Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102921\
Data File : BG@50791.D

Acqg On : 30 Oct 2021 ©00:10
Operator : CG/JU

Sample : M4402-01

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Oct 30 01:39:42 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 14 10:56:22 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.247 152 38744 20.000 ng -0.01
21) Naphthalene-d8 11.068 136 166783 20.000 ng #-0.02
39) Acenaphthene-di10 14.869 164 110686 20.000 ng 0.00
64) Phenanthrene-d10 17.613 188 224856 20.000 ng # 0.00
76) Chrysene-di12 21.920 240 186098 20.000 ng # 0.00
86) Perylene-di12 25.345 264 186241 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.780 112 260527 100.565 ng -0.01

7) Phenol-dé6 7.396 99 357211 95.236 ng -0.01
23) Nitrobenzene-d5 9.417 82 243394 60.411 ng -0.01
42) 2,4,6-Tribromophenol 16.356 330 100455 95.150 ng 0.00
45) 2-Fluorobiphenyl 13.494 172 463555 63.031 ng -0.01
79) Terphenyl-di4 20.204 244 630293 66.004 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.396 77 855 Below Cal # 10
19) n-Nitroso-di-n-propyla... 9.417 70 34434 12.595 ng # 69
51) 2,6-Dinitrotoluene 14.869 165 14361 8.570 ng # 12
57) 2,4-Dinitrotoluene 14.869 165 14361 6.080 ng # 17
67) 4-Bromophenyl-phenylether 16.356 248 7992 3.527 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\BG102921\
Data File : BG@50791.D

Acqg On : 30 Oct 2021 ©0:10
Operator : CG/JU

Sample : M4402-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Time: Oct 30 01:39:42 2021

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Thu Oct 14 10:56:22 2021

Response via : Initial Calibration

Abundance TIC: BG050791.D\data.ms
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Abundance Scan 813 (8.264 min): BG050465.D\data.ms (-8C #1

149.9 1,4-Dichlorobenzene-d4
Concen: 20.000 ng

RT: 8.247 min Scan# 810

Ref 50 115.0 Delta R.T. -0.011 min
520 /80 Lab File: BG@50791.D
‘ Acq: 30 Oct 2021 ©00:10
0l ‘\} MIWRAN e “!H‘\ ‘\“ ??‘O‘ - ;“ — ‘m‘“\“ -
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 38744

Abundance  Scan 810 (8.247 min): BG050791.D\datams 10N Ratio Lower Upper
149.9 152 100

150 158.6 119.4 179.0
115 62.3 60.2 90.4

Raw 50
78.0 115.0 Abundance
| | 30000
0\\\“‘\‘\‘\“\‘\\\“H\“\‘\\‘\\\\‘\\\\‘\\‘\‘\‘\
m/z--> 40 100 120 140 160
Abundance Scan 810 (8.247 mln). BG050791.D\data.ms (-7¢
149.9 20000
Sub
50 115.0 10000
78.0
0 07\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 100 120 140 160 Time--> 8.20 8.25 8.30

Abundance Scan 392 (5.790 min): BG050465.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
64.0 Concen: 100.565 ng
RT: 5.780 min Scan# 390
Ref 50 Delta R.T. -0.011 min
92.0 Lab File: BG@50791.D
39.0 ‘ A ‘ Acqg: 30 Oct 2021 ©00:10
*\H*‘Uw*HV*‘*W“HMZ?\mwwww AN
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 260527

Abundance  Scan 390 (5.780 min): BG050791.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 68.7 46.7 70.1

o

4.
64.0 63 38.6 35.3 52.9
Raw 50
Abundance
92.0 150000
390 g ‘ ‘ ‘
0\‘\\\‘U‘\\\\}‘\‘\1\“1\‘\\‘\‘}\7\9\\‘\\‘\\\\‘\\\\"\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 390 (5.780 min): BG050791.D\data.ms (-3¢ ~ 100000
112.0
64.0
Ssub 50000
50
92.0
900s |l
0 ‘_H‘U““5‘:}1“'911“1“”_‘1‘7‘9”H‘mwm‘ bt R IR
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 570 5.80 5090
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Abundance Scan 665 (7.394 min): BG050465.D\data.ms (-65 #7

99.0 Phenol-d6
Concen: 95.236 ng
RT: 7.390 min Scan# 664
Ref 50 71.1 Delta R.T. -0.011 min
420 Lab File: BG@50791.D
‘ ‘ Acqg: 30 Oct 2021 ©00:10
0\\‘\\\1‘“\“\\\@1\\‘\}1‘1\1}\‘\\\\‘\\\\}\\\‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 99 Resp: 357211
Abundance  Scan 664 (7.390 min): BG050791.D\datams ~ 10N Ratlo Lower Upper
99.0 99 100
42 21.4 20.5 30.7
71  39.5 41.5 62.3#
Raw 50
711 Abundance
42.0 200000
0\\‘\\\}}‘\M\\"ll\\‘i}l}w\‘\\\‘\\\\‘\\\1}\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 150000
Abundance Scan 664 (7.390 min): BG050791.D\data.ms (-57
99.0
100000
Sub
50 711 50000
42.0
o _Hl}“‘lm,ll“Ml1‘10‘H_HWHHHH‘M L e T
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 7.30 7.40 7.50

Abundance Scan 665 (7.394 min): BG050465.D\data.ms (-65 #9

99.0 Benzaldehyde
Concen: Below Cal
RT: 7.396 min Scan# 665
Ref 50 711 Delta R.T. 0.007 min
420 Lab File: BGO50791.D
" "0 ‘ Acq: 30 Oct 2021 00:10
0H‘\H‘}‘l‘\“\u’\‘l\‘l‘H‘Mw H\‘HH‘HH}\H‘\‘\H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 77 Resp: 855
Abundance  Scan 665 (7.396 min): BG050791.D\data.ms Ig; 2;;10 Lower Upper
99.0
105 0.0 68.8 108.8#
106 0.0 47.9 87 .9#
Raw 50
7.1 Abundance
42.0 600 7.396
5
0\\‘\\\}“\‘\‘\\"11\\‘{}1}‘1\‘\\\‘\\\\‘\\\!}\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 665 (7.396 min): BG050791.D\data.ms (-6 400
99.0
Sub
50 11 200
42.0
5
OH“H:}“‘M‘H‘Mmhw‘uH‘HH‘MHHH‘M O
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 7. 35 7.40
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Abundance Scan 949 (9.063 min): BG050465.D\data.ms (-9¢ #19

43.0 70.0 n-Nitroso-di-n-propylamine
Concen: 12.595 ng
RT: 9.417 min Scan# 1009
Ref 50 Delta R.T. ©.359 min
Lab File: BGO50791.D
1050 1301 Acq: 30 Oct 2021 00:10
0‘Hw“*1“‘\”‘“??'9”\““” “*i”‘*w
m/z--> 40 60 80 100 120 Tgt Ion: ‘79 RESpZ 34434
Abundance Scan 1009 (9.417 min): BG050791.D\datams 10N Ratlo Lower Upper
82.0 70 100
42 45.8 54.5 81.7#
101 0.0 9.0 13.6#
Raw 59 54.0 130 1.7 17.0 25.6#
1280  aApundance
400 ‘ 98.0
0\\\‘i.‘\\‘\‘\‘\egl‘owl‘i‘\\\\“\1\1\2.\0‘\\‘\\‘ 15000
m/z--> 40 60 80 100 120
Abundance Scan 1009 (9.417 min): BG050791.D\data.ms (-€
82.0 10000
Sub 50 54.0 160 5000
98.0
ol %0 || eo, | T"uzo | g
m/z--> 40 60 80 100 120 Time--> 9.40 9.50

Abundance Scan 1294 (11.090 min): BG050465.D\data.ms (- #21

136.1 Naphthalene-d8
Concen: 20.000 ng
RT: 11.068 min Scan# 1290
Ref 50 Delta R.T. -0.017 min
Lab File: BGO50791.D
54.0 108.0 Acq: 30 Oct 2021 00:10
0 \\“\\H\Hu\M‘w\‘\\i\‘!\\‘\\M‘HH‘HH‘HH’H'\\
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:136 Resp: 166783
Abundance Scan 1290 (11.068 min): BG050791.D\data.ms 10" Ratio Lower Upper
136.1 136 100
137 11.1 8.2 12.2
54 9.7 5.5 8.3#
Raw 5o 68 7.0 2.3 3.5#
Abundance
108.0 11.068
54.0 78.0 - 80000
0 \\i‘\\H\‘\‘”\\H‘H\‘\\\‘\‘!\\‘\\H‘“\\\\‘\\\\‘\\\\’\\\\
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1290 (11.068 min): BG050791.D\data.ms (-
136.1
40000
Sub
50
20000
Ot e e e e e I
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.00 11.10
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Abundance Scan 1012 (9.433 min): BG050465.D\data.ms (-1 #23
82.0 Nitrobenzene-d5
Concen: 60.411 ng
54.0 RT: 9.417 min Scan# 1009
Ref 50 ' 128.0 Delta R.T. -0.011 min
' Lab File: BGO50791.D
98.0 Acqg: 30 Oct 2021 ©00:10
ol 40P Il e, | "] 1120
LI ‘ T T ‘ L ‘ L ‘ T T ‘ T T T
m/z--> 40 60 80 100 120 Tgt Ion: ‘82 RESpZ 243394
Abundance Scan 1009 (9.417 min): BG050791.D\datams 10N Ratlo Lower Upper
82.0 82 100
128 38.1 29.8 44.6
54 50.9 45.8 68.8
Raw  sp 54.0
128.0  Apundance
98.0
o 400 || e8b, | 1120 |
LI ‘ T T ‘ T T ‘ L ‘ L ‘ T T T
miz--> 40 60 80 100 120 100000
Abundance Scan 1009 (9.417 min): BG050791.D\data.ms (-¢
82.0
Sub 50 54.0 50000
128.0
98.0
400 | o “Cuao | L J
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 Time-> 9.30 9.40 9.50

Abundance Scan 1939 (14.879 min): BG050465.D\data.ms (-
162.1

Ref 50

O,

#39

Acenaphthene-d1e

Concen: 20.000 ng

RT: 14.869 min Scan# 1937
Delta R.T. -0.005 min

Lab File: BGO50791.D

Acq: 30 Oct 2021 ©00:10

miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 110686
Abundance Scan 1937 (14.869 min): BG050791.D\data.ms Ion Ratio Lower Upper
162.1 164 100
162 103.5 81.4 122.0
160 44.0 34.9 52.3
Raw 50
Abundance
132.0
ol 106.0 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1937 (14.869 min): BG050791.D\data.ms (-
162.1 40000
Sub
50 20000
80.0
54.0 Ll 106.0 132.0 ‘ 0l
Ottt e it e e e B A e e
miz--> 40 60 80 100 120 140 160 180 200 Time->  14.80  14.90
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Abundance Scan 2191 (16.360 min): BG050465.D\data.ms (- #42
62.0 329.7 2,4,6-Tribromophenol
Concen: 95.150 ng
140.9 RT: 16.356 min Scan# 2190
Ref 50 Delta R.T. -0.005 min
221.8 Lab File: BGO50791.D

H Acqg: 30 Oct 2021 ©00:10
M”}‘MW“‘WWW“W‘WN\\H\XW\\w\\\\(H
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 100455

Abundance Scan 2190 (16.356 min): BG050791.D\datams 1oN Ratio Lower Upper
3206 330 100

62.0 332 96.0 77.3 115.9
141 51.8 35.6 53.4

o

Raw 5g 140.9
Abundance
221.8
“ 60000
0 \2\(‘)‘ T U“\ \“1“‘\ T ‘”\ T
m/z--> 50 100 150 200 250 300
Abundance Scan 2190 (16.356 min): BG050791.D\data.ms (- 40000
329.€
62.0
Sub
50 140.9 20000
221.8
o T ot e
m/z--> 50 100 150 200 250 300 Time--> 16.30 16.40

Abundance Scan 1705 (13.504 min): BG050465.D\data.ms (- #45

172.0 2-Fluorobiphenyl
Concen: 63.031 ng
RT: 13.494 min Scan# 1703
Ref 50 Delta R.T. -0.011 min
Lab File: BGO50791.D
85.0 Acq: 30 Oct 2021 ©00:10
03\8‘\-?‘\“ \M\”h\”“ t “\‘\hlil“\‘ L L B B | T
miz--> 50 100 150 200 250 300 350 400 18t Ion:172 Resp: 463555
Abundance Scan 1703 (13.494 min): BG050791.D\data.ms Ion Ratio Lower Upper
172.0 172 100
171 36.6 28.6 43.0
170 24.5 18.6 27.8
Raw 50
Abundance
85.0
03\8'\.?\“ \m\h\”“ g “\‘\Ml“\ L B B B
m/z--> 50 100 150 200 250 300 350 400 200000
Abundance Scan 1703 (13.494 min): BG050791.D\data.ms (-
172.0
Sub 100000
50
miz--> 50 100 150 200 250 300 350 400 Time-> 13.40 13.50 13.60
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Abundance Scan 1865 (14.445 min): BG050465.D\data.ms (- #51
165.0 2 ,6-Dinitrotoluene

63.0 89.0 Concen: 8.570 ng
RT: 14.869 min Scan# 1937
Ref 50 Delta R.T. ©0.424 min
39.0 120.9 Lab File:  BG@50791.D

‘ ‘ ‘ Acqg: 30 Oct 2021 ©00:10
0! HM\‘H\‘ - “‘H
m/z--> 40 60 8 100 120 140 160 Tgt Ion:165 Resp: 14361

Abundance Scan 1937 (14.869 min): BG050791.D\datams 10N Ratio Lower Upper
162.1 165 100

63 2.2 63.3 94.9#
89 1.7 63.4 95.0#
Raw 50
Abundance
80.0 14.869
Ob— i‘\ ‘5}4“0‘ 1‘1 T w“\ i‘\:l‘.\oiowoi T \1\312‘10‘ T 1“‘ 8000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1937 (14.869 min): BG050791.D\data.ms (- 6000
162.1
4000
Sub
50
2000
80.0
54.0 106.0 132.0 ‘
Ottt e AL At
miz--> 40 60 80 100 120 140 160  Time--> 14.80 14.85 14.90
Abundance Scan 1998 (15.226 min): BG050465.D\data.ms (- #57
89.0 165.0 2,4-Dinitrotoluene
Concen: 6.080 ng
63.0 RT: 14.869 min Scan# 1937
Ref 50 Delta R.T. -0.358 min
390 119.0 Lab File: BGO50791.D
’ ' Acq: 30 Oct 2021 00:10
0 i\‘”\h‘\ T \H‘\ T \‘i T T T \‘\ T “\ T
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 14361
Abundance Scan 1937 (14.869 min): BG050791.D\data.ms Ion Ratio Lower Upper
162.1 165 100
63 2.2 48.0 72.0#
89 1.7 65.4 98.0#
Raw 5o 182 0.0 2.0 3.0#
Abundance
80.0 14.869
ol 20 | 1000 1320 8000
\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\ \\\‘\\\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1937 (14.869 min): BG050791.D\data.ms (- 6000
162.1
4000
Sub
50
2000
80.0
54.0 100.0 132.0 ‘
O gttt el L
m/z--> 40 60 80 100 120 140 160 180 Time-> 14.80 14.85 14.90
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Abundance Scan 2406 (17.623 min): BG050465.D\data.ms (- #64

188.1 Phenanthrene-di10

Concen: 20.000 ng

RT: 17.613 min Scan# 2404

Ref 50 Delta R.T. -0.005 min
Lab File: BG@50791.D
80.0 160.1 Acq: 30 Oct 2021 00:10
0 \\‘\?%\‘\\\“l T \‘1‘\1‘-\0\8\}‘]\-\3\2\(‘)\ TT Hl TTTT ‘ !M\ T ‘ TTTT
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:188 Resp: 224856
Abundance Scan 2404 (17.613 min): BG050791.D\datams 10N Ratlo Lower Upper
188.1 188 100
94 9.2 5.4 8.0
80 11.8 3.7 5.5#
Raw 50
Abundance
17.513
80.0 160.1
0 \\‘ﬁz\\o‘\‘\\\‘l\\1‘\1-‘()\6\\0\‘]\-\3\2\%\\\Hl\\\\‘!“‘\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
: 100000
Abundance Scan 2404 (17.613 min): BG050791.D\data.ms (-
188.1
Sub 50000
50
80.0 160.1
020 aoso12a (T || =N
miz--> 40 60 80 100 120 140 160 180 200  Time--> 17.60 17.70

Abundance Scan 2266 (16.801 min): BG050465.D\data.ms (- #67

141.0 247.9 4-Bromophenyl-phenylether
Concen: 3.527 ng

RT: 16.356 min Scan# 2190
Ref 50 Delta R.T. -0.446 min

Lab File: BGO50791.D

Acqg: 30 Oct 2021 ©00:10

77.0

‘\\ H\‘H \H L. |192.9

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 7992

Abundance Scan 2190 (16.356 min): BG050791.D\datams 10N Ratio Lower Upper
320¢ 248 100

62.0 250 189.6 76.1 114.14#
141 642.9 65.4  98.2#

o

Raw 50
Abundance

30000

0,
miz--> 50 100 150 200 250 300
Abundance Scan 2190 (16.356 min): BG050791.D\data.ms (- 20000

329.¢
62.0
Sub 50 140.9 10000
221.8

ol Lidons | a0 | L L

miz--> 50 100 150 200 250 300 Time—>  16.30 16.35 16.40
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Abundance Scan 3137 (21.918 min): BG050465.D\data.ms (- #76

240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.920 min Scan#t 3137
Ref 50 Delta R.T. -0.005 min
Lab File: BG@50791.D
120.0 ‘ Acq: 30 Oct 2021 ©00:10
ol 760, 1870, [ 2820 3100
m/z--> 50 100 150 200 250 300 350 '8t Ion:246 Resp: 186098
Abundance Scan 3137 (21.920 min): BG050791.D\data.ms 10" Ratio Lower Upper
240.1 240 100
120 9.5 4.2 6.2
236 27.2 21.8 32.6
Raw 50
Abundance
21.920
g5 1180 100000
0\ \” ‘H\ H\‘ \“ \H“‘\ H T ‘ T \%9\4‘.%\ \‘h“ ‘ \2\8\1"\1-‘ 3\2\5’\.4‘ T
m/z--> 50 100 150 200 250 300 350 80000
Abundance Scan 3137 (21.920 min): BG050791.D\data.ms (-
240.1 60000
Sub 40000
50
20000
118.0
0L 680 || 192.0 ) 28113253 0
et e S = —
m/z--> 50 100 150 200 250 300 350 Time--> 21.90 22.00
Abundance Scan 2846 (20.208 min): BG050465.D\data.ms (- #79
244.2 Terphenyl-di4
Concen: 66.004 ng
RT: 20.204 min Scan# 2845
Ref 50 Delta R.T. -0.005 min
Lab File: BG@50791.D
122.0 Acq: 30 Oct 2021 ©00:10
G\ \5‘4‘.\(‘)\ 1‘\““\ ‘\‘\ T ‘ \ \1\?}\‘\““‘ L ‘ T \3\)5‘5\.
miz--> 50 100 150 200 250 300 350 T8t Ton:244 Resp: 636293
Abundance Scan 2845 (20.204 min): BG050791.D\data.ms 10" Ratio Lower Upper
244.2 244 100
212 8.2 6.9 10.3
122 10.4 5.0 7.64#
Raw 50
Abundance
20.p04
122.1
ol 240 o 198t | 288 400000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2845 (20.204 min): BG050791.D\data.ms (- 300000
244.2
200000
Sub
50
100000
0180 800 1 | 1981, | 2881 0
S g ol 2981 e
mlz--> 50 100 150 200 250 300 350 Time--> 20.20
BGO50791.D 8270-BG100621.M Sat Oct 30 01:39:49 2021
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Abundance Scan 3718 (25.332 min): BG050465.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.345 min Scan# 3720

Ref 50 Delta R.T. 0.013 min
Lab File: BG@50791.D
132.0 Acq: 30 Oct 2021 ©00:10
0 71']1 wall JH 180.0 L lflh .
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 186241
Abundance Scan 3720 (25.345 min): BG050791.D\datams 10" Ratio Lower Upper
264.2 264 100

260 24.3 19.4 29.2
265 21.6 16.9 25.3

Raw 50
Abundance
57.0 25.8345
‘ ‘ 1320 207.1
0+ \JH‘L\ ‘U ‘\m \‘U“‘\‘ H\H‘U f “ et "‘“\ sy ‘N\‘“\ fo T \3\4\3‘\2\ \39?\
m/z--> 50 100 150 200 250 300 350 400 40000
Abundance Scan 3720 (25.345 min): BG050791.D\data.ms (-
264.1
Sub 20000
50
132.0
57.0
obbbterad 284 | st0a3608 o=
miz--> 50 100 150 200 250 300 350 400 Time-> 2520  25.40
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