\data.ms Ion Ratio Lower Upper
82.1 82 100
128 49.2 40.6 60.8
54 43.2 49.6 74.4%
Raw 50/ 541 128.0
Abundance
0\\\‘i‘\\!‘\‘\‘\‘\H“\\\\“\\M‘H‘H‘HH‘HH‘HH‘ 1000000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 904 (7.404 min): BF125790.D\data.ms (-85
82.1
sub 500000
u
50/ 541 1280
0H‘i‘ul"H‘m“"‘“_‘H‘Hm‘mwuwmw e =
m/z--> 40 60 80 100 120 140 160 180 Time--> 7.40 7.50
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Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-94 #25

82.0 Isophorone
Concen: 49.470 ng
RT: 7.404 min Scan# 904
Ref 50 Delta R.T. -0.265 min
1381 Lab File: BF125790.D
39.1 54.1 ' Acq: 8 Oct 2021 19:14
0\\\“‘\\‘\“‘\‘\‘\\\H“\\\gy-‘ow\\\1‘2;\3.\1\\“\\
m/z--> 40 60 80 100 120 140 Tgt IOHZ‘SZ RESpZ 1215828
Abundance  Scan 904 (7.404 min): BF125790.D\datams 10" Ratlo Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27 .6#
Raw 50 54.1 128.0
Abundance
7.404
98.1
0\\3\8‘.“1\\!‘\‘\‘\‘\}‘i“\\\\“\17113\.0‘\\‘\\‘\\ 1000000
m/z--> 40 60 80 100 120 140
Abundance Scan 904 (7.404 min): BF125790.D\data.ms (-89
82.1
Sub 500000
u
50 54.1 128.0
98.1
oL 38t L Ll [ uso |
miz--> 40 60 80 100 120 140 Time--> 7.35 7.40 7.45 7.50

Abundance Scan 1325 (9.880 min): BF125768.D\data.ms (-1 #39

Concen:

16p.1  Acenaphthene-d10

20.000 ng

RT: 9.875 min Scan#t 1324

Ref 50 Delta R.T. -0.006 min

Lab File
80.1

54.1 | 108.0 132.1 ‘
0 H“H“\‘M\w“\\‘\\‘\M\‘\\\“i‘\\\\“

: BF125790.D
Acq: 8 Oct 2021 19:14

m/z--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 447498
Abundance Scan 1324 (9.875 min): BF125790.D\datams 10N Ratlo Lower Upper

168.1 164 100

162 101.3 81.3 121.9
160 44.1 38.0 57.0
Raw 50
Abundance
80.1
o 547.1 Lo 108.1 13?.1 “ 500000
H“\H‘\‘M\H‘H‘H‘\M\‘H\‘i‘\\\\‘
m/z--> 40 60 80 100 120 140 160 400000
Abundance Scan 1324 (9.875 min): BF125790.D\data.ms (-1
162.1 300000
Sub 200000
50
80.1 100000
ol opt oy 081 1821
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\’\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 Time--> 9.85 9.90 9.95
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Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (- #42

32D.€ 2 4,6-Tribromophenol
Concen: 126.143 ng

RT: 10.663 min Scan# 1458
Delta R.T. -0.006 min

Lab File: BF125790.D

Acq: 8 Oct 2021 19:14

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 557324

Abundance Scan 1458 (10.663 min): BF125790.D\data.ms 1oN Ratio Lower Upper
3206 330 100

332 94.8 76.2 114.4
141 30.8 44.6 66.8#
Raw 50
Abundance

600000

0,
m/z-—-> 50 100 150 200 250 300
Abundance Scan 1458 (10.663 min): BF125790.D\data.ms (- 400000

320.¢

Sub

50 200000

62.0 140.9
H 221.8

obt m“w%"?o? Aty kL A ot

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: 87.502 ng

RT: 9.198 min Scan# 1209
Ref 50 Delta R.T. -0.006 min

Lab File: BF125790.D

Acq: 8 Oct 2021 19:14

39.0 i 63.0 \m85\\'0” 129"‘0\14‘.\6:\\:"“ \‘
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\

miz--> 40 60 80 100 120 140 160 180 18t Ion:172 Resp: 2270194

Abundance Scan 1209 (9.198 min): BF125790.D\datams ~ 1°N Ratio Lower Upper
1721 172 100

171 37.7 26.5 39.7
176 25.6 18.8 28.2

Raw 50
Abundance
85.0 151.1
oL \3\9’-:}\”\ \65\.9\“‘\ T \h\ T “ T \:\L\Ziow‘? \‘\ T \“\“\“ \“ —t ‘\ T 2000000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1209 (9.198 min): BF125790.D\data.ms (-1 1500000
172.1
1000000
Sub
50
500000
85.0 151.1
ol 381, 030 20, O
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25
BF125790.D 8270-BF100721.M Sat Oct 09 91:05:03 2021
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Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 9.703 ng
RT: 9.875 min Scan# 1324
Ref 50 89.0 Delta R.T. ©.212 min
63.0 Lab File: BF125790.D
520 ‘ | 12‘1'0‘ ‘ ‘ Acq: 8 Oct 2021 19:14
AN S S S S DA N
m/z--> 40 60 80 100 120 140 160 180  TEt Ton:165 Resp: 57773
Abundance Scan 1324 (9.875 min): BF125790.D\datams 10N Ratlo Lower Upper
168.1 165 100
63 0.7 42.6 63.8%
89 0.8 40.6 60.8%
Raw 50
Abundance
80.1 9.875
Obrr iyl 1081 2L L 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1324 (9.875 min): BF125790.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
0 541 Al 108.1 13\21 \‘
miz--> 4‘0 eb 80 100 120 140 160 180 Time--> 985  9.90

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

165.0 2,4-Dinitrotoluene
Concen: 7.674 ng
89.0 RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.188 min
63.0 1100 Lab File: BF125790.D
' Acq: 8 Oct 2021 19:14
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: 57773
Abundance Scan 1324 (9.875 min): BF125790.D\datams 10N Ratlo Lower Upper
168.1 165 100
63 0.7 40.9 61.3#
89 0.8 59.7 89.5#
Raw 5 182 0.8 0.0 0.0
Abundance
80.1 9.875
0\\\‘\\5\4.\]‘-\”\‘\““‘\\\\]‘-\0\8\]\-‘]\-\3%\]‘.\\\1‘ \\\‘\\\ 60000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1324 (9.875 min): BF125790.D\data.ms (-1
162.1 40000
Sub
50 20000
80.1
0 541 ‘\ \\H‘ 1081 13%]. “ O
mlz--> 4‘0 eb 8‘0 1(50 150 1)10 160 1é0 Time--> 9.55 9.50

BF125790.D 8270-BF100721.M Sat Oct 09 01:05:03 2021 Page 8



Abundance Scan 1577 (11.363 min): BF125768.D\data.ms (- #64

18

8.1

Phenanthrene-d10

Concen: 20.000 ng

RT: 11.357 min Scan#t 1576
Delta R.T. -0.006 min

94
42.1 66.0 ) "

132.1

160.1
1l

Ref 50
m/z-->
Abundance

40 60 80 100 120 140 160 180 200

Scan 1576 (11.357 min): BF125790.D\d
18

94.1 160.1
421 66.0 ) | 1821 " " |

ata.ms
3.1

Raw 50
0
m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160 180

200

Scan 1576 (11.357 min): BF125790.D\data.ms (-

18

94.1 160.1
42.1 66.0 | " 1321 7 )

8.1

m/z-->

40 60 80 100 120 140 160 180

200

Lab File: BF125790.D
Acq: 8 Oct 2021 19:14
Tgt Ion:188 Resp: 713326
Ion Ratio Lower Upper
188 100
94 9.7 6.7 1l0.1
80 10.0 7.5 11.3
Abundance
11.857
800000
600000
400000
200000

Time--> 11.30 11.35 11.40

Abundance Scan 1500 (10.910 min): BF125768.D\data.ms (- #67

248.0 4-Bromophenyl-phenylether
141.1 Concen: 3.849 ng
RT: 10.663 min Scan# 1458
Ref 50 77.0 Delta R.T. -0.247 min
Lab File: BF125790.D
]‘} ‘ Acq: 8 Oct 2021 19:14
i S P 1 XTI IR
miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 30407
Abundance Scan 1458 (10.663 min): BF125790.D\data.ms Ion Ratio Lower Upper
3206 248 100
250 205.9 74.2 111.4#
141 527.9 60.4 90.6#
Raw 50
62.0 140.9 Abundance
H 221.8
fo )N ‘i\ }“ u \\1‘“0‘2@%“ i“‘ \“‘N e UHM‘ : \‘lw\“ o 150000
miz--> 50 100 150 200 250 300
Abundance Scan 1458 (10.663 min): BF125790.D\data.ms (-
329.¢ 100000
Sub
50 50000
62.0 140.9
H 221.8
oL “}“}HM‘\J‘“O‘Z‘MQ‘“M"“\M" ‘1\“‘\”\l\\””“‘ T
m/z--> 50 100 150 200 250 300 Time--> 10.65 10.70

BF125790.D 8270-BF100721.M
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Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.986 min Scan# 2023
Ref 50 Delta R.T. -0.006 min
Lab File: BF125790.D
120.1 ‘ Acq: 8 Oct 2021 19:14
0‘4‘2‘0‘ \8\81-‘01“‘\‘“‘“ — 1‘67‘(‘) —t \‘\ ‘M‘M“‘ ‘ ‘2‘89‘(
m/z--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 414716
Abundance Scan 2023 (13.986 min): BF125790.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 13.5 10.8 16.2
236 25.9 21.6 32.4
Raw 50
Abundance
1201 13.986
0, 541 880, | 1560 2081 J| 2810 400000
m/z--> 50 100 150 200 250
Abundance Scan 2023 (13.986 min): BF125790.D\data.ms (- 300000
240.2
200000
Sub
50
100000
120.1
o521 880, | 1581 20B1 | o2s0 psss
miz--> 50 100 150 200 250 Time-> 13.90 14.00 14.10

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

244.2 Terphenyl-di4

Concen: 76.641 ng

RT: 12.945 min Scan# 1846
Ref 50 Delta R.T. ©.000 min

Lab File: BF125790.D

122.1 Acq: 8 Oct 2021 19:14
160.1 212.1
o421 800 . | 7 "

miz--> 50 100 150 200 250 Tgt Ion:244 Resp: 2086602

Abundance Scan 1846 (12.945 min): BF125790.D\data.ms 10N Ratio Lower Upper
244.2 244 100

212 6.6 5.9 8.9
122 11.0 9.0 13.4
Raw gg
Abundance
122.1 2000000 12,945
(o5 \5‘4\1\ \9\2‘:‘L gl \‘ T ]’-6‘?:\[ T "21\‘2.\1‘\ “‘M“’ T
miz--> 50 100 150 200 250 1500000
Abundance Scan 1846 (12.945 min): BF125790.D\data.ms (-
244.2
1000000
Sub
50
500000
122.1
oma maBPen oz | L
m/z--> 50 100 150 200 250  Time--> 13.00
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Abundance Scan 2271 (15.445 min): BF125768.D\data.ms (- #86

264.1  Pperylene-d12

Concen: 20.000 ng

RT: 15.445 min Scan# 2271

Ref 50 Delta R.T. ©.000 min
132.1 Lab File: BF125790.D
’ Acq: 8 Oct 2021 19:14
ol 64.0 1000, ‘H 180.1 2821
T ‘ L T ’ T T ‘ L T ‘ T T T ‘
m/z--> 50 100 150 200 250 Tgt Ion:264 RESpZ 445621

Abundance Scan 2271 (15.445 min): BF125790.D\data.ms 1°" Ratio Lower Upper
264.2 264 100

260 24.0 19.6 29.4
265 21.6 17.2 25.8

Raw 50
Abundance
132.1 15 /145
ol 660 999, hH 1678 2321 300000
T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance Scan 2271 (15.445 min): BF125790.D\data.ms (-
264.1 200000
sub - 100000
132.1
0520 880 | g1 2321 !
\‘\\\\’\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time--> 15.40 15.50
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