Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101221\
Data File : BF125815.D

Acqg On : 12 Oct 2021 22:14
Operator : JU/CG

Sample : M4163-01 10X

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Time: Oct 13 09:48:15 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 177985 20.000 ng 0.00
21) Naphthalene-d8 8.122 136 657990 20.000 ng # 0.00
39) Acenaphthene-di10 9.875 164 303322 20.000 ng 0.00
64) Phenanthrene-d10 11.357 188 518937 20.000 ng # 0.00
76) Chrysene-di12 13.992 240 476036 20.000 ng 0.00
86) Perylene-di12 15.451 264 370715 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.451 112 107317 9.850 ng 0.00

7) Phenol-dé6 6.457 99 122303 8.720 ng -0.02
23) Nitrobenzene-d5 7.398 82 66261 6.260 ng -0.01
42) 2,4,6-Tribromophenol 10.657 330 26195 8.747 ng -0.01
45) 2-Fluorobiphenyl 9.192 172 142674 8.113 ng -0.01
79) Terphenyl-di4 12.939 244 164270 5.256 ng 0.00

Target Compounds Qvalue
25) Isophorone 7.398 82 66260 3.533 ng # 59
51) 2,6-Dinitrotoluene 9.875 165 39896 9.885 ng # 27
57) 2,4-Dinitrotoluene 9.875 165 39896 7.818 ng # 19

(#) = 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\BF101221\
Data File : BF125815.D

Acqg On : 12 Oct 2021 22:14
Operator : JU/CG

Sample : M4163-01 10X

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Time: Oct 13 09:48:15 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: BF125815.D\data.ms
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BF125815.D 8270-BF100721.M

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
8.0 Lab File: BF125815.D
52.0 Acq: 12 Oct 2021 22:14
0\\\‘i\\‘!‘\‘\\\\“\\\\‘O\\\\“\]-\s\]-\g‘\\‘\“\‘\
m/z—> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 177985
Abundance  Scan 809 (6.845 min): BF125815.D\data.ms | 10N Ratio Lower Upper
1500 @ 152 100
150 159.0 117.6 176.4
115 56.6 47.1 70.7
Raw 50
115.0 Abundance
520 /80 |
oL |_or9 | 1mg 300000 |
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ |
mlz--> 40 60 100 120 140 160 ‘
Abundance
150.0 200000
Sub gy 100000
115.0
sp0 780
0 97.9 131.9 0 ~
R s LI R e
mlz--> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90
Abundance Scan 573 (5.457 min): BF125768.D\data.ms (-56 #5
11p.0 2-Fluorophenol
Concen: 9.850 ng
64.0 RT: 5.451 min Scan# 572
Ref 50 Delta R.T. -0.006 min
Lab File: BF125815.D
Acq: 12 Oct 2021 22:14
89.1 \‘ ‘ |
0\\\‘\\‘\‘\‘H\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 107317
Abundance  Scan 572 (5.451 min): BF125815.D\datams | 10N Ratio Lower Upper
112.0 112 100
64 51.3 44.2 66.2
63 24.0 26.2 39.2#
Raw 50 64.0
Abundance
0 38.0 ‘ ‘ ‘ 206.8 100000
\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
112.0
50000
Sub
50 64.0
0 39.0 206.9 -
R s B S REAR
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 5.40 5.45 5.50 5.55
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Abundance Scan 746 (6.475 min): BF125768.D\data.ms (-73 #7

99.1 Phenol-d6
Concen: 8.720 ng
RT: 6.457 min Scan# 743
Ref 50 Delta R.T. -0.017 min
711 Lab File: BF125815.D
42.1 Acq: 12 Oct 2021 22:14
0 \\\”N‘}HU‘\‘,W“%HH‘HMmwuwm‘mwuwm
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 99 Resp: 122363
Abundance  Scan 743 (6.457 min): BF125815.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 14.6 23.5 35.3#
71 28.7 25.6 38.4
Raw 50
711 Abundance
421 6.457
0 "“M“““*‘N‘H‘wwwmwHw”w”ww%q‘?"g
miz--> 40 60 80 100 120 140 160 180 200 100000
Abundance
99.1
Sub 50000
50
71.1
42.1
0‘w”‘wHw‘HWH\Hw”w”wm%q‘?"(‘: oL T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 6.40  6.50

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: BF125815.D
Acq: 12 Oct 2021 22:14
0H\“\S\ﬂ.\.%N\S}%(%\\1‘(\)‘\‘8\.\1‘\\}“ ‘HH‘HH‘HH‘HH‘H.H
miz--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 657990
Abundance Scan 1026 (8.122 min): BF125815.D\datams | 10N Ratio Lower Upper
136.1 136 100
137 11.e 9.8 14.6
54 6.9 6.4 9.6
Raw 5o 68 6.1 3.3 4.94#
Abundance
800000 8.122
0H\‘\5\}4\.(‘)\‘1\8}‘%\.\]-\\]_‘OH‘S\.\l‘H}“ ‘H\\‘\H\‘H\\‘H\.\‘HH
m/z--> 40 60 80 100 120 140 160 180 200 220 600000
Abundance
136.1
400000
Sub
50 200000
. 54.0 gpq 1081 0
rrrprr e e e e B e e e e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.10 8.20
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BF125815.D 8270-BF100721.M

Abundance Scan 905 (7.410 min): BF125768.D\data.ms (-89 #23
82.0 Nitrobenzene-d5
Concen: 6.260 ng
RT: 7.398 min Scan# 903
Ref 50 541 1281 Delta R.T. -8.012 min
Lab File: BF125815.D
Acq: 12 Oct 2021 22:14
0"“W“ww‘JWWNH‘M‘”‘\H”‘w“w“ww;ggp
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 66261
Abundance  Scan 903 (7.398 min): BF125815.D\datams | 100 Ratlo Lower Upper
82.1 82 100
128 47.7 40.6 60.8
54 42.8 49.6 74.4#
Raw 50 54.1 128.0
Abundance
80000
0“‘V‘w‘\‘Jﬂwh““““\w“‘\‘w‘\“H\““
mlz--> 40 60 80 100 120 140 160 180 60000
Abundance
82.1
40000
SUb ool s4a 1280 20000
O ARNRRARRARSE RN
miz--> 40 60 80 100 120 140 160 180 Time--> 7.35 7.40 7.45
Abundance Scan 949 (7.669 min): BF125768.D\data.ms (-94 #25
82.0 Isophorone
Concen: 3.533 ng
RT: 7.398 min Scan# 903
Ref 50 Delta R.T. -0.270 min
Lab File: BF125815.D
39.1 54.1 1381 | acq: 12 Oct 2021 22:14
ol el g0 1231 |
miz--> 40 60 80 100 120 140 Tgt IOI’]Z.SZ Resp: 66260
Abundance  Scan 903 (7.398 min): BF125815.D\datams | 10N Ratio Lower Upper
82.1 82 100
95 0.0 6.5 9.7#
138 0.0 18.4 27 .6#
Raw 50 541 128.0
Abundance
80000 7.298
98.1
ol B0 e
m/z--> 40 60 80 100 120 140 60000
Abundance
82.1
40000
5 54.1 1230 20000
98.1
0“3§P““\““ \““\‘;¥%q T SRARARREARENER
mlz--> 40 60 80 100 120 140 fTime-> 7.35 7.40 7.45
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162.1

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

Acenaphthene-d1e
Concen: 20.000 ng

Ref 50 Delta R.T. -0.006 min
Lab File: BF125815.D
80.1 Acq: 12 Oct 2021 22:14
0 108.0132.1
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:164 Resp: 303322
Abundance Scan 1324 (9.875 min): BF125815.D\data.ms | 100 Ratio Lower Upper
162.1 164 100
162 102.9 81.3 121.9
160 44.1 38.0 57.0
Raw 50
Abundance
80.1 400000 9875
ol 240 | 10611321 206.9
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance
162.1
200000
Sub
50 100000
80.1
S 1T Mot O M | MMV L5 e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 9.80 9.90

Abundance Scan 1459 (10.669 min): BF125768.D\data.ms (- #42
329.€

2,4,6-Tribromophenol

Concen: 8.747 ng
RT: 10.657 min Scan# 1457
Ref 50 Delta R.T. -0.012 min
Lab File: BF125815.D
Acq: 12 Oct 2021 22:14
O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 26195
Abundance Scan 1457 (10.657 min): BF125815.D\datams | 100 Ratio Lower Upper
320¢ 330 100
332 97.8 76.2 114.4
141 33.7 44.6 66.8%
Raw 50 62.0
140.9 Abundance
221.8 30000 10.657
0' \1;9‘\”““\\““\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance 20000
329.¢
Sub 62.0 10000
50 140.9
221.8
0 181.9 -
N B e B T
miz--> 50 100 150 200 250 300 Time--> 10.65 10.70
BF125815.D 8270-BF100721.M Wed Oct 13 ©09:48:20 2021
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Abundance Scan 1210 (9.204 min): BF125768.D\data.ms (-1 #45

1721 2-Fluorobiphenyl
Concen: 8.113 ng
RT: 9.192 min Scan# 1208
Ref 50 Delta R.T. -0.012 min
Lab File: BF125815.D
Acg: 12 Oct 2021 22:14
511 850 13001461 a
0\\\‘\\\\‘\\\Hw‘\‘\\\‘\\\\‘\\\‘\‘\\\\‘\\‘ \‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:172 Resp: 142674
Abundance Scan 1208 (9.192 min): BF125815.D\datams | 100 Ratio Lower Upper
172.1 172 100
171 34.6 26.5 39.7
170 23.2 18.8 28.2
Raw 50
Abundance
150000
0 51 O \\\85\\ ! 120 0\14\6\\0 I ‘ 2069
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance 100000
172.1
Sub
50 50000
oL 510 85.1 109.0133.0 206.9 0 :
e R et R & e SRS
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.159.20 9.25 9.30

Abundance Scan 1288 (9.663 min): BF125768.D\data.ms (-1 #51

165.0 2,6-Dinitrotoluene
Concen: 9.885 ng
RT: 9.875 min Scan#t 1324
Ref 50 89.0 Delta R.T. ©.212 min
63.0 Lab File: BF125815.D
90, “ H‘ “12‘10 ‘ ‘ Acq: 12 Oct 2021 22:14
o] AR R NI AR Y SRS NRSSI HUSSSSD MO
miz--> 40 60 80 100 120 13,0 1éo 180 200  Tet Ton:165 Resp: 39896
Abundance Scan 1324 (9.875 min): BF125815 D\datams | 10N Ratio Lower Upper
162.1 165 100
63 1.0 42.6 63.8%#
89 0.8 40.6 60.8#
Raw 50
Abundance
80.1 50000 9.875
0 54 0 L m‘ 106.1 132 1 “‘ 206.9
NARRRA AR RS RN AR AR SRR RN AR 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
162.1 30000
20000
Sub
50
10000
80.1
0 54.0 106.1 132.1 206.9 0 .
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.85 9.90
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Abundance Scan 1356 (10.063 min): BF125768.D\data.ms (1 #57

165.0 2,4-Dinitrotoluene
Concen: 7.818 ng
89.0 RT: 9.875 min Scan# 1324
Ref 50 Delta R.T. -0.188 min
63.0 1100 Lab File: BF125815.D
Acq: 12 Oct 2021 22:14
0H“H\H“LMHMMW‘u“h“”‘““”““H““H“Hw““
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: ~ 39896
Abundance Scan 1324 (9.875 min): BF125815.D\data.ms |~ 10N Ratio Lower Upper
162.1 165 100
63 1.0 40.9 61.3#
89 0.8 59.7 89.5#
Raw 5g 182 9.0 0.0 0.0
Abundance
80.1 50000 9.875
o %40, | 10611321 206.9
R AR AN S AN LRSS SRR AR 40000
mlz--> 40 60 80 100 120 140 160 180 200
Abundance
162.1 30000
o 20000
Su 50
10000
80.1
0 54.0 106.1 132.1 0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 085  9.90

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

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.357 min Scan# 1576
Ref 50 Delta R.T. -0.006 min
Lab File: BF125815.D
oL 42.1 660 ") 1321 i
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:188 Resp: 518937
Abundance Scan 1576 (11.357 min): BF125815.D\datams | 100 Ratio Lower Upper
188.1 188 100
94 11.0 6.7 10.1#
80 10.8 7.5 11.3
Raw 50
Abundance
94.1 600000 1187
. 160.1
42.1 660 1320 H\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 400000
188.1
sub o 200000
94.1 160.1
0 42.1 66.0 132.0 0 -
e A B
miz--> 40 60 80 100 120 140 160 180 200 Time—> 11.30 11.35 11.40

BF125815.D 8270-BF100721.M
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Abundance Scan 2024 (13.992 min): BF125768.D\data.ms (- #76

20.000 ng
992 min Scan# 2024
T. ©.000 min

Lab File: BF125815.D

Oct 2021 22:14

240 Resp: 476036

240.2 Chrysene-d12

Concen:

RT: 13.

Ref 50 Delta R.

120.1 ‘ Acq: 12
0“"2“0‘ S ’“\“‘\M‘H —_ \‘ — ‘0‘ f I ‘MLLM\“\‘ o5 e

m/z--> 50 100 150 200 250 300 350 @ T8t Ion:
Abundance Scan 2024 (13.992 min): BF125815.D\data.ms

Ion Ratio Lower Upper

120 12.8 10.8 16.2
236 25.2 21.6 32.4

Time-> 13.90 14.00 14.10

13.992

240.2 240 100
Raw 50
Abundance
600000
120.1
0 52.0 \\J \H 1801\\ wl 281.1 336.0
\\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance 400000
240.2
Sub 200000
50
120.1
ol 860 1941 | 28113230
m/z--> 50 100 150 200 250 300 350

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

244.2 Terphenyl-di4
Concen: 5.256 ng
RT: 12.939 min Scan# 1845
Ref 50 Delta R.T. -0.006 min
Lab File: BF125815.D
122.1 Acq: 12 Oct 2021 22:14
oz 800 [ O HRI
mlz-—-> 50 100 150 200 250 Tgt Ion:244 Resp: 164270
Abundance Scan 1845 (12.939 min): BF125815 D\data.ms 10N Ratio  Lower Upper
244.2 244 100
212 6.4 5.9 8.9
122 13.1 9.0 13.4
Raw 50
Abundance
1221 200000 12.939
s 801 | O ML e
miz--> 50 100 150 200 250 150000
Abundance
244.2
100000
Sub
50 50000
122.1
0420 821 ‘1‘6‘0"1‘ 2z e e
m/z--> 50 100 150 200 250 Time--> 12.90 13.00

BF125815.D 8270-BF100721.M
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264.1

Abundance Scan 2271 (15.445 min): BF125768.D\data.ms (- #86

Perylene-d12

Concen: 20.000 ng

RT: 15.451 min Scan# 2272
Delta R.T. ©0.006 min

Lab File: BF125815.D

Acq: 12 Oct 2021 22:14

Tgt Ion:264 Resp: 370715

Ref 50
132.1
AN CI Y Y R
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 2272 (15.451 min): BF125815.D\data.ms

Ion Ratio Lower Upper

264.2 264 100
260 24.0 19.6 29.4
265 21.4 17.2 25.8
Raw 50
Abundance
132.1 300000
o431 A 207.0 | 315.2365.2415.
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance 200000
264.1
Sub
50 100000
132.0
0 76.0 208.1 319.1369.1 — - —
T e e e T T
m/z--> 50 100 150 200 250 300 350 400 Time--> 15.30 15.40 15.50

BF125815.D 8270-BF100721.M
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