Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55593.D

Acqg On : 12 Nov 2022 17:19

Operator : CG/JU

Sample : N5431-04 :

Misc : 20221178-COMP-13-MODIFIED-ELUTRIATE

ALS vial : 9 Sample Multiplier: 1

Quant Time: Nov 14 03:28:41 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Nov 10 03:39:46 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.267 152 60953 20.000 ng 0.00
21) Naphthalene-d8 11.093 136 255007 20.000 ng 0.00
39) Acenaphthene-die 14.888 164 190903 20.000 ng 0.00
64) Phenanthrene-d10 17.626 188 478982 20.000 ng 0.00
76) Chrysene-di12 21.927 240 470517 20.000 ng 0.00
86) Perylene-di12 25.347 264 493707 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.793 112 157009 49.064 ng 0.00

7) Phenol-dé 7.397 99 151384 34.247 ng 0.00
23) Nitrobenzene-d5 9.436 82 274957 73.095 ng 0.00
42) 2,4,6-Tribromophenol 16.369 330 246954  132.582 ng 0.00
45) 2-Fluorobiphenyl 13.514 172 680515 53.770 ng 0.00
79) Terphenyl-di4 20.218 244 1269694 54.201 ng 0.00

Target Compounds Qvalue

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111222\
Data File : BG@55593.D

Acqg On : 12 Nov 2022 17:19

Operator : CG/JU

Sample : N5431-04 :

Misc : 20221178-COMP-13-MODIFIED-ELUTRIATE

ALS vial : 9 Sample Multiplier: 1

Quant Time: Nov 14 03:28:41 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Nov 10 03:39:46 2022

Response via : Initial Calibration

Abundance TIC: BG055593.D\data.ms
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Abundance Scan 848 (8.270 min): BG055521.D\data.ms (-84 #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 8.267 min Scan# 84gkidtinlEls

Ref 50 115.0 Delta R.T. -0.003 min IA_
500 780 Lab File: BG®55593.D [(GUEhISEnlellEll0f
‘ ‘ Acq: 12 Nov 2022 17:19 20221178-COMP-13-MODIFIED-ELUTRIATE
Ol— \w T \‘\‘\‘ “”i T \“‘ ‘ T ‘\ T T \‘ L ‘\“\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 60953

Abundance  Scan 847 (8.267 min): BG055593.D\datams 10N Ratio Lower Upper
1500 152 100

150 152.2 121.0 181.4
115 65.4 47.8 71.8

Raw  5p 115.0
52.0 78.0 Abundance
‘ 50000
0\\\w\\‘\‘\“”\\\“‘H\“\\\‘\\\1“\\\\‘\\‘\“\‘\
m/z--> 40 60 80 100 120 140 160 40000 8l267
Abundance Scan 847 (8.267 min): BG055593.D\data.ms (-82
150.0 30000
Sub 20000
50 115.0
520 780 10000
0 7\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 Time--> 8.20 8.25 8.30

Abundance Scan 426 (5.791 min): BG055521.D\data.ms (-41 #5
11p.0 2-Fluorophenol
Concen: 49.064 ng

RT: 5.793 min Scan# 426
Ref 50 Delta R.T. ©0.002 min
Lab File: BGO55593.D
Acq: 12 Nov 2022 17:19
0' waw‘*\wwwwwm%q*??q . .

m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:112 Resp: 157609
Abundance  Scan 426 (5.793 min): BG055593. D\datams = 10N Ratlo Lower Upper
112.0 112 100

64 63.8 52.6 78.8
63 34.8 28.3 42.5

Abundance

m/z-->

40 60 80 100

120 140 160 180 200

Raw 50
5.793
07 \ \ \ ’ \ T \ T ‘ TT ‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT 80000

Sub

m/z-->

Abundance Scan 426 (5.793 min):

11

T

o

BG055593.D\data.ms (-33
2.0

40 60 80 100

120 140 160 180 200

Time-->  5.70 5.80 5.90

60000

40000

20000
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Abundance Scan 700 (7.401 min): BG055521.D\data.ms (-6¢ #7
99.0 Phenol-d6
Concen: 34.247 ng
RT: 7.397 min Scan# 6{gSiidiipl=lpies
Ref 50 Delta R.T. -0.004 min VA
420 Lab File: BG@55593.D (GUEINEEISICIR
I TN L r P IR VAR I} 2022178-COMP-13-MODIFIED-ELUTRIATE
0 UM ‘\ ‘U“‘\ \“ ‘\ T L ‘ L L ‘ L L ‘ T 2\8\]-.\
m/z--> 100 150 200 250 Tgt Ion:‘99 Resp: 151384
Abundance Scan 699 (7.397 min): BG055593.D\datams 10N Ratio  Lower Upper
99.0 99 100
42 22.4 17.5 26.3
71 36.3 28.3 42.5
Raw 50
Abundance
42.0 7.397
‘ 80000
0 T ‘H“ “H ‘\ “U \ T L L ‘ L L ‘ L L ‘ T T L
m/z--> 50 100 150 200 250 60000
Abundance Scan 699 (7.397 min): BG055593.D\data.ms (-6(
99.0
40000
S
ub 5
20000
42.0
miz--> 100 150 200 250 Time--> 7.30 7.40 7.50
Abundance Scan 1330 (11.102 min): BG055521.D\data.ms ( #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 11.093 min Scan# 1328
Ref 50 Delta R.T. -0.009 min
Lab File: BGO55593.D
54.0 6.0 108.0 Acq: 12 Nov 2022 17:19
0 \3\8.|Q\ T H\ T i‘\‘ T }.‘i‘i T I [ T H“‘ T
miz--> 40 60 80 100 120 140 Tgt IOI"IZ:!.36 Resp: 255007
Abundance Scan 1328 (11.093 min): BG055593.D\data.ms 19N Ratio Lower Upper
136.1 136 100
137 11.2 8.6 12.8
54 10.4 8.6 12.8
Raw 5 68 5.9 4.6 6.8
Abundance
11.093
54.0 76.0 108.0
0 \3\8.|Q\ T H\ T i‘\ T ““‘9\1\0\ T \‘\‘ L \‘M‘ T
m/z--> 40 60 80 100 120 140 100000
Abundance Scan 1328 (11.093 min): BG055593.D\data.ms (
136.1
Sub 50000
50
54.0 108.0
o380 [ 00 |l ol
m/z--> 40 60 80 100 120 140 Time--> 11.00 11.10
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Abundance Scan 1048 (9.445 min): BG055521.D\data.ms (-1 #23

82.0 Nitrobenzene-d5
Concen: 73.095 ng
54.0 RT:  9.436 min Scan# 1{QSLERI
Ref 50 128.0 Delta R.T. -0.009 min |
Lab File: BG@55593.D (SlEHISEIAIE0
Acq: 12 Nov 2022 17:19 20221178-COMP-13-MODIFIED-ELUTRIATE
0\\\‘“\\‘!M\‘i‘\“\l‘i“\\\\“\\}\‘\\‘\\‘\\\\‘\\\\‘]\-\9\2\.]‘_
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 82 Resp: 274957
Abundance Scan 1046 (9.436 min): BG055593.D\datams = 10N Ratlo Lower Upper
82.0 82 100
128 41.4 32.6 49.0
54.0 54 60.0 47.3 70.9
Raw 50
128.0 Abundance
‘ 150000 9.436
0H\‘“\\‘\”\‘i‘\‘\H‘\\\\“H\‘\‘H‘H‘HH‘HH‘\H\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1046 (9.436 min): BG055593.D\data.ms (-4 ~ 100000
82.0
54.0
Sub 50000
50 128.0
oM;Mwlu_“‘mwmwuww_ww‘ O
m/z--> 40 60 80 100 120 140 160 180  Time-> 9.40 950

Abundance Scan 1975 (14.892 min): BG055521.D\data.ms ( #39
162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.888 min Scan# 1974

Ref 50 Delta R.T. -0.004 min

Lab File: BGO55593.D

Acq: 12 Nov 2022 17:19

80.0

0 106.0 132.0
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 196963
Abundance Scan 1974 (14.888 min): BG055593.D\datams = 10N Ratlo Lower Upper
16Q.1 164 100

162 103.2 81.3 121.9
1606 45.1 35.9 53.9

Raw 50
Abundance
80.0 14/888
132.0
0! 106.0 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1974 (14.888 min): BG055593.D\data.ms (
162.1
50000
Sub
50
80.0
ol 20, ) 10601320 | 206.9 o
e e e e e T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.80 14.90
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Abundance Scan 2226 (16.367 min): BG055521.D\data.ms (- #42

329.7) 2,4,6-Tribromophenol
Concen: 132.582 ng
RT: 16.369 min Scan# 2[Eigil=ies
Delta R.T. ©0.002 min

Lab File: BG©55593.D [GUEhISEIEM
Acq: 12 Nov 2022 17:10 ZUZARNiReCNV I BEKRVe=oR= N0 INI=

Ref 50

0,
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 246954

Abundance Scan 2226 (16.369 min): BG055593.D\datams  1°N Ratio Lower Upper
3207 330 100

332 96.9 77.4 116.2
141 31.2 25.4 38.2

Raw 50
Abundance
150000 16869

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 2226 (16.369 min): BG055593.D\data.ms ( 100000

329.7

Sub 50000

- 7\ T ‘ T T T 7T ’ T T 7T T
miz--> 50 100 150 200 250 300 Time--> 16.30 16.40

Abundance Scan 1741 (13.517 min): BG055521.D\data.ms (- #45

172.0 2-Fluorobiphenyl
Concen: 53.770 ng
RT: 13.514 min Scan# 1740
Ref 50 Delta R.T. -0.003 min
Lab File: BGO55593.D
Acq: 12 Nov 2022 17:19
51.0 85.0 120.0 146.0 q
0,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 686515
Abundance Scan 1740 (13.514 min): BG055593.D\data.ms | 1©" Ratio Lower Upper
172.0 172 100
171 36.6 29.7 44.5
170 24.6 19.8 29.6
Raw 50
Abundance
400000 13p14
85.0 146.0
Ol \“ ‘\5\]‘-‘\.(\)“‘\ el T \h‘\ T “ T \:I\-\Ziow.”\ow‘\ T M‘ \“ = ‘\ BRE \2‘0\\7\0\
m/z--> 40 60 80 100 120 140 160 180 200
- 300000
Abundance Scan 1740 (13.514 min): BG055593.D\data.ms (
172.0
200000
Sub
50
100000
o 510 850 12001460 |
rrere e e e e e s ——
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 13.50
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BGO55593.D (GUEIEEIEH
P YR 2R 202211 78-COMP-13-MODIFIED-ELUTRIATE

Abundance Scan 2441 (17.630 min): BG055521.D\data.ms (| #64
188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.626 min Scan# 2{gEigil=laies
Ref 50 Delta R.T. -0.004 min
Lab File:
80.0 158.0 Acq: 12 Nov
0 \4\2?‘ I ”1 \‘“]‘_1(\)(\) T T “‘\‘ t \‘M\ T ‘26\3\‘
m/z--> 50 100 150 200 250 Tgt Ion: :!.88 Resp : 478982
Abundance Scan 2440 (17.626 min): BG055593 D\datams = 10N Ratlo Lower Upper
188.1 188 100
94 7.7 6.4 9.6
80 8.5 7.6 11.4
Raw 50
Abundance
300000 17.626
olaz1 %09 1180 830 |
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance Scan 2440 (17.626 min): BG055593.D\data.ms (| 200000
188.1
Sub
50 100000
ol 520 210 12491580
7 LA e B
m/z—-> 50 100 150 200 250  Time--> 17.60 17.70
Abundance Scan 3173 (21.931 min): BG055521.D\data.ms (- #76
240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.927 min Scan# 3172
Ref 50 Delta R.T. -0.004 min
Lab File: BGO55593.D
Acq: 12 Nov 2022 17:19
0 \\51‘1\0\\ i‘]‘-”]\-'ﬁwow ‘:\L\B(\)\.(‘)‘\" il TTTT T T TT] T RRRR
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:24@ Resp: 470517
Abundance Scan 3172 (21.927 min): BG055593.D\data.ms Ion Ratio Lower Upper
240.1 240 100
120 8.0 6.1 9.1
236 26.6 21.4 32.0
Raw 50
Abundance
250000 2hppat
118.0 5
0%3\‘0\ Tt ‘”\lu T \}\7\0\.(\)‘”\"\ \hl“ T ‘3\2\6\\9‘ T ‘4\\2\9\
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 3172 (21.927 min): BG055593.D\data.ms (
240.1 150000
Sub 100000
50
50000
118.0
0 66.0 | 1821\\ 1l 355.0 429. 1
R e T e e T T
mlz--> 50 100 150 200 250 300 350 400  Time--> 21.90 22.00
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Abundance Scan 2881 (20.215 min): BG055521.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 54.201 ng
RT: 20.218 min Scan# 2{gEigil=lies
Ref 50 Delta R.T. ©0.003 min |
Lab File: BG@55593.D (GUEINEEISICIR
1921 Acq: 12 Nov 2022 17:19 20221178-COMP-13-MODIFIED-ELUTRIATE
oL ?ﬁ.\qw f \”‘“\ ‘\‘ \.‘\ “‘1‘ \‘\‘\9?.‘%\‘\”‘!““ LML L B
m/z--> 50 100 150 200 250 300 350 Tgt Ion:244 Resp: 1269694
Abundance Scan 2881 (20.218 min): BG055593 D\datams = 10N Ratlo Lower Upper
244.1 244 100
212 8.0 6.5 9.7
122 8.4 7.7 11.5
Raw 50
Abundance
20218
o540 P | 1981 sp70 800000
\\‘\‘\ i‘\““\‘\\‘\“\‘\\‘\“‘\“\\\“‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2881 (20.218 min): BG055593.D\data.ms (|~ 600000
244.1
400000
Sub
50
200000
160.1
540 2060 ¥lagpy | e L
miz--> 50 100 150 200 250 300 350 Time-> 20.10 20.20 20.30

Ref 50

o

13‘2.1
I 1‘

26

204.0

Abundance Scan 3755 (25.350 min): BG055521.D\data.ms (

4.1

m/z-->

50 100 150 200 250 300 350 400 450

"
T

#86

Abundance

Raw 50

132.0
64.0 | 194,00

Scan 3754 (25.347 min

26

I

: BG055593.D\data.ms
4.1

340.9 489.

o

m/z-->

50 100 150 200 250 300 350 400 450

Perylene-di2

Abundance

Sub
50

132.0
64.0 ! 1”

26

204.0

Scan 3754 (25.347 min): BG055593.D\data.ms (

4.1

m/z-->

u U
T

50 100 150 200 250 300 350 400 450

Concen: 20.000 ng
RT: 25.347 min Scan# 3754
Delta R.T. -0.003 min
Lab File: BGO55593.D
Acq: 12 Nov 2022 17:19
Tgt Ion:264 Resp: 493707
Ion Ratio Lower Upper
264 100
260 23.9 19.4 29.2
265 20.7 17.1 25.7
Abundance
25347
150000
100000
50000
OV ‘ T T T T ‘ T T
Time--> 25.20 25.40
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