Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100821\
Data File : BG@50517.D

Acqg On : 8 Oct 2021 20:20
Operator : CG/JU

Sample : M4117-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Time: Oct 09 01:27:14 2021

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

QLast Update : Wed Oct 06 15:51:01 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.259 152 47226 20.000 ng 0.00
21) Naphthalene-d8 11.085 136 201592 20.000 ng # 0.00
39) Acenaphthene-di10 14.875 164 133306 20.000 ng 0.00
64) Phenanthrene-d10 17.619 188 290248 20.000 ng # 0.00
76) Chrysene-di12 21.919 240 256113 20.000 ng # 0.00
86) Perylene-di12 25.333 264 254523 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.797 112 286717 90.796 ng 0.00

7) Phenol-dé6 7.401 99 404125 88.393 ng 0.00
23) Nitrobenzene-d5 9.428 82 290877 59.730 ng 0.00
42) 2,4,6-Tribromophenol 16.361 330 113785 89.488 ng 0.00
45) 2-Fluorobiphenyl 13.500 172 510512 57.637 ng 0.00
79) Terphenyl-di4 20.210 244 734957 55.925 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.401 77 1025 Below Cal # 27
19) n-Nitroso-di-n-propyla... 9.428 70 41296 12.393 ng # 69
51) 2,6-Dinitrotoluene 14.875 165 17521 8.681 ng # 11
57) 2,4-Dinitrotoluene 14.875 165 17521 6.159 ng # 17
67) 4-Bromophenyl-phenylether 16.355 248 9678 3.309 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\BG100821\
Data File : BG@50517.D

Acqg On : 8 Oct 2021 20:20
Operator : CG/JU

Sample : M4117-09

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Time: Oct 09 01:27:14 2021

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

QLast Update : Wed Oct 06 15:51:01 2021

Response via : Initial Calibration

Abundance TIC: BG050517.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: 8.259 min Scan# 812

Ref 50 115.0 Delta R.T. -0.005 min
520 /80 Lab File: BG@50517.D
‘ Acq: 8 Oct 2021 20:20
0l ‘\} MIWRAN e “!H‘\ ‘\“ ??‘O‘ - ;“ — ‘m‘“\“ -
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 47226

Abundance  Scan 812 (8.259 min): BG050517.D\datams ~ 10N Ratio Lower Upper
149.9 152 100

150 158.0 119.4 179.0
115 63.5 60.2 90.4

Raw 50
78.0 115.0
520 Abundance
‘ 40000
(o \“}‘\ ‘\“‘\“\‘ ‘”\‘\ \“!Hi \“\‘9(\5‘8\ T \“ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 30000
Abundance Scan 812 (8.259 min): BG050517.D\data.ms (-7¢
149.9
20000
Sub 50
78.0 1150 10000
52.0
0 wes | oS
m/z-> 40 60 80 100 120 140 160 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: 90.796 ng
RT: 5.797 min Scan# 393
Ref 50 Delta R.T. ©.007 min
92.0 Lab File: BG@50517.D
39.0 ‘ A ‘ Acq: 8 Oct 2021 20:20
*w‘“Uw‘*‘W“l‘N‘“‘MWZ?M*“M“*M“‘\“‘\

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 286717

Abundance  Scan 393 (5.797 min): BG050517.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64.0 64 71.5 46.7 70.1#
63 39.6 35.3 52.9

o

Raw 50
Abundance
92.0
38.0 50.0 ‘ A ‘ 150000
0 \‘\H‘U‘\\‘\\‘}‘\‘\1\“1\‘\\‘\WH‘HH‘HH‘\H\‘ ‘H\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 393 (5.797 min): BG050517.D\data.ms (-3(
can ( min) ala:llrzr?(s)( 100000
64.0
sub o 50000
83.0
39.0 g ‘ ‘ $
0 ‘_H‘U“H‘}‘Mw‘lhmmm““‘5‘9‘””‘ bt P
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 570 5.80
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Abundance Scan 665 (7.394 min): BG050465.D\data.ms (-65 #7

99.0 Phenol-d6
Concen: 88.393 ng
RT: 7.401 min Scan# 666
Ref 50 71.1 Delta R.T. ©.007 min
420 Lab File: BG@®50517.D
‘ Acq: 8 Oct 2021 20:20
owul‘l‘!‘mmlum w‘:m_m_m}mwm
m/z--> 30 40 50 60 70 80 90 100 110  'gt Ion: 99 Resp: 484125
Abundance  Scan 666 (7.401 min): BG050517.D\datams 10N Ratio Lower Upper
9. 99 100
42  21.5 20.5 30.7
71 38.4 41.5 62.3#
Raw
%0 71.1 Abundance
42.0
‘ “ 200000
owm}“‘lm,HumlwH_HWHHW‘M
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 666 (7.401 min): BG050517.D\data.ms (-57 ~ 150000
94.0
100000
Sub 50
711 50000
42.0
54.0 H | 7
Gu_Hl}“‘lm,HJMMWH_HWHHHH‘M e S
miz--> 30 40 50 60 70 80 90 100 110 Time--> 730 7.40

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

99.0 Benzaldehyde
Concen: Below Cal
RT: 7.401 min Scan# 666
Ref 50 71.1 Delta R.T. 0.007 min
420 Lab File: BGO50517.D
‘ 20 | ‘ Acq: 8 Oct 2021 20:20
(}H_ml‘l“‘\u,wlwl‘M‘M“ U830 L
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 77 Resp: 1025
Abundance  Scan 666 (7.401 min): BG050517.D\datams ~ 1ON Ratlo Lower Upper
99.0 77 100
105 28.1 68.8 108.8#
106 0.0 47.9 87.9#
Raw
>0 711 Abundance
42.0 7401
L3
0\W\\1“\‘1”‘,11”‘HlWm‘uH‘WHMWH
miz--> 30 40 50 60 70 80 90 100 110 400
Abundance Scan 666 (7.401 min): BG050517.D\data.ms (-64
99.0
Sub 200
S0 71.1
42.0
Ow**“M*“rmw”*w”wmwwu”wm 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: 12.393 ng
RT: 9.428 min Scan# 1011
Ref 50 Delta R.T. ©.365 min
Lab File: BGO50517.D
1050 1301 Acq: 8 Oct 2021 20:20
0\\\‘}\\1““\\‘}\’8\5.9\\“‘\“\\‘\i\\‘\\‘
m/z--> 40 60 80 100 120 Tgt Ion: ‘79 RESpZ 41296
Abundance Scan 1011 (9.428 min): BG050517.D\datams 10N Ratlo Lower Upper
82.0 70 100
42 45.2 54.5 81.7#
101 0.0 9.0 13.6#
Raw 5o 54.0 130 1.5 17.0 25.6#
128.0  Abundance
98.0 20000
o 40 | eso, | | 1120 |
L ‘ T T ‘ T ’ T T T ‘ T T ‘ T T T ‘
m/z--> 40 60 80 100 120 15000
Abundance Scan 1011 (9.428 min): BG050517.D\data.ms (-€
82.0
10000
Sub
50 54.0
128.0 5000
98.0
oL 400 || eso | " 1120 | 0
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 Time->  9.35 9.40 9.45 9.50

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

136.1 Naphthalene-d8

Concen: 20.000 ng

RT: 11.085 min Scan# 1293

Ref 50 Delta R.T. -0.005 min
Lab File: BGO50517.D
54.0 105‘3_0 Acq: 8 Oct 2021 20:20
O+ ‘\\H\ 1‘1\1““1\‘\\‘\‘\\\ HN L e i o
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 136 Resp: 201592
Abundance Scan 1293 (11.085 min): BG050517.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 10.
54 10.0
Raw 50 68 7.
Abundance
54.0 199 1080 100000
0 Hi‘HH‘!*‘”H”!”““H\“mw“\HHWHWHWH
m/z--> 40 60 80 100 120 140 160 180 200 80000
Abundance Scan 1293 (11.085 min): BG050517.D\data.ms (-
136.1 60000
Sub 40000
50
20000
54.0 70 1080
0 ”\‘HH‘H”‘“\”“”‘\‘!H\WHWw”w””r”” o L B
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: 59.730 ng
540 RT: 9.428 min Scan# 1011
Ref 50 ‘ 128.0 Delta R.T. -0.005 min
' Lab File: BGO50517.D
98.0 Acq: 8 Oct 2021 20:20
ol 490 Il esb, | "] 1120
LI ’ T T ’ L ’ L ‘ T T ‘ T T T
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 290877
Abundance Scan 1011 (9.428 min): BG050517.D\datams 10N Ratlo Lower Upper
82.0 82 100
128 35.3 29.8 44.6
54 50.1 45.8 68.8
Raw 50 54.0
128.0  Abundance
98.0 150000
ol 0 || esb, | [ 120 |
LI ’ L ’ L ’ L ‘ L ‘ T T T
m/z--> 40 60 80 100 120
Abundance Scan 1011 (9.428 min): BG050517.D\data.ms (-¢ 100000
82.0
Sub
50 54.0 50000
128.0
98.0
oL 400 | 6o, | | 1120 o/
T T T ’ T T 1T ’ L ’ T T T T ‘ T T T ‘ T T T T T T T ‘ T T T T ‘ T T
m/z--> 40 60 80 100 120 Time--> 9.40 9.50

Abundance Scan 1939 (14.879 min): BG050465.D\data.ms (- #39

16%2.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.875 min Scan# 1938
Ref 50 Delta R.T. -0.005 min

Lab File: BGO50517.D

Acq: 8 Oct 2021 20:20

O,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 133366
Abundance Scan 1938 (14.875 min): BG050517.D\datams 10N Ratlo Lower Upper
162.1 164 100

162 105.6 81.4 122.0
160 44.5 34.9 52.3

Raw 50
Abundance
80000
0 106.0 132.0
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1938 (14.875 min): BG050517.D\data.ms (-
162.1
40000
Sub
50
20000
80.0
54.0
0m‘u‘1“‘1‘1‘1”“‘”}8?79‘]‘?12‘;?‘Hl‘ R ——— 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: 89.488 ng
140.9 RT: 16.361 min Scan#t 2191
Ref 50 Delta R.T. ©0.001 min
2218 Lab File: BG@50517.D
H Acq: 8 Oct 2021 20:20
0 ‘\‘L‘Mw‘ ‘M M\H”u ‘H;\m\hw ‘}‘\‘ ‘\HH S Uh‘ ‘\1\\ e
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 113785
Abundance Scan 2191 (16.361 min): BG050517.D\data.ms 100 Ratio Lower Upper
3207 330 100
62.0 332 96.1 77.3 115.9
141 54.1 35.6 53.4#
Raw 50 140.9
Abundance
221.8
ol \‘\ u‘ m\“ " H T ¢ u\‘\ e U““‘ ‘\1\\\‘ SRE— 60000
m/z--> 50 100 150 200 250 300
Abundance Scan 2191 (16.361 min): BG050517.D\data.ms (-
62.0 329.7 40000
Sub g5 140.9 20000
221.8
ok \‘\ u‘ \M H [T ;h u\‘\ S— H““‘ \‘\L‘ S e
miz--> 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

Ref 50

o

Concen:

57.637 ng

85.0
38.0 il...

fad

m/z-->

50 100 150 200 250 300 350 400

RT:

13.500 min Scan#t 1704

Delta R.T. -0.005 min

Lab

Acq:

Tgt

Abundance Scan 1704 (13.500 min): BG050517.D\data.ms 10N

File: BGO50517.D
8 Oct 2021 20:20

Ion:172 Resp: 510512
Ratio Lower Upper

172.0 172 100
171 38.2 28.6 43.0
1706 25.0 18.6 27.8

Raw 50
Abundance
300000{  13:p00
85.0
0;\8\?\‘\‘“\\“\ t “\‘\w”\ L B B B
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 1704 (13.500 min): BG050517.D\data.ms (- 200000
172.0
Sub
50 100000
N
A
85.0
o8t A =
m/z--> 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
2,6-Dinitrotoluene

Ref 50
0,

m/z-->
Abundance

165.0

630 890

39.0 120.9

40 60 80 100 120 140 160

Scan 1938 (14.875 min): BG050517.D\data.ms
162.1

80.0

54.0
\M }H\‘ 106.0 13%0 }‘\

Raw 50
0
m/z-->
Abundance

Sub
50

a1l vy .
T ‘ T T ‘ T T ‘ L ‘ T TT ‘ T ‘ TTT
40 60 80 100 120 140 160

Scan 1938 (14.875 min): BG050517.D\data.ms (:
162.1

80.0

100.0 1320

m/z-->

40 60 80 100 120 140 160

Concen: 8.681 ng
RT: 14.875 min Scan# 1938
Delta R.T. 0.430 min
Lab File: BGO50517.D
Acq: 8 Oct 2021 20:20
Tgt Ion:165 Resp: 17521
Ion Ratio Lower Upper
165 100
63 0.0 63.3 94.9%
89 2.6 63.4 95.0#
Abundance
14.875
10000
8000
6000
4000
2000
G ‘ T T T T ‘ T
Time--> 14.80 14.90

Abundance Scan 1998 (15.226 min): BG050465.D\data.ms (- #57
2,4-Dinitrotoluene

Ref 50
O,

m/z-->
Abundance

89.0 165.0

63.0

39.0 119.0

40 60 80 100 120 140 160 180

Scan 1938 (14.875 min): BG050517.D\data.ms
162.1

80.0

54.0
1l \‘\ il 106.0 13%'0 \‘\

Raw 50
0
m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160 180

Scan 1938 (14.875 min): BG050517.D\data.ms (:
162.1

80.0
54.0 100.0 1320

m/z-->

BGO50517.D 8270-BG100621.M

40 60 80 100 120 140 160 180

Sat Oct 09 01:

Concen: 6.159 ng
RT: 14.875 min Scan# 1938
Delta R.T. -0.351 min
Lab File: BGO50517.D
Acq: 8 Oct 2021 20:20
Tgt Ion:165 Resp: 17521
Ion Ratio Lower Upper
165 100
63 0.0 48.0 72.0#
89 2.6 65.4 98.0#
182 0.0 2.0 3.0#
Abundance
14.875
10000
8000
6000
4000
2000
G ‘ T T T T ‘ T
Time--> 14.80 14.90
27:21 2021
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Abundance Scan 2406 (17.623 min): BG050465.D\data.ms (- #64

188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.619 min Scan# 2405
Ref 50 Delta R.T. -0.005 min
Lab File: BGO50517.D
80.0 Acq: 8 Oct 2021 20:20
os20 a0 1560 |
T T ‘ T T ‘ T T \ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 Tgt Ion:}88 RESpZ 290248
Abundance Scan 2405 (17.619 min): BG050517.D\data.ms 10" Ratlo Lower Upper
188.1 188 100
94 9.7 5.4 8.0#
80 12.5 3.7 5.5#
Raw 50
Abundance
80.0 17.619
420 , | ) 1180 1500 | 280.
0 T T ‘ T T T \ T T \ T T T ‘ T T T T ‘ T T T T 150000
m/z--> 50 lOO 150 200 250
Abundance Scan 2405 (17.619 min): BG050517.D\data.ms (-
188.1 100000
Sub
50 50000
0400 o ‘wmz‘z‘o‘l?‘ﬁ? )/ I -
miz--> 50 100 150 200 250 Time--> 1760 17.70

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

170 1410 247.9 4-Bromophenyl-phenylether
Concen: 3.309 ng
RT: 16.355 min Scan# 2190
Ref 50 Delta R.T. -0.445 min
Lab File: BGO50517.D
H Acq: 8 Oct 2021 20:20
o H\\‘ : 1 N - I
miz--> 100 150 200 250 300 Tgt Ion:248 Resp: 9678
Abundance Scan 2190 (16.355 min): BG050517.D\data.ms Ion Ratio Lower Upper
62.0 3297 248 100
250 173.1 76.1 114.1#
140.9 141 630.1 65.4 98.2#
Raw 50
Abundance
221.8 40000
OJOAﬁ
miz--> 50 100 150 200 250 300 30000
Abundance Scan 2190 (16.355 min): BG050517.D\data.ms (-
62.0 329.7
20000
Sub 50 140.9
10000
221.8
ol MWQZW:\u il HH\M i
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
Ref 50
0\\‘\\-\\“”‘\m”\\‘\\\\‘q\‘ }"
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 3137 (21.919 min): BG050517.D\data.ms
240.1
Raw 50
04\.1\- P\ \ \ \‘ ‘H\ ” TT ‘J-\7\O\J\- ‘ “\‘ T ‘”H‘ T \2\9\4‘.\9\3\4.\1-‘.1\- T \4.\()‘0\.
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 3137 (21.919 min): BG050517.D\data.ms (-
240.1
Sub
50
118.0
0L520. | 1701 | 294.93411 400.
e e e i S e
m/z-->

Chrysene-
Concen:
RT: 21.9

Delta R.T.

Lab File:
Acqg: 8 0
Tgt Ion:2
Ion Rati
240 100

120 9.
236  26.

Abundance

100000

50000

di2

20.000 ng

19 min Scan# 3137
0.001 min
BGO50517.D

ct 2021 20:20

40 Resp: 256113
o Lower Upper

5 4.2 6.2#
4 21.8 32.6

21919

50 100 150 200 250 300 350 400 Time-> 21.80 21.90 22.00

Abundance Scan 2846 (20.208 min): BG050465.D\data.ms (- #79

Ref 50

244.2

122.0
54.0 | 198.1

Ll 355.

G\\“\‘\“\““\‘\\\‘ \\\‘\\
miz--> 50 100 150 200

250 300 350

Abundance Scan 2846 (20.210 min): BG050517.D\data.ms

244.2

Raw 50
122.0
0%?“?“\??‘.9“\ \‘ Ty T \ ™ ?‘\9?\%\‘\”‘!““ L \?\’5‘5\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2846 (20.210 min): BG050517.D\data.ms (-
244.2
Sub
50
ol 240 20 | 1eea 355.
H‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
BGO50517.D 8270-BG100621.M Sat Oct 09 01:

Terphenyl-d14
Concen: 55.925 ng
RT: 20.210 min Scan# 2846
Delta R.T. ©0.001 min
Lab File: BGO50517.D
Acq: 8 Oct 2021 20:20
Tgt Ion:244 Resp: 734957
Ion Ratio Lower Upper
244 100
212 8.1 6.9 10.3
122 9.8 5.0 7.6%#
Abundance
20.210
500000
400000
300000
200000
100000
7\\\\‘\\\\‘\\
Time--> 20.20 20.30
27:21 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: 25.333 min Scan# 3718

Ref 50 Delta R.T. 0.001 min
Lab File: BG@50517.D
132.0 Acq: 8 Oct 2021 20:20
0420 88‘0‘ dl \H 18002221‘1 Ll .
T ‘ T T T ‘ T T 1T ‘ L ‘ T T T ‘ T ‘ L ‘ T . .
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 254523
Abundance Scan 3718 (25.333 min): BG050517.D\data.ms 10" Ratio Lower Upper
o6 1 264 100

260 24.3 19.4 29.2
265 21.1 16.9 25.3

Raw 50
Abundance
o 1320 070 80000 25333
0+ \“““\. ety ‘”\“M\ H\‘\ T ‘h\ o ‘m\h‘\ = ‘\3?6\\8‘ T
m/z--> 50 100 150 200 250 300 350 60000
Abundance Scan 3718 (25.333 min): BG050517.D\data.ms (-
264.1
40000
Sub
50 20000
132.0
O 2970, 384 o
miz--> 50 100 150 200 250 300 350 Time->  25.20 25.30 25.40
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