Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112222\
Data File : BG@55739.D

Acqg On : 22 Nov 2022 14:17

Operator : CG/JU

Sample : N5642-10 :
Misc : LEFT-SIDE-FLATS-30

ALS vial : 8 Sample Multiplier: 1

Quant Time: Nov 23 01:38:28 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Nov 23 01:35:20 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.244 152 45848 20.000 ng 0.00
21) Naphthalene-d8 11.076 136 195568 20.000 ng 0.00
39) Acenaphthene-die 14.871 164 132711 20.000 ng 0.00
64) Phenanthrene-d10 17.609 188 281317 20.000 ng 0.00
76) Chrysene-di12 21.904 240 258285 20.000 ng 0.00
86) Perylene-di12 25.312 264 257245 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.776 112 272030 107.246 ng 0.00

7) Phenol-d6 7.392 99 352957 104.533 ng 0.00
23) Nitrobenzene-d5 9.419 82 225526 60.951 ng 0.00
42) 2,4,6-Tribromophenol 16.352 330 171350 91.693 ng 0.00
45) 2-Fluorobiphenyl 13.491 172 515398 58.181 ng 0.00
79) Terphenyl-di4 20.195 244 735473 56.954 ng 0.00

Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 9.413 70 30240 11.656 ng # 78
51) 2,6-Dinitrotoluene 14.866 165 17612 8.142 ng # 24
57) 2,4-Dinitrotoluene 14.866 165 17612 5.775 ng # 22
67) 4-Bromophenyl-phenylether 16.352 248 10876 3.393 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_G\Data\BG112222\
Data File : BG@55739.D

Acqg On : 22 Nov 2022 14:17

Operator : CG/JU

Sample : N5642-10 :
Misc : LEFT-SIDE-FLATS-30

ALS vial : 8 Sample Multiplier: 1

Quant Time: Nov 23 01:38:28 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Wed Nov 23 ©1:35:20 2022

Response via : Initial Calibration

Abundance TIC: BG055739.D\data.ms
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Abundance Scan 845 (8.253 min): BG055645.D\data.ms (-83 #1

150.0  1,4-Dichlorobenzene-d4

Concen: 20.000 ng

RT: 8.244 min Scan# 8{lgliidiipl=lgies

Ref 50 115.0 Delta R.T. -0.002 min A_

78.0 Lab File: BG@55739.D [(GICHIEEIel(EI(6H
0 “ Acq: 22 Nov 2022 14:17 EERESIPISSSRNEEEE
Ll M ul
g 20 6‘0 80 100 130 140 160 Tgt Ion:152 Resp: 45848

Abundance Scan843(8.244m|n): BG055739.D\datams = 1on Ratio Lower Upper
150.0 152 100

150 158.0 123.0 184.6
115 57.9 47.0 70.4

o

Raw 50 115.0
520 78.0 : Abundance
‘ 40000
0\\\‘}\ ‘\“\\\!‘\“\‘\\‘\\\‘i“\\\\‘\\‘\“\‘\
miz—> 40 60 80 100 120 140 160 30000 aloks
Abundance Scan 843 (8.244 min): BG055739.D\data.ms (-82
150.0
20000
Sub
%0 115.0 10000
52.0 78.0
0\\\‘}\ L B
miz-> 40 60 100 120 140 160 Time—> 8.15 8.20 8.25 8.30

Abundance Scan 424 (5.779 min): BG055645.D\data.ms (-41 #5
112.0 2-Fluorophenol
Concen: 107.246 ng

64.0 RT: 5.776 min Scan# 423
Ref 50 Delta R.T. 0.004 min
92.0 Lab File: BG@55739.D
39.0 5 Acq: 22 Nov 2022 14:17
0 \‘\\\‘U‘\\\\}‘\‘\1}“1\‘\\‘\\7\\‘\\\\‘\\\\‘\\\\‘ ‘\\\‘\
m/z—> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 272030

Abundance  Scan 423 (5.776 min): BG055739.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 64.0 50.6 76.0

64.0 63 34.2 27.5 41.3
Raw 5p
Abundance
92.0 5.776
390 510, ‘ 150000
0\‘\\\‘“‘\\\\}‘\‘\1}“1\‘\\‘\\7\\9‘4\\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 423 (5.776 min): BG055739.D\data.ms (-3 100000
112.0
64.0
sub 50000
92.0
39.0 g5 ‘
0 ‘_H‘U_H‘;uu!‘ww“7‘9‘4‘”‘””“” - e~
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.70 5.80 5.90
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Abundance Scan 698 (7.389 min): BG055645.D\data.ms (-6¢ #7

99.0 Phenol-d6
Concen: 104.533 ng
RT: 7.392 min Scan# 6l Eies
Ref 50 711 Delta R.T. ©0.004 min A_
421 ‘ Lab File: BG@55739.D [(GICHIEEIel(EI(6H
‘ ‘ Acq: 22 Nov 2022 14:17 ESSESIPI=ERNISEC
oww‘}““mﬁlu HMWH\ ‘m_m‘u!u_m
m/z—-> 3 40 50 60 70 80 90 100 110  Tgt Ion: 99 Resp: 352957
Abundance ~ Scan 698 (7.392 min): BG055739.D\datams 100 Ratio  lLower Upper
99.0 99 100
42 21.5 18.0 27.0
71 35.3 29.8 43.6
Raw 50
711 Abundance
42.0 200000 7.392
oH_H:MH\11”‘;;1““””_”‘_HHW_M
miz--> 30 40 50 60 70 80 90 100 110 150000
Abundance Scan 698 (7.392 min): BG055739.D\data.ms (-6(
[¢
%0 100000
Sub
50 711 50000
42.0
54.0
0‘wH‘MwH‘lw*”“\‘”w””MHHHHWH 0% SRR
miz--> 30 40 50 60 70 80 90 100 110 Time-> 7.30 7.40 7.50

Abundance Scan 982 (9.058 min): BG055645.D\data.ms (-97 #19

43.0 70.0 n-Nitroso-di-n-propylamine
Concen: 11.656 ng

RT: 9.413 min Scan# 1042

Ref 50 Delta R.T. 0.368 min
105.0 Lab File: BG®55739.D
i ‘ ) 1301 Acq: 22 Nov 2022 14:17
0\\\"\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 76 Resp: 30240
Abundance Scan 1042 (9.413 min): BG055739.D\datams 100 Ratio Lower Upper
82.0 70 100
42 55,3 55,2 82.8
54.0 101 0.0 7.1 10.74#
Raw s5q 128.0 130 1.7 16.1 24.1#
Abundance
‘ | 15000
0\\\”"\\\\‘\\\\“\\\\‘\\i\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1042 (9.413 min): BG055739.D\data.ms (-¢
59,0 10000
54.0
Sub
50 128.0 5000
0‘m‘,‘u!wH“H“H“‘HH‘HH‘HH‘HH‘HH‘HH R
m/z—-> 40 60 80 100 120 140 160 180 200 Time--> 9.35 9.40 9.45
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Abundance Scan 1327 (11.085 min): BG055645.D\data.ms (- #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 11.076 min Scan# 1[[E{dValEiss
Ref 50 Delta R.T. ©0.004 min _
Lab File: BG@55739.D |SUEIEEISICIEH
540 a0 108.0 Acq: 22 Nov 2022 14:17 ESEESIN=SRENEREl
0 \\‘|o\\H\‘}w\“.i‘}\\\‘\‘1\\‘\\}““\\
miz--> 40 60 80 100 120 140 | Tgt Ion:}36 Resp: 195568
Abundance Scan 1325 (11.076 min): BG055739.D\data.ms 1N Ratlo Lower Upper
136.1 136 100
137 10.8 9.0 13.6
54 9.4 7.8 11.6
Raw 50 68 5.7 5.0 7.4
Abundance
100000 "pre
54.0 108.0
0 \3\8.|Q\ T M\ T 1‘1\76}.‘?‘1 t \.9\‘ \‘1 L M“‘ ™1
miz-> 40 60 80 100 120 140 80000
Abundance Scan 1325 (11.076 min): BG055739.D\data.ms (
136.1 60000
40000
Sub
50
20000
54.0 108.0
0 38.0 | \\76\'\9‘ 19 | il 0 /\\
e e e R
m/z—> 40 60 80 100 120 140 Time->  11.00 11.10
Abundance Scan 1045 (9.428 min): BG055645.D\data.ms (-1 #23
82.0 Nitrobenzene-d5
Concen: 60.951 ng
54.0 RT:  9.419 min Scan# 1043
Ref 50 128.0 Delta R.T. ©0.004 min
Lab File: BGO55739.D
98.0 Acq: 22 Nov 2022 14:17
ol 4080 ‘ 680, | | 1120 |
LI ‘ T T ‘ L ‘ T T T ‘ L ‘ T T T
miz-—-> 40 60 80 100 120 Tgt IOI’]Z.SZ Resp: 225526
Abundance Scan 1043 (9.419 min): BG055739.D\data.ms = 10N Ratlo Lower Upper
82.0 82 100
128 43.3 34.1 51.1
54.0 54 59.0 47.3 70.9
Raw 50 128.0
Abundance
98.0 9419
05 \4?.‘0“(\) \‘!“\ ‘§§‘9 1‘1 ‘\ T \“ \1\112.\0‘ T 100000
m/z--> 40 60 80 100 120
Abundance Scan 1043 (9.419 min): BG055739.D\data.ms (-¢
82.0
cub 54.0 50000
50 128.0
98.0
oL 400 ‘ 680 | | 1120 | |
LI ‘ L ‘ L ‘ T T T T ‘ T T T ‘ T T T T T L ‘ L T T ‘ T T
m/z--> 40 60 80 100 120 Time--> 9.40 9.50

BGO55739.D 8270-BG111622.M
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Abundance Scan 1972 (14.874 min): BG055645.D\data.ms (- #39

162.1  Acenaphthene-die

Concen: 20.000 ng

RT: 14.871 min Scan# 1{gEiginl=lies

Ref 50 Delta R.T. ©0.004 min _
Lab File: BG@55739.D [SlEERISEINIAEE
80.0 Acq: 22 Nov 2022 14:17 LEFT-SIDE-FLATS-30
54.0 106.0 132.0
0 H“HN\HM\“‘“‘\VHi\‘i\\“\\}‘i‘\\\l‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:164 Resp: 132711

Abundance Scan 1971 (14.871 min): BG055739.D\datams 10N Ratio Lower Upper
1641 | 164 100

162 99.8 81.1 121.7
160 44.8 34.8 52.2

Raw 50
Abundance
80.0 80000 14811
54.0 106.0 1820 |
0 H“HH\‘M\“‘“‘\VH‘\‘M\‘H}‘i‘\\\w
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 1971 (14.871 min): BG055739.D\data.ms (
164.1
40000
Sub
50
20000
80.0
54.0
0 “pH:M‘:H‘HM‘H‘1QQP“1?5ﬂ“‘ML O
m/z--> 40 60 80 100 120 140 160 Time--> 14.80 14.90

Abundance Scan 2224 (16.355 min): BG055645.D\data.ms (- #42

329.7 2,4,6-Tribromophenol
Concen: 91.693 ng

RT: 16.352 min Scan# 2223
Delta R.T. ©0.004 min

Lab File: BGO55739.D

Acq: 22 Nov 2022 14:17

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:336 Resp: 171356
Abundance Scan 2223 (16.352 min): BG055739.D\data.ms | 19" Ratio Lower Upper
3207 330 100
332 96.8 77.8 116.8
141 38.5 23.9 35.9
Raw 5p
Abundance
16.852
100000
0,
miz--> 50 100 150 200 250 300 80000
Abundance Scan 2223 (16.352 min): BG055739.D\data.ms (
329.1 60000
Sub 40000
50 62.0
140.9 2
‘ H 9218 0000
o btz | lamse
miz--> 50 100 150 200 250 300 Time--> 16.30 16.40 16.50
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Abundance Scan 1738 (13.500 min): BG055645.D\data.ms (. #45
172.0 ' 2-Fluorobiphenyl
Concen: 58.181 ng
RT: 13.491 min Scan#t 11gEgl=gles
Ref 50 Delta R.T. -0.002 min _
Lab File: BG@55739.D EéiFeﬁtsslggngll_ilgsiw
510 85.0 1000 133.0152.0 ‘ Acq: 22 Nov 2022 14:17
0H“Hu"“Hm;“h”‘“H‘i‘”“w\‘d‘\“”\ T
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 515398
Abundance Scan 1736 (13.491 min): BG055739.D\data.ms = 10" Ratio Lower Upper
1720 172 100
171 36.7 29.8 44.6
170 24.7 20.2 30.4
Raw 50
Abundance
300000] 13491
0 51\\ O uh85h0 120 0 | 14\6\\0 | ‘
m/z--> 4b 6b 8b 160 1&0 140 1é0
Abundance Scan 1736 (13.491 min): BG055739.D\data.ms (- 200000
172.0
Sub 100000
0 51\ 0 \\\\85‘\0 120 0 | 14‘6\”0 | ‘ 0
miz--> 45 Gb 80 160 150 140 1éo | Time—> 1340 13.50 13.60
Abundance Scan 1898 (14.440 min): BG055645.D\data.ms (- #51
165.0 2,6-Dinitrotoluene
Concen: 8.142 ng
63.0 89.0 RT: 14.866 min Scan#t 1970
Ref 50 Delta R.T. ©.433 min
Lab File: BGO55739.D
‘ ‘ 121.0 Acq: 22 Nov 2022 14:17
0\\\‘\\!‘\M\\“\“‘\”\u‘r‘”“u\‘uu‘\!u‘\‘\u‘uu‘uu
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 17612
Abundance Scan 1970 (14.866 min): BG055739.D\data.ms | 100 Ratio Lower Upper
162.1 165 100
63 0.0 44.6 66.84#
89 0.0 42.2 63.44#
Raw gp
Abundance
80.0 10000 14.866
ot 19821320l 2070
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 1970 (14.866 min): BGO55739 D\data.ms (
162. 6000
4000
Sub 50
2000
80.0
ob 2H0) L 10811320 | 207.0 0
m/z--> 4‘0 6b 8‘0 160 1%0 14‘10 160 1é0 260 Time--> 14.‘80 14.‘85 14.‘90
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Abundance Scan 2031 (15.221 min): BG055645.D\data.ms (- #57
165.0 2,4-Dinitrotoluene
89.0 Concen: 5.775 ng
RT: 14.866 min Scan# 1{gEigil=laiss
Ref 50 63.0 Delta R.T. -0.354 min NV
1190 Lab File: BG855739.D [SUENIEENIWIEIEE
39.0 ‘ Acq: 22 Nov 2022 14:17 ESSESIPI=ERNISEC
0\\\i\‘\‘h‘\“‘\“\\H}‘i\“\h\\‘H\\\‘\\\\‘\\\\\‘\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:165 Resp: 17612
Abundance Scan 1970 (14.866 min): BG055739.D\data.ms 1N Ratlo Lower Upper
162.1 165 100
63 0.0 35.8 53.8#
89 0.0 56.2 84 .4#
Raw  5q 182 0.0 1.8  2.8#
Abundance
80.0 14.866
o A0 081320 J) a7 T
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 1970 (14.866 min): BG055739.D\data.ms (
162.1 6000
Sub 4000
50
2000
80.0
ol S0 1081320 | 207
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.80 14.85 14.90
Abundance Scan 2439 (17.618 min): BG055645.D\data.ms (: #64
188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.609 min Scan# 2437
Ref 50 Delta R.T. ©.004 min
Lab File: BGO55739.D
Acq: 22 Nov 2022 14:17
0420 ‘Bﬂo“ 118.0 1940 |
T T ‘ T T T T T T T T i ‘ T T T T ‘ T T T
miz-> 50 100 150 200 250 Tgt IOI"IZ:!.SS Resp: 281317
Abundance Scan 2437 (17.609 min): BG055739.D\data.ms 10N Ratlo Lower Upper
188.1 188 100
94 7.0 5.4 8.2
80 8.7 6.6 10.0
Raw 5p
Abundance
17.609
80.0 15
0420 [ y1120 1500 A 280 150000
miz--> 50 100 150 200 250
Abundance Scan 2437 (17.609 min): BG055739.D\data.ms (
188.1 100000
Sub
50 50000
80.0
0420 " j1120 1980 | 276.1 7\
“‘ e
miz-> 50 100 150 200 250 Time--> 17.60 17.70

BGO55739.D 8270-BG111622.M
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Abundance Scan 2299 (16.796 min): BG055645.D\data.ms (; #67

241.9 4-Bromophenyl-phenylether
141.0 Concen: 3.393 ng
RT: 16.352 min Scan#t 2/gigiil=gles
Ref 50 77.0 Delta R.T. -0.437 min
Lab File: BG@55739.D [(GICHIEEIel(EI(6H
39# ‘ Acq: 22 Nov 2022 14:17 EEEESIPISSERNERE
0 “\“ t ‘\“‘H‘\‘m‘\‘\“‘ s ‘}‘H‘u‘ h“h\’]‘g‘z‘-g‘ TN -
m/z—-> 50 100 150 200 250 300 Tgt Ion:248 Resp: 10876

Abundance Scan 2223 (16.352 min): BG055739.D\data.ms = 10N Ratio Lower Upper
3207 248 100

250 200.9 79.0 118.44#
141 466.0 52.9 79.3#

Raw 50
Abundance
30000
0,
m/z--> 50 100 150 200 250 300
Abundance Scan 2223 (16.352 min): BG055739.D\data.ms (
320 7 20000
SUb ol 620 10000
140.9
‘ H 221.8
olk WH‘WUO‘% i I — !‘H‘M 2759 O
m/z--> 50 100 150 200 250 300 Time--> 16.30 16.35 16.40

Abundance Scan 3171 (21.919 min): BG055645.D\data.ms (1 #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.904 min Scan# 3168
Ref 50 Delta R.T. -0.002 min
Lab File: BGO55739.D
Acq: 22 Nov 2022 14:17
0 ﬁz‘\ou 1|‘2'J0.0180.0“”| TTTT T TITT "\ T T T
m/z—> 50 100 150 200 250 300 350 400 450 500 '8t Ion:246 Resp: 258285
Abundance Scan 3168 (21.904 min): BG055739.D\datams = 10N Ratlo Lower Upper
240.1 240 100
120 8.0 6.3 9.5
236 26.9 21.9 32.9
Raw  gp
Abundance
21.904
118.0
0 4\%.‘9\ T “‘\Jl TT ‘1\\8\0\.9\\.‘\ \”“ TTT \3‘\2%\1‘ :\3§5\-‘3\\ TT ‘ T \?\0‘2\-‘
m/z--> 50 100 150 200 250 300 350 400 450 500 100000
Abundance Scan 3168 (21.904 min): BG055739.D\data.ms (
240.1
Sub 50000
50
118.0
0520 771800, | 30203631 4762 ot e
miz—> 50 100 150 200 250 300 350 400 450 500 Time->  21.80 22.00
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Abundance Scan 2879 (20.203 min): BG055645.D\data.ms (; #79

244.2 Terphenyl-di4
Concen: 56.954 ng
RT: 20.195 min Scan# 2{QSidiinlEhl
Ref 50 Delta R.T. ©0.004 min A_
Lab File: BG@55739.D |SUCHISEUILICICH
122.1 Acq: 22 Nov 2022 14:17 EESESIPISIEEAERCl
0\\5‘4.\0\\\‘\\‘\‘\“\‘\‘\1\9?\1\‘\““‘\\\\‘\\\\i\\\
m/z—-> 50 100 150 200 250 300 350 18t Ion:244 Resp: 735473
Abundance Scan 2877 (20.195 min): BG055739.D\data.ms  1on Ratlo Lower Upper
244.2 244 100
212 7.8 6.3 9.5
122 8.7 6.9 10.3
Raw 50
Abundance
s00000 20 1%°
122.1
0 T \5‘4.\0\ \ \ ‘ \ \‘\ T ‘ \‘ T \1\9?\1\‘\““‘ T \2\9\5‘.\2\3\4.\1‘.0\ T
miz—-> 50 100 150 200 250 300 350 400000
Abundance Scan 2877 (20.195 min): BG055739.D\data.ms (
244.2 300000
200000
Sub
50
100000
122.1
oh 340 1 1981 )| 2951 3551 0
IR IR OSSR TR AR S —
m/z--> 50 100 150 200 250 300 350 Time--> 20.20  20.40

Abundance Scan 3751 (25.327 min): BG055645.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 25.312 min Scan# 3748
Ref 50 Delta R.T. ©.010 min
Lab File: BGO55739.D
1 Acq: 22 Nov 2022 14:17
0 43 0 I 1” 204. 0 s -
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z—> 50 100 150 200 250 300 350 400 450 500 '8t Ion:264 Resp: 257245
Abundance Scan 3748 (25.312 min): BG055739.D\datams = 10N Ratlo Lower Upper
264.1 264 100
260 24.1 19.5 29.3
265 21.8 17.1 25.7
Raw  gp
Abundance
25.812
57 1 132.0
0 T \ﬂ‘”\ \‘ \‘\ ‘ \”\ ‘”\ ‘ T \2\\0‘% 9‘\ ‘l T \‘ T ‘ \%%J‘.J\4gﬂ\.p\ T ‘ T \53\0‘2\-\: 60000
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance Scan 3748 (25.312 min): BG055739.D\data.ms (
264.1 40000
Sub
50 20000
132.0
0l270 | 1940 331.1 4141 489.2 ot
P et e e e e ==
m/z--> 50 100 150 200 250 300 350 400 450 500 Time--> 25 20 25.40
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