Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102121\
Data File : BGO50661.D

Acqg On : 21 Oct 2021 10:21
Operator : CG/JU

Sample : PB140015BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Oct 21 11:11:59 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 8.252 152 38765 20.000 ng 0.00
21) Naphthalene-d8 11.078 136 170264 20.000 ng # 0.00
39) Acenaphthene-di10 14.874 164 116563 20.000 ng 0.00
64) Phenanthrene-d10 17.617 188 258897 20.000 ng # 0.00
76) Chrysene-di12 21.918 240 201772 20.000 ng # 0.00
86) Perylene-di12 25.338 264 193927 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.790 112 354069 136.598 ng 0.00

7) Phenol-dé6 7.400 99 476566  126.988 ng 0.00
23) Nitrobenzene-d5 9.427 82 332972 80.955 ng 0.00
42) 2,4,6-Tribromophenol 16.360 330 140778 126.621 ng 0.00
45) 2-Fluorobiphenyl 13.499 172 634877 81.974 ng 0.00
79) Terphenyl-di4 20.209 244 942312 91.014 ng 0.00

Target Compounds Qvalue

9) Benzaldehyde 7.406 77 1275 Below Cal # 10
19) n-Nitroso-di-n-propyla... 9.427 70 47179 17.248 ng # 69
51) 2,6-Dinitrotoluene 14.874 165 14635 8.293 ng # 10
57) 2,4-Dinitrotoluene 14.874 165 14635 5.884 ng # 15
67) 4-Bromophenyl-phenylether 16.360 248 11468 4.396 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\BG102121\
Data File : BG@50661.D

Acqg On : 21 Oct 2021 10:21
Operator : CG/JU

Sample : PB140015BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Time: Oct 21 11:11:59 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: BG050661.D\data.ms
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Abundance Scan 813 (8.264 min): BG050465.D\data.ms (-8( #1

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

RT: 8.252 min Scan# 811

Ref 50 115.0 Delta R.T. -©.006 min
520 /80 Lab File: BG@50661.D
‘ Acq: 21 Oct 2021 10:21
0l ‘\} MIWRAN e “!H‘\ ‘\“ ??‘O‘ - ;“ — ‘m‘“\“ -
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 38765

Abundance  Scan 811 (8.252 min): BG050661.D\datams ~ 1°n Ratio Lower Upper
1409 152 100

150 159.0 119.4 179.0
115 67.0 60.2 90.4

Raw 50 115.0
52.0 78.0 Abundance
‘ ‘ | 30000
(O \“} f ‘\‘\‘\“ [T \“\‘ i . ‘\ T | L B ‘\“\ T
m/z--> 40 60 80 100 120 140 160 glogo
Abundance Scan 811 (8.252 min): BG050661.D\data.ms (-7¢
20000
149.9
Sub
52.0 78.0
0 OV\\\‘\\\\‘\\\\’\\\\
miz--> 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: 136.598 ng
RT: 5.790 min Scan# 392
Ref 50 Delta R.T. -0.001 min

920 Lab File: BGO50661.D

39.0 ‘ A ‘ Acqg: 21 Oct 2021 10:21

wH‘U\HH}Mw‘“‘w”??ww”w”w S

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 354069

Abundance  Scan 392 (5.790 min): BG050661.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 69.7 46.7 70.1

o

64.0
63 39.0 35.3 52.9
Raw 50
920 Abundance
' 200000 5190
39.0 5 ‘ A
0 \‘\\\‘U‘\\\\}‘\‘\1\‘H\\‘\\‘\w‘\\‘.\\\\‘\\\\‘\\\\‘ ‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 4150000
Abundance Scan 392 (5.790 min): BG050661.D\data.ms (-3(
112.0
64.0 100000
Sub 50
50000
92.0
39.0 5 ‘ A ‘
oberrlr il o298 L S ——
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 570 580 5.90
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Abundance Scan 665 (7.394 min): BG050465.D\data.ms (-65 #7

99.0 Phenol-d6
Concen: 126.988 ng
RT: 7.400 min Scan# 666
Ref 50 71.1 Delta R.T. -0.001 min
420 Lab File: BGO50661.D
‘ ‘ Acqg: 21 Oct 2021 10:21
0\\‘\\\1‘“\“\\\@1\\‘\}1‘1\1}\‘\\\\‘\\\\}\\\‘\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 99 Resp: 476566
Abundance  Scan 666 (7.400 min): BG050661.D\data.ms Igg i;glo Lower Upper
99.0
42 21.2 20.5 30.7
71  40.2 41.5 62.3#%
Raw 50
711 Abundance
42.0 250000 7.400
54,
0\\‘\\\1“\‘\‘\\"11\\‘{}1\‘1\\\\‘\\\\‘\\\1}\\\\‘\\\
miz-> 30 40 50 60 70 80 90 100 110 200000
Abundance Scan 666 (7.400 min): BG050661.D\data.ms (-57 150000
99.0
100000
Sub 50
71.1
50000
42.0
54.0
ou_mwmm_w“1”H_HWMW_H e
miz--> 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: 7.406 min Scan# 667
Ref 50 71.1 Delta R.T. ©.017 min
420 Lab File: BGO50661.D
" 4.0 ‘ Acqg: 21 Oct 2021 10:21
0H‘\H‘}‘l‘\“\u’\‘l\l‘th H\‘HH‘HH}\H‘\‘\H
miz--> 30 40 50 60 70 80 90 100 110 '8t Ion: 77 Resp: 1275
Abundance Scan 667 (7.406 min): BG050661.D\data.ms Ion Ratio Lower Upper
99.0 77 100
105 0.0 68.8 108.8#
106 0.0 47.9 87 .9#
Raw 50
711 Abundance
42.0 7.406
0\\‘\\\}“!‘\‘\\"11\\‘i}}\“‘\\\\‘\\\\‘\\\!}\\\\‘\\\ 600
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 667 (7.406 min): BG050661.D\data.ms (-64
99.0 400
Sub
50 71.1 200
42.0
L ‘H \ ‘\\‘ I 0
Y RN TSN I | - S e
miz--> 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: 17.248 ng
RT: 9.427 min Scan# 1011
Ref 50 Delta R.T. ©0.370 min
Lab File: BGO50661.D
1050 1301 Acq: 21 Oct 2021 10:21
0‘”\“"1“‘\““‘??'9“\“““ “*i““w
m/z--> 40 60 80 100 120 Tgt Ion: ‘70 RESpZ 47179
Abundance Scan 1011 (9.427 min): BG050661.D\datams | 100 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#
128.0  Apundance
98.0 25000
0\\f‘ﬂ.‘s)\‘!‘\‘\‘egl‘qwi‘\\\\“\1\1\2.\0‘\\‘\\‘
miz--> 40 60 80 100 120 20000
Abundance Scan 1011 (9.427 min): BG050661.D\data.ms (-§
82.0 15000
Sub 54.0 10000
50 128.0
5000
98.0
ol %0 || eso | "l uzo | o A=t
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: 11.078 min Scan# 1292

Ref 50 Delta R.T. -0.006 min
Lab File: BGO50661.D
54.0 108.0 Acq: 21 Oct 2021 10:21
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: 170264
Abundance Scan 1292 (11.078 min): BG050661.D\data.ms | 1©" Ratio Lower Upper
136.1 136 100
137 11.0 8.2 12.2
54 10.2 5.5 8.3#
Raw 5o 68 7.9 2.3 3.5#
Abundance
108.0 11.078
10 goo TP 80000
0 \\i‘\\H\‘\“1\\H‘H\‘\‘\\‘\‘\\\‘\\}h‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1292 (11.078 min): BG050661.D\data.ms ( 60000
136.1
40000
Sub
50
20000
54‘-0 80.0 10‘8'0 | "\
OFeprr bbbl e e =
m/z-—-> 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: 80.955 ng
54.0 RT: 9.427 min Scan# 1011
Ref 50 ' 128.0 Delta R.T. -0.001 min
' Lab File: BGO50661.D
98.0 Acqg: 21 Oct 2021 10:21
o, 00 || sso, | | umzo |
m/z--> 4b 6b Sb 160 1£0 Tgt IOHZ‘SZ RESpZ 332972
Abundance Scan 1011 (9.427 min): BG050661.D\datams | 10N Ratlo Lower Upper
82.0 82 100
128 37.5 29.8 44.6
54 50.9 45.8 68.8
Raw 50 54.0
128.0  Apundance
98.0
ol 400 | es0 | 11120 | 15000
m/z--> 40 60 80 100 120
Abundance Scan 1011 (9.427 min): BG050661.D\data.ms (-§
82.0 100000
Sub 50 54.0 1260 50000
98.0
ol 400 | es0 |~ m20 | o
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: 14.874 min Scan# 1938
Ref 50 Delta R.T. -0.000 min

Lab File: BGO50661.D

Acqg: 21 Oct 2021 10:21

O,
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 116563
Abundance Scan 1938 (14.874 min): BG050661.D\datams = 10N Ratlo Lower Upper
162.1 164 100

162 106.5 81.4 122.0
160 44.9 34.9 52.3

Raw 50
Abundance
80.0
108.0132.0
0,
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1938 (14.874 min): BG050661.D\data.ms (
ol
16g.1 40000
Sub
50 20000
80.0
54.0
Ot 2980080 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: 126.621 ng
140.9 RT: 16.360 min Scan# 2191
Ref 50 Delta R.T. -0.000 min
2218 Lab File: BGO50661.D

H Acqg: 21 Oct 2021 10:21
‘\‘L‘Mw ‘M M\H”u ‘H;\m\hw ‘}‘\‘ ‘HAM‘ e Uh‘ ‘\\1\\“ N
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 140778

Abundance Scan 2191 (16.360 min): BG050661.D\datams ~1oN Ratio Lower Upper
3206 330 100

o

62.0 332 96.3 77.3 115.9
141 53.0 35.6 53.4
Raw g 140.9
Abundance
221.8
80000
0,
m/z--> 50 100 150 200 250 300

Abundance Scan 2191 (16.360 min): BG050661.D\data.ms ( 60000

40000
Sub
20000
- 7\ T ‘ T T T T ‘ T T L
mlz-—-> 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: 81.974 ng
RT: 13.499 min Scan# 1704
Ref 50 Delta R.T. -0.006 min
Lab File: BGO50661.D
85.0 Acqg: 21 Oct 2021 10:21
03\8‘\.?‘\“ \M\”h\”“ t “\‘\hlil“\‘ L L B B | T
m/z--> 50 100 150 200 250 300 350 400 18t Ion:172 Resp: 634877
Abundance Scan 1704 (13.499 min): BG050661.D\datams = 10N Ratlo Lower Upper
172.0 172 100
171 37.6 28.6 43.0
170 24.0 18.6 27.8
Raw 50
Abundance
85.0
03\8'\.?‘\“ \M\‘h\”“ g “\‘\Ml”\ L B B B
miz--> 50 100 150 200 250 300 350 400 500000
Abundance Scan 1704 (13.499 min): BG050661.D\data.ms (
2.
1720 200000
Sub
50 100000
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
165.0 2 ,6-Dinitrotoluene
63.0 89.0 Concen: 8.293 ng
RT: 14.874 min Scan# 1938
Ref 50 Delta R.T. 0.428 min
39.0 120.9 Lab File: BG@50661.D
‘ ‘ Acqg: 21 Oct 2021 10:21
0! H‘H‘\H“\‘H‘H‘\‘\H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:165 Resp: 14635
Abundance Scan 1938 (14.874 min): BG050661.D\datams = 10N Ratlo Lower Upper
162.1 165 100
63 0.0 63.3 94 .9%#
89 0.0 63.4 95.0#
Raw 50
Abundance
80.0 14.874
54.0
Ob— i‘\ T N\ T 1‘1 T H‘“‘\ i‘\:l‘.\o?\oi TT “\1\312‘10‘ T 1“ 8000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1938 (14.874 min): BG050661.D\data.ms ( 6000
162.1
4000
Sub
50
2000
80.0
540 | 1000 1320 |
ot e L T
m/z--> 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: 5.884 ng
63.0 RT: 14.874 min Scan# 1938
Ref 50 Delta R.T. -0.353 min
39.0 119.0 Lab File: BGO50661.D
’ ' Acq: 21 Oct 2021 10:21
0 i\‘H\M‘\‘\H“\\\i\\\\‘\i‘\\‘\‘\\\“\\\
miz--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 14635
Abundance Scan 1938 (14.874 min): BG050661.D\data.ms Ion Ratio Lower Upper
162.1 165 100
63 0.0 48.0 72.0#
89 0.0 65.4 98.0#
Raw 5g 182 @.0 2.0 3.0#
Abundance
80.0 14.874
54.0
0\Hi‘\\N\HM\U‘“‘\i‘:\L‘\O?\.‘?H":\L\s\Z;O‘\HM T 8000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1938 (14.874 min): BG050661.D\data.ms ( 6000
162.1
4000
Sub
50
2000
80.0
540 | 1000 1820 |
O bt e et el e
m/z--> 40 60 80 100 120 140 160 180 Time--> 14.8014.85 14.90

BGO50661.D 8270-BG100621.M

Thu Oct 21 11:

12:14 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: 17.617 min Scan# 2405

Ref 50 Delta R.T. -0.001 min
Lab File: BG@50661.D
80.0 1 Acq: 21 Oct 2021 10:21
0 \\‘\5\\4.\‘\\\“l\\‘”\]‘-(\)\S\}‘J\-?\Z\(‘)\\\Ul\\\\‘!“‘\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:188 Resp: 258897
Abundance Scan 2405 (17.617 min): BG050661.D\datams = 10N Ratlo Lower Upper
188.1 188 100
94 9.6 5.4 8.0#
80 11.9 3.7 5.5#
Raw 50
Abundance
17.517
80.0 160.1 150000
0 \\‘\5\\4’\‘0\‘\\\‘l\\l‘\].‘()\e\\%‘]\.:\a\z\‘o\\\Hl\\\\‘!“‘\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2405 (17.617 min): BG050661.D\data.ms ( 100000
188.1
sub 50000
80.0 160.1
ol 540, | qtoe11820 || e e
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 24y.9 4-Bromophenyl-phenylether
Concen: 4.396 ng

RT: 16.360 min Scan# 2191
Ref 50 Delta R.T. -0.441 min

Lab File: BGO50661.D
Acqg: 21 Oct 2021 10:21

77.0

B9.

0- ‘”\ “Mjw-ng"gw e T

miz--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 11468

Abundance Scan 2191 (16.360 min): BG050661.D\data.ms §Z§ ig'gio Lower  Upper

250 189.1 76.1 114.1#
141 623.0 65.4  98.2#

Raw 50

Abundance

40000

0,
miz--> 50 100 150 200 250 300
Abundance Scan 2191 (16.360 min): BG050661.D\data.ms ( 30000

20000
Sub
10000
- \‘\\\\’\\\\‘\\\7
miz--> 50 100 150 200 250 300 Time-->  16.30 16.35 16.40
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Ref

m/z-->

24

50

o

120.0
7GOMAM 18 Q\Jw

0.1

282.0 340.9

50 100 150 200 250 300 350

Abundance Scan 3137 (21.918 min): BG050465.D\data.ms (1 #76

Chrysene-d12
Concen: 20.000 ng

Delta R.T. -0.006 min
Lab File: BGO50661.D
Acq: 21 Oct 2021 10:21

Tgt Ion:240 Resp: 201772

Abundance Scan 3137 (21.918 min): BG

24

050661.D\data.ms
0.1

Ion Ratio Lower Upper
240 100

120 8.6 4.2 6.2#
236 26.6 21.8 32.6

Raw 50
Abundance
21.918
120.0
0899 1 191.0 | 282.1327.1 100000
\\‘\\\\‘\\\‘\\\\’ ‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3137 (21.918 min): BG050661.D\data.ms (
240.1
50000
Sub
50
120.0
0 78.0 | 1941 ) 2871 367. 1
L B B e R R
miz--> 50 100 150 200 250 300 350 Time--> 21.80 21.90 22.00

Ref

m/z-->

50

122.0
54.0 | | 1981

ull 355.

0\\“\‘\}‘\““\‘\\\‘ \\\‘\\‘\
50 100 150 200

250 300 350

Abundance Scan 2846 (20.208 min): BG050465.D\data.ms (- #79
244.2

Terphenyl-d14
Concen: 91.014 ng

Delta R.T. -0.000 min
Lab File: BGO50661.D
Acqg: 21 Oct 2021 10:21

Tgt Ion:244 Resp: 942312

Abundance Scan 2846 (20.209 min): BG

050661.D\data.ms
244.2

Ion Ratio Lower Upper
244 100

212 8.4 6.9 10.3
122 10.3 5.0 7.6%#
Raw 50
Abundance
20.209
sa0 1221 4487 600000
0\\“\‘\1‘\‘“\\\‘\‘\\‘\\‘i‘\‘\h\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance Scan 2846 (20.209 min): BG050661.D\data.ms (
244.2 400000
sub g, 200000
50 e JA\
o o T
miz--> 50 100 150 200 250 300 350 Time--> 20.10 20.20 20.30

BGO50661.D 8270-BG100621.M

Thu Oct 21 11:

12:15 2021

RT: 21.918 min Scan#t 3137

RT: 20.209 min Scan# 2846
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Abundance Scan 3718 (25.332 min): BG050465.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 25.338 min Scan# 3719

Ref 50 Delta R.T. 0.005 min
Lab File: BGO50661.D
132.0 Acq: 21 Oct 2021 10:21
0420 88\0\ ul \H 1800222771 Ll .
T ‘ T T T ‘ T T T ‘ T T 1T ‘ T T T ‘ T ‘ L ‘ T . .
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 193927
Abundance Scan 3719 (25.338 min): BG050661.D\datams 10" Ratio Lower Upper
o641 264 100

260 25.8 19.4 29.2
265 22.6 16.9 25.3

Raw 50
Abundance
132.0 60000 25338
57.1 207.0
[} \“ ““\ “\“ et T \H\ “U\ T “‘\ P ‘m\h‘\ =T ‘3\2\2\0\ T
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3719 (25.338 min): BG050661.D\data.ms ( 40000
264.1
Sub
50 20000
132.0
ol 370 | 17302190 | 3220 0
e T e e BB A e S — T
mlz--> 50 100 150 200 250 300 350 Time-> 25.20 25.40
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