Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101123\
Data File : BF135708.D

Acqg On : 11 Oct 2023 12:37
Operator : CG\JU

Sample : 04656-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Oct 12 00:46:58 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Oct 11 02:43:17 2023

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.739 152 92238 20.000 ng 0.00
21) Naphthalene-d8 8.016 136 325467 20.000 ng 0.00
39) Acenaphthene-die 9.775 164 170059 20.000 ng 0.00
64) Phenanthrene-d10 11.269 188 320601 20.000 ng 0.00
76) Chrysene-di12 13.933 240 168808 20.000 ng 0.00
86) Perylene-di12 15.404 264 192879 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.381 112 130576 23.025 ng 0.01

7) Phenol-d6 6.392 99 166705 23.118 ng 0.00
23) Nitrobenzene-d5 7.304 82 216986 36.221 ng 0.00
42) 2,4,6-Tribromophenol 10.575 330 32068 18.975 ng 0.00
45) 2-Fluorobiphenyl 9.092 172 403319 35.781 ng 0.00
79) Terphenyl-di4 12.863 244 373156 34.268 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 7.304 70 28650 6.414 ng # 78
25) Isophorone 7.304 82 216986 19.725 ng # 65
51) 2,6-Dinitrotoluene 9.775 165 21962 8.719 ng # 17
57) 2,4-Dinitrotoluene 9.775 165 21962 6.965 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\BF101123\
Data File : BF135708.D

Acqg On : 11 Oct 2023 12:37
Operator : CG\JU

Sample : 04656-13

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Oct 12 ©0:46:58 2023

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091123.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Oct 11 ©2:43:17 2023

Response via : Initial Calibration
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Abundance Scan 795 (6.763 min): BF135163.D\data.ms (-79 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.739 min Scan# 7UgSiidtinlEnles
Ref 50 115.0 Delta R.T. ©.000 min

520 780 Lab File: BF135708.D (SUEEQISEIIAEI
‘ ‘ Acq: 11 Oct 2023 12:37 WAWEHEE]
0l \‘} T \‘\‘\“ T e \“‘ ‘ T \ \ \ ‘ T 1 T \1\3\2\0‘ T ‘\“\ T
miz--> 40 60 100 120 140 160 T8t Ion:152 Resp: 92238

Abundance  Scan 791 (G.739m|n). BF135708.D\datams 100 Ratio Lower Upper
150.0 152 100

150 156.9 127.8 191.6
115 57.4 49.8 74.8

Raw 50 115.0
. Abundance
40.0 78.0
% ‘ 150000
0\\\“\\‘\\7‘.‘4‘\\\“‘\\\9\7‘0\\\}“\1\3\2.\0‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 61139
Abundance Scan 791 (6.739 min): BF135708.D\data.ms (-77 ]
100000
150.0
Sub
50000
50 115.0
52.0 78.0
o — 2970 | 1320 | ys=—
miz--> 40 60 80 100 120 140 160 Time-> 6.70 6.75 6.80

Abundance Scan 561 (5.386 min): BF135163.D\data.ms (-55 #5
112.0 2-Fluorophenol
64.0 Concen: 23.025 ng
RT: 5.381 min Scan# 560
Ref 50 Delta R.T. ©.012 min
92.0 Lab File: BF135708.D

‘ dq ‘ Acq: 11 Oct 2023 12:37

ol \\ N r

3%0
i

m/z—> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 130576

Abundance  Scan 560 (5.381 min): BF135708.D\datams 10N Ratio Lower Upper
112.0 112 100

64 64.2 55.9 83.9

o

40.0 64.0 63 33.1 29.0 43.6
Raw 5p
Abundance
92.0 5.381
0 |
0\‘\\\‘H‘\\\\‘\\\"w\‘\i‘\‘\\\‘r%\\‘\\\\‘\\\\"\\\‘\ 60000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 560 (5.381 min): BF135708.D\data.ms (-50
112.0 40000
64.0
Sub
50 20000
92.0
39.1 ‘
0 ‘_H‘Ui‘m}u“l‘\“l““““72#”‘””‘””‘ bt R
m/z—-> 30 40 50 60 70 80 90 100 110 120 Time->  5.30 5.40 5.50 5.60
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Abundance Scan 734 (6.404 min): BF135163.D\data.ms (-72 #7

99.1 Phenol-d6
Concen: 23.118 ng
RT: 6.392 min Scan# 71EdtlEgies
Ref 50 711 Delta R.T. ©0.000 min A_
421 : Lab File: BF135708.D [(GICHIEEIel(EI(H:
" a0 | Acq: 11 Oct 2023 12:37 WANGRE]
0\‘\\\\“‘“\‘\‘\\“1\‘\\i}‘l\“\\\\‘\\\\‘\1\1“\\\\‘
miz-—-> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 166705
Abundance ~ Scan 732 (6.392 min): BF135708.D\data.ms 100 Ratio  Lower Upper
99.1 99 100
42 22.9 17.9 26.9
71  31.9 27.0 40.6
Raw 5o 40.0
711 Abundance
540 100000{ 6392
0 \‘\\\\‘“\‘\‘\\“1\‘\\‘i}1\“‘\\\\8‘2\\1\\‘\\\1“\\\\‘
miz--> 30 40 50 60 70 80 90 100 80000
Abundance Scan 732 (6.392 min): BF135708.D\data.ms (-68
99.1 60000
40000
Sub
50
71.1
42.0 20000
54.0
0 821 O
miz—-> 30 40 50 60 70 80 90 100  Time-> 6.306.40 6.50 6.60
Abundance Scan 867 (7.186 min): BF135163.D\data.ms (-86 #19
43.1 n-Nitroso-di-n-propylamine
Concen: 6.414 ng
RT: 7.304 min Scan# 887
Ref 50 Delta R.T. ©0.147 min
Lab File: BF135708.D
30.1 Acq: 11 Oct 2023 12:37
O J‘u\h\““\ ‘L‘\H ’r T \\2\0‘\7\’\1\ ‘2\\8%‘0\\ T \4:(\)‘0\9 \4‘.\7\5\\(‘)\ §4\.‘9\
miz--> 50 100 150 200 250 300 350 400 450 500 Tgt Ion: 7@ Resp: 28650
Abundance  Scan 887 (7.304 min): BF135708.D\data.ms Igg ig;m Lower Upper
82.1
42 56.1 55.4 83.0
101 0.0 7.7 11.5%
Raw s5q 130 2.1 17.0  25.6#
Abundance
30000 7.304
0 H“‘\‘!H“\‘\‘H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘\
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 887 (7.304 min): BF135708.D\data.ms (-81 20000
82.1
Sub
50 10000
0 bl Leabe e e e
miz—-> 50 100 150 200 250 300 350 400 450 500 Time->  7.25 7.30 7.35 7.40
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Abundance Scan 1013 (8.045 min): BF135163.D\data.ms (-1 #21

136.1 | Naphthalene-d8

Concen: 20.000 ng

RT: 8.016 min Scan# 1At

Ref 50 Delta R.T. -0.006 min _
Lab File: BF135708.D |(®IEIEElsliEll0f
108.1 Acq: 11 Oct 2023 12:37 WANSIE]

54.0
0,380 " 78T 031 | Al
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ ’\\

miz--> 40 60 80 100 120 140 Tgt Ion:136 Resp: 325467

Abundance Scan 1008 (8.016 min): BF135708.D\data.ms 1N Ratio Lower Upper
136.1 136 100

137 10.7 8.8 13.2
54 10.7 7.7 11.5
Raw 5 68 5.6 4.6 6.8
Abundance
8.016
40.0 68.1 841 108.1
0\\\l‘\\M\‘iw\“‘”\‘.\\\‘\‘\‘\\‘\\\‘M’\\ 300000
miz-> 40 60 80 100 120 140
Abundance Scan 1008 (8.016 min): BF135708.D\data.ms (-9
136.1 200000
Sub
50 100000
54.1 108.1
oL 380 | TR0l S
miz--> 40 60 80 100 120 140 Time--> 8.00 8.10

Abundance Scan 892 (7.333 min): BF135163.D\data.ms (-88 #23

82.1 Nitrobenzene-d5
Concen: 36.221 ng
54.1 RT: 7.304 min Scan#t 887
Ref 50 128.1 Delta R.T. -0.006 min
Lab File: BF135708.D
‘ ‘ | Acq: 11 Oct 2023 12:37
O\H“‘Hh\”\ ‘\‘\\}HH‘\H\ R R e N R N RS
miz--> 40 60 80 100 120 140 160 180 200  T&t Ton: 82 Resp: 216986
Abundance ~ Scan 887 (7.304 min): BF135708.D\data.ms 100 Ratio Lower Upper
82.1 82 100
128 44.8 35.8 53.6
54.0 54 64.0 50.6 76.0
Raw  gp 128.1
Abundance
7.304
‘ L | | 200000
0"“v‘w‘“‘\“"“i“H‘\H“‘\H”wwwwwww”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 887 (7.304 min): BF135708.D\data.ms (-83 150000
82.1
540 100000
sub o 128.1
50000 &*&
0***‘r‘”!*\H‘*‘\‘*H*‘\H**\H‘*wmww”w‘w Orﬁ\ T T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 730  7.40
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Abundance Scan 936 (7.592 min): BF135163.D\data.ms (-92 #25
82.0 Isophorone
Concen: 19.725 ng
RT: 7.304 min Scan# 8{UgSiidiipl=lgies
Ref 50 Delta R.T. -0.259 min |
Lab File: BF135708.D |(GUCINEEIEIH
39.0 541 1381 Acq: 11 Oct 2023 12:37 NANEIE]
04— \““”\ \‘i“‘\ T \“\ T \H“‘\ T \97‘1\ T \1‘2:‘\3\1\ \“ T
m/z—-> 40 60 80 100 120 140  Tgt Ion: 82 Resp: 216986
Abundance ~ Scan 887 (7.304 min): BF135708.D\data.ms 100 Ratio lLower Upper
82.1 82 100
95 0.0 6.0 9.0#
54.0 138 0.0 14.5 21.7#
Raw 50 128.1
Abundance
7.304
98.1
ol 38 Ll Tamso | 200000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 887 (7.304 min): BF135708.D\data.ms (-88 150000
82.1
54.0 100000
sub o 128.1
50000
98.1
ol 38 L Taso
L e T M A R o
miz--> 40 60 80 100 120 140 Time-> 730  7.40
Abundance Scan 1312 (9.804 min): BF135163.D\data.ms (-1 #39
162.1 Acenaphthene-d10
Concen: 20.000 ng
RT: 9.775 min Scan# 1307
Ref 50 Delta R.T. -0.006 min
Lab File: BF135708.D
821 Acq: 11 Oct 2023 12:37
0 54\.0 | Hm. 1061 13%1 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 176059
Abundance Scan 1307 (9.775 min): BF135708 D\data.ms 10N Ratio Lower Upper
164 .2 164 100
162 99.8 81.0 121.4
160 44.8 37.0 55.4
Raw  gp
Abundance
40.0 80.1 200000 9.775
04— “\ T N\ T 1‘1 T W‘\ T \1|0\§\1\ ‘1\\3\‘2‘\‘."]\ T 1‘ T \\29\5\\1
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1307 (9.775 min): BF135708.D\data.ms (-1
164.2
100000
Sub
50 50000
80.1
541
Ottt 081 13‘2‘1‘ A e B
miz-> 40 60 80 100 120 140 160 180 200 Time-> 9.70  9.80
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Abundance Scan 1447 (10.598 min): BF135163.D\data.ms (- #42

329.€ | 2,4,6-Tribromophenol
Concen: 18.975 ng
RT: 10.575 min Scan# 14{[{dValEliss

Ref 50| 620 Delta R.T. -0.000 min u
140 Lab File: BF135708.D [GlEhISEEMIAEIH
‘ H 221.9 Acq: 11 Oct 2023 12:37 WAWEHEE]
ok \\‘ ‘i‘ }‘ py 1”0‘2@?\ ‘ i“‘ ‘H\N - UHM‘ : Ll\h e
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 32068
Abundance Scan 1443 (10.575 min): BF135708.D\data.ms = 1ON Ratio Lower Upper
1d.0 330 100

332 93.3 77.3 115.9
329.€ 141 34.9 25.8 38.8

Raw 50
Abundance
. 10.575
0 \“H “ Lol \“ \‘ I \ \”‘1“ T ”HH\ T ‘}“ LA T
m/z--> 100 150 200 250 300
20000
Abundance Scan 1443 (10.575 min): BF135708.D\data.ms (-
329.¢
Sub 62.0 10000
50
140.9
‘ H 221.8
0 \“‘\“i‘l M ‘\‘ \“ ‘ }‘H“\ T \h‘ \‘“M\ T ‘ ““H\ \‘l‘ T T T T ‘ T 07 ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 Time--> 10.50 10.60 10.70

Abundance Scan 1197 (9.127 min): BF135163.D\data.ms (-1 #45

172.1 | 2-Fluorobiphenyl

Concen: 35.781 ng

RT: 9.092 min Scan# 1191
Ref 50 Delta R.T. -0.006 min

Lab File: BF135708.D
Acq: 11 Oct 2023 12:37

51.0 8? .0 1200 1511
0\\\’\\H\\’\\\Hh\‘\‘\\\‘\\\\‘\\\‘\‘\\‘\\‘\\‘ \‘\
miz—-> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 403319
Abundance Scan 1191 (9.092 min): BF135708 D\data.ms = 1ON Ratlo Lower Upper

1721 | 172 100
171 35.5 28.4 42.6
170 22.8 19.0 28.4
Raw 5p
Abundance
9.092
40.0 85.0 152.1
0 TTT " T \‘\ \6’:3‘\(\)\‘”} ‘ \h\ T \1‘0\5\\0\ i \1\3\:‘3\ T \“\“\‘ T ‘ T \‘ ‘\ ‘ T 400000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1191 (9.092 min): BF135708.D\data.ms (-1 300000
1721
200000
Sub
50
100000
85.0 152.1
Qb il 1000 13358 ] e
miz--> 40 60 80 100 120 140 160 Time--> 9.10 9. 20
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Abundance Scan 1276 (9.592 min): BF135163.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
63.0 Concen: 8.719 ng
8.1 RT: 9.775 min Scan# 1UNUE0E
Ref 50 Delta R.T. 0.194 min _
39.0 121.0 Lab File: BF135708.D [(GICHIEEIel(EI(H:
Acq: 11 Oct 2023 12:37 WAWEHEE]
ol 195.7
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 21962
Abundance Scan 1307 (9.775 min): BF135708.D\data.ms 10N Ratlo Lower Upper
164.2 165 100
63 0.8 59.4 89.2#
89 1.4 49.8 74.8#
Raw 50
Abundance
40.0 80.1 25000 9.175
ol 10811321 205.1
0\\\‘\\H‘HH‘H‘H“‘\‘H‘\H\“HH‘ T T T 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1307 (9.775 min): BF135708.D\data.ms (-1
165.1 15000
sub 10000
u
50
5000
80.1
ol O 10611321 205.1
e et e e e e T
miz—> 40 60 80 100 120 140 160 180 200 Time--> 9.75  9.80
Abundance Scan 1346 (10.004 min): BF135163.D\data.ms (- #57
168.1 2,4-Dinitrotoluene
Concen: 6.965 ng
RT: 9.775 min Scan# 1307
Ref 50 139.0 Delta R.T. -0.218 min
63.0 89.0 Lab File: BF135708.D
39.0 ‘ ‘ 134 ‘ Acq: 11 Oct 2023 12:37
0 \“‘ T \‘H t “H‘\‘\w“ M“\ ™ T \”\:“ TTT \"‘ T T EERRRERR
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 21962
Abundance Scan 1307 (9.775 min): BF135708.D\datams A 100 Ratio Lower Upper
164 .2 165 100
63 0.8 50.1 75.1#
89 1.4 59.3 88.9#
Raw 50 182 @.0 2.3 3.5#
Abundance
40.0 80.1 25000 9.775
a1 205.1
0\\\‘\\\\‘\\H‘H‘H‘\‘M\‘H\i’\u\‘ T T T T 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1307 (9.775 min): BF135708.D\data.ms (-1
sub 10000
u
50
5000
80.1
P T -+ ol Im
miz—> 40 60 80 100 120 140 160 180 200 Time--> 9.75  9.80
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Abundance Scan 1565 (11.292 min): BF135163.D\data.ms (- #64

188.2 Phenanthrene-d10
Concen: 20.000 ng
RT: 11.269 min Scan#t 1{gSagilnlcllee
Ref 50 Delta R.T. -0.006 min A_
Lab File: BF135708.D [(GICHIEEIel(EI(H:
. . MW-104I
21 80.1 15?1 ‘ Acq: 11 Oct 2023 12:37
04 \.‘”\‘\”\ i‘ 1\2\1\ T \ L B 267
miz--> 50 100 150 200 250 Tgt Ion:}88 Resp: 320601
Abundance Scan 1561 (11.269 min): BF135708.D\data.ms = 10" Ratio Lower Upper
188.1 188 100
94 9.3 7.0 10.6
80 9.8 7.5 11.3
Raw 50
Abundance
40.0 11.269
Y801 158.1
0\!‘”\‘\”1 “ 1\18\1\\ ?\\‘\‘\\\\‘\\ 300000
m/z--> 50 1 00 1 50 200 250
Abundance Scan 1561 (11.269 min): BF135708.D\data.ms (-
188.1 200000
Sub
50 100000
80.
pl20 Y viay 191 | :
\\‘\\\ T T T 7T \\‘\\\\‘\ \‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 Time--> 11.20 11.30 11.40

Abundance Scan 2016 (13.945 min): BF135163.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 13.933 min Scan# 2014
Ref 50 Delta R.T. -0.006 min
Lab File: BF135708.D
‘ Acq: 11 Oct 2023 12:37
0l420 780 mu 167.0 2081) | a79.
m/z--> 50 100 150 200 250 Tgt IOI’]Z?4@ Resp: 168808
Abundance Scan 2014 (13.933 min): BF135708.D\datams = 10N Ratio Lower Upper
240.2 240 100
120 10.7 9.4 14.2
236 26.8 19.8 29.8
Raw  gp
Abundance
40.0 0 13.933
ob 780, ‘\1 | ‘1\“36‘ 12081 | 281, 150000
miz--> 50 100 150 200 250
Abundance Scan 2014 (13.933 min): BF135708.D\data.ms (-
240.2 100000
SUb g 50000
ol 539&8‘1“\ u ‘1‘5§-9‘ 2081 N‘u\ _ 281, R
m/z--> 50 100 150 200 250 Time--> 13.90 14.00
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Abundance Scan 1837 (12.892 min): BF135163.D\data.ms (1 #79

244.2 Terphenyl-di4
Concen: 34.268 ng
RT: 12.863 min Scan#t 1{giigiil=les
Ref 50 Delta R.T. -0.006 min A_
Lab File: BF135708.D [(GICHIEEIel(EI(H:
Acq: 11 Oct 2023 12:37 WANSIE]
e60 2271604 2122 cd ¢
04— “\‘\ i‘\““\ T “\‘\ T “ t \‘\h\“ T T
miz--> 50 100 150 200 250 Tgt Ion:g44 Resp: 373156
Abundance Scan 1832 (12.863 min): BF135708.D\data.ms = 10" Ratio Lower Upper
244.2 244 100
212 6.5 5.1 7.7
122 11.3 7.9 11.9
Raw 50
Abundance
12.863
40.0 1221 460.1 2122 400000
0 T 1‘ “\‘\8()1‘.1\”“‘\ ‘\‘ by T ‘\“ T “ \ g “\h“ \2\8\1.\
m/z--> 50 100 150 200 250 300000
Abundance Scan 1832 (12.863 min): BF135708.D\data.ms (-
244.2
200000
Sub
50
100000
122.1
ol 540 900 T 1001 2122 | g 0
I I e B e E
miz--> 50 100 150 200 250 Time—>  12.80 12.90

Abundance Scan 2265 (15.409 min): BF135163.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 15.404 min Scan# 2264
Ref 50 Delta R.T. -0.000 min

Lab File: BF135708.D

1321 ‘ Acqg: 11 Oct 2023 12:37

52 O 87 9 ] \H 1801 232.1 ML\

m/z--> 50 100 150 200 250 Tgt Ion:264 Resp: 192879

Abundance Scan 2264 (15.404 min): BF135708.D\data.ms 10N Ratio Lower Upper
264.2 264 100

260 22.8 19.8 29.6
265 21.5 17.0  25.4

o

Raw 5p
40.0 Abundance
132.1 15.404
0 el ‘85‘1 Il h” 191. 0 2321 m“
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ \ T \ \ T T T
miz—-> 50 100 150 200 250 100000
Abundance Scan 2264 (15.404 min): BF135708.D\data.ms (-
264.1
50000
Sub
50
132.1
ol 570900 | 1649197.02321 J 0
\\‘\\\\‘\\ ‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 Time-> 15.30 15.40 15.50
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