Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG012721\
Data File : BGO48040.D

Acqg On : 27 Jan 2021 22:58

Operator : CG/JU

Sample : M1226-06 :
Misc . 0046-051-COMP-H

ALS vial : 8 Sample Multiplier: 1

Quant Time: Jan 28 ©3:57:12 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jan 25 19:39:42 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 8.126 152 46352 20.00 ng 0.00
21) Naphthalene-d8 10.935 136 180926 20.00 ng -0.01
39) Acenaphthene-di10 14.748 164 131505 20.00 ng 0.00
64) Phenanthrene-d10 17.486 188 326162 20.00 ng -0.01
76) Chrysene-di12 21.763 240 378203 20.00 ng #-0.01
86) Perylene-di12 25.047 264 375156 20.00 ng -0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.682 112 254669 84.44 ng 0.00
7) Phenol-dé6 7.268 99 350865 76.51 ng -0.01
23) Nitrobenzene-d5 9.284 82 233588 51.08 ng -0.01
42) 2,4,6-Tribromophenol 16.228 330 172369 78.70 ng -0.01
45) 2-Fluorobiphenyl 13.373 172 492479 48.42 ng -0.01
79) Terphenyl-di4 20.089 244 932366 42.74 ng 0.00
Target Compounds Qvalue
19) n-Nitroso-di-n-propyla... 9.284 70 33737 10.08 ng # 74
51) 2,6-Dinitrotoluene 14.742 165 17189 6.95 ng # 34
57) 2,4-Dinitrotoluene 14.742 165 17189 4.81 ng # 32
67) 4-Bromophenyl-phenylether 16.228 248 11641 2.67 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\BG@12721\
Data File : BGO48040.D

Acqg On : 27 Jan 2021 22:58

Operator : CG/JU

Sample : M1226-06 :
Misc . 0046-051-COMP-H

ALS vial : 8 Sample Multiplier: 1

Quant Time: Jan 28 ©3:57:12 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Jan 25 19:39:42 2021

Response via : Initial Calibration

Abundance TIC: BG048040.D\data.ms
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Abundance Scan 816 (8.132 min): BG047993.D\data.ms (-8C #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.00 ng

RT: 8.126 min Scan# 815

Ref 50 Delta R.T. -0.006 min
78.1 Lab File: BG@48040.D
‘ ” Acq: 27 Jan 2021 22:58 0046-051-COMP-H
0\%“'\'“\'\”}'\“”\\\\HH|\\H‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 18T Ion:152 Resp: 46352
Abundance  Scan 815 (8.126 min): BG048040.D\data.ms ~ 1°N Ratio Lower Upper
150.0 152 100

150 151.2 125.0 187.6
115 58.7 41.8 62.6

Raw 50
78.0 Abundance
\ 40000
0 \\\‘“\h\“\"‘\“\|\‘\u \\\\“\2\\5‘2\.\6\\‘\\\\‘\\\\‘\\\\‘\\\5\0‘3\.
miz--> 50 100 150 200 250 300 350 400 450 500 30000
Abundance Scan 815 (8.126 min): BG048040.D\data.ms (-7¢
150.0
20000
Sub 50
78.0 10000
miz--> 50 100 150 200 250 300 350 400 450 500 Time-->  8.05 8.10 8.15

Abundance Scan 400 (5.688 min): BG047993.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 84.44 ng

64.1 RT: 5.682 min Scan# 399
Ref 50 Delta R.T. -0.006 min
92.0 Lab File: BG048040.D
38‘.1 50.1‘ A ‘ | Acq: 27 Jan 2021 22:58
0 \‘\H‘\“HH“M\‘\‘H‘"}\‘iH\‘\HH‘-H\\‘\‘H\‘HH‘ T
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:112 Resp: 254669

Abundance  Scan 399 (5.682 min): BG048040.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 67.2 46.7 70.1

64.1 63 38.0 22.8 34.2#
Raw 50
920 Abundance
150000
38.1 50.1 ‘
0 \‘\H‘“‘HH““\‘\‘M’W\‘iH\Z‘\?\.(‘)”\\‘\‘H\‘HH‘ ‘\H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 399 (5.682 min): BG048040.D\data.ms (-31 100000
112.0
64.1
Sub
50 50000
92.0
38.1 50.1 ‘ ‘
) S a1 W NN O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 5.60 5.70
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Abundance Scan 671 (7.280 min): BG047993.D\data.ms (-6€ #7

99.1 Phenol-d6

Concen: 76.51 ng

RT: 7.268 min Scan# 669

Ref 50 Delta R.T. -0.012 min
Lab File: BG@48040.D
421 Acq: 27 Jan 2021 22:58 0046-051-COMP-H
0 ‘H\M‘H\‘UW Al 2240 281
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 350865
Abundance  Scan 669 (7.268 min): BG048040.D\data.ms Igg igglo Lower Upper
99.1

42 19.8 12.8 19.24
71  43.8 24.6 36.8#

Raw 50
Abundance
42.1 200000
0 T ‘\“‘“ ‘H ‘\ “U T T H T T T T ‘ T T T \298\.9 T T ‘ T 2\8\]-.\'
m/z--> 100 150 200 250 150000
Abundance Scan 669 (7.268 min): BG048040.D\data.ms (-5¢
99.1
100000
Sub 50
50000
42.1
ol m\qu Lm0 o
m/z--> 100 150 200 250 Time--> 7.20 7.25 7.30 7.35

Abundance Scan 953 (8.937 min): BG047993.D\data.ms (-9¢ #19

431 701 n-Nitroso-di-n-propylamine
Concen: 10.08 ng
105.0 RT: 9.284 min Scan# 1012
Ref 50 ' Delta R.T. ©0.346 min
Lab File: BGO48040.D
1301 Acq: 27 Jan 2021 22:58
G\\\‘}\\\‘“\\‘\\‘\\\\“\‘\\‘\L\\‘\\‘\\\\‘\\\\‘\\\\2‘(\)\7\2\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 7@ Resp: 33737
Abundance Scan 1012 (9.284 min): BG048040.D\datams 100 Ratio  Lower Upper
8d.1 70 100
42 43.8 45.6 68.44#
101 0.0 8.4 12.6#
Raw 5o 54.1 130 0.8 17.8 26.84#
128.1 Abundance
9.284
A I 207.1
H\‘\\H‘\\H‘\\H‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 15000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1012 (9.284 min): BG048040.D\data.ms (-
82.1 10000
Sub 54.1
50 :
128.1 5000
N O SR . ol
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.20 9.25 9.30 9.35
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Abundance Scan 1295 (10.947 min): BG047993.D\data.ms (- #21

136.1
Ref 50
54.1
0 “L\‘H\‘%O\-(‘)“\ T \‘H\ T \.‘ L O B
miz--> 50 100 150 200 250 300
Abundance Scan 1293 (10.935 min): BG048040.D\data.ms
136.1
Raw 50
54.1
0 “‘\‘M\‘%q'?“\ T \“\ L L B ‘3:\“7)
m/z--> 50 100 150 200 250 300
Abundance Scan 1293 (10.935 min): BG048040.D\data.ms (-
136.1
Sub
50
54.1
o ol 4 s
miz--> 50 100 150 200 250 300

Abundance Scan 1014 (9.296 min): BG047993.D\data.ms (-1 #23

82.0

54.1
128.1

okl | :
T T T T T T T T T T T T T T T T T [T T T
40 60 80 100 120 140 160 180 200

Scan 1012 (9.284 min): BG048040.D\data.ms
82.1

54.1
128.1

‘ L 207.1

Y | RN . A
T T T T T T T T T T T T T T T T T [T T T[T
40 60 80 100 120 140 160 180 200

Scan 1012 (9.284 min): BG048040.D\data.ms (-¢
82.1

54.1
128.1

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

BGO48040.D 8270-BGO12521.M

40 60 80 100 120 140 160 180 200

Thu Jan 28 03:

Naphthalene-d8
Concen: 20.00 ng
RT: 10.935 min Scan# 1293
Delta R.T. -0.012 min
Lab File: BG048040.D :
Acq: 27 Jan 2021 22:58 0046-051-COMP-H
Tgt Ion:136 Resp: 180926
Ion Ratio Lower Upper
136 100
137 10.5 9.1 13.7
54 7.7 6.2 9.4
68 5.4 5.0 7.4
Abundance
100000 10.935
80000
60000
40000
20000
N\
T T T ‘ T T T T ‘ T
Time--> 10.90 11.00
Nitrobenzene-d5
Concen: 51.08 ng
RT: 9.284 min Scan# 1012
Delta R.T. -0.012 min
Lab File: BGO48040.D
Acq: 27 Jan 2021 22:58
Tgt Ion: 82 Resp: 233588
Ion Ratio Lower Upper
82 100
128 35.3 37.0 55.6#
54 49.6 39.0 58.4
Abundance
100000
50000
7\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 9.20 9.25 9.30 9.35
57:23 2021
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Abundance Scan 1943 (14.754 min): BG047993.D\data.ms (- #39
1 Acenaphthene-die

Concen: 20.00 ng

RT: 14.748 min Scan# 1942

Delta R.T. -0.006 min

Lab File: BG048040.D

Acq: 27 Jan 2021 22:58 0046-051-COMP-H

Ref 50

80.1

106.1 132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 131565
Abundance Scan 1942 (14.748 min): BG048040.D\datams 10" Ratlo Lower Upper
164.1 164 100

162 96.9 82.3 123.5
160 42.5 35.3 52.9
Raw 50
Abundance

80.1 80000

106.1 132.1

0,
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1942 (14.748 min): BG048040.D\data.ms (-
164.1
40000
Sub
50
20000
80.1
0 106.1 132.1 o]
- T T ‘ T T T ‘ T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 14.70 14.80

Abundance Scan 2196 (16.241 min): BG047993.D\data.ms (- #42

329.¢ 2,4,6-Tribromophenol
Concen: 78.70 ng

RT: 16.228 min Scan# 2194

Ref 50 621 Delta R.T. -0.012 min
142.9 0218 Lab File: BGO48040.D
H ‘ : Acq: 27 Jan 2021 22:58
oL \‘\‘ \i‘ 1 . 1}0‘%\"% : }h ‘ “HN‘ e UH“‘ : ‘\“\L e
m/z--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 172369
Abundance Scan 2194 (16.228 min): BG048040.D\data.ms 10N Ratio Lower Upper

330 100

332 96.8 76.5 114.7
141 34.1 26.0 39.0
Raw 50
Abundance

100000

0,
m/z--> 50 100 150 200 250 300
Abundance Scan 2194 (16.228 min): BG048040.D\data.ms (-

50000
Sub

m/z--> 50 100 150 200 250 300 Time--> 16.20 16.30
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Abundance Scan 1710 (13.385 min): BG047993.D\data.ms (- #45

1721 2-Fluorobiphenyl
Concen: 48.42 ng
RT: 13.373 min Scan#t 1708
Ref 50 Delta R.T. -0.012 min
Lab File: BGO48040.D .
Acq: 27 Jan 2021 22:58 0046-051-COMP-H
0 51\“1 \\85\\'0 120'0\ 14\6\\1 | ‘ !
\\\“H‘H“‘\H‘H\‘H‘\”‘\H\i\”\u“u‘\‘\“u\‘HH‘H.\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:172 Resp: 492479
Abundance Scan 1708 (13.373 min): BG048040.D\datams 10N Ratio Lower Upper
1721 172 100
171 36.1 31.3 46.9
170 24.7 20.8 31.2
Raw 50
Abundance
300000 1373
0 51.1 \\85\'1 120'0\14%\0 | ‘
\H“H”H“‘\\H‘\“H‘\“\H\i\”\u“u‘\‘\“\i AEERRERRRE
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1708 (13.373 min): BG048040.D\data.ms (- 200000
172.1
Sub
50 100000
0 51.1 \\85\.1 120'0\14?;\0 | ‘ 1
e b S e L
m/z--> 40 60 80 100 120 140 160 180 200 Time->  13.30 13.40
Abundance Scan 1869 (14.319 min): BG047993.D\data.ms (- #51
165.0 2,6-Dinitrotoluene
Concen: 6.95 ng
89.1 ’
63.1 RT: 14.742 min Scan# 1941
Ref 50 Delta R.T. ©0.423 min
1210 Lab File: BGO48040.D
391 ‘ : Acq: 27 Jan 2021 22:58
0 i\‘h\1‘\‘M\\‘H“\\\“H\!‘H‘\‘H\‘HH“\H
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:165 Resp: 17189
Abundance Scan 1941 (14.742 min): BG048040.D\data.ms 1ON Ratlo Lower Upper
162.1 165 100
63 0.0 33.7 50.5#
89 2.1 36.6 54.8#%#
Raw 50
Abundance
80.1 14.r42
108.1132.1 10000
0,
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 1941 (14.742 min): BG048040.D\data.ms (:
16g.1 6000
Sub 4000
50
2000
80.1
ol 24 ) 10811321 2071 0 -
T R Raa B T R — T
miz--> 40 60 80 100 120 140 160 180 200  Time--> 14.70 14.75 14.80

BGO48040.D 8270-BGO12521.M Thu Jan 28 03:57:23 2021
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Abundance Scan 2003 (15.107 min): BG047993.D\data.ms (- #57

165.0
89.1

63.1

‘ 119.0
\h‘ \H H\Hh all Il “ |

Ref 50
0

m/z-->
Abundance

Raw 50

0,
m/z-->
Abundance

Sub
50
m/z-->

40 60 80 100 120 140 160 180 200
Scan 1941 (14.742 min): BG048040.D\data.ms

80.1
108.1132.1

40 60 80 100 120 140 160 180 200
Scan 1941 (14.742 min): BG048040.D\data.ms (-

80.1

108.1132.1

40 60 80 100 120 140 160 180 200

2,4-Dinitrotoluene

Concen: 4.81 ng

RT: 14.742 min Scan# 1941
Delta R.T. -0.365 min

Lab File: BGO48040.D

Acq: 27 Jan 2021 22:58

Tgt Ion:165 Resp: 17189
Ion Ratio Lower Upper
165 100

63 0.0 26.4 39.64#
89 2.1 47.8 71.84#
182 0.0 2.6 4.0#
Abundance
14.742
10000
8000
6000
4000
2000
\\\’\\\\‘\\\\’\\
Time--> 14.70 14.75 14.80

Abundance Scan 2410 (17.498 min): BG047993.D\data.ms (. #64

Ref 50

188.1

42.2 ‘83' L 118.1 15‘ﬂ1 \

G T ‘ T T \ T ‘ ‘\ T ‘ T T T ‘ T \. LI
miz--> 50 100 150 200 250
Abundance Scan 2408 (17.486 min): BG048040.D\data.ms
188.1
Raw 50
94.0
04 \5‘2.\0“\ ”1 i“‘ T T \1“5%\]: \L ‘\ T T |2\67\]\_ T
miz--> 50 100 150 200 250
Abundance Scan 2408 (17.486 min): BG048040.D\data.ms (-
188.1
Sub
50
0421 ‘89‘ 1“ 118.1 15% 1 281.
e I e e e i
m/z--> 50 100 150 200 250

BGO48040.D 8270-BGO12521.M

Thu Jan 28 03:

Phenanthrene-di10

Concen: 20.00 ng

RT: 17.486 min Scan# 2408
Delta R.T. -0.012 min

Lab File: BGO48040.D

Acq: 27 Jan 2021 22:58

Tgt Ion:188 Resp: 326162
Ion Ratio Lower Upper
188 100

94 6.6 6.3 9.5
80 7.5 7.0 10.6
Abundance
200000 17.A86
150000

100000

50000

0
‘ T T L ‘ T T L
Time--> 17.40 17.50

57:24 2021

0046-051-COMP-H
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Abundance Scan 2272 (16.687 min): BG047993.D\data.ms (- #67

25p.0 4-Bromophenyl-phenylether
Concen: 2.67 ng

RT: 16.228 min Scan# 2194
Ref 50 77.0 Delta R.T. -0.459 min

Lab File: BG048040.D

Acq: 27 Jan 2021 22:58 0046-051-COMP-H

141.1

1‘ \‘H‘\H L ‘ M 819

m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 11641

Abundance Scan 2194 (16.228 min): BG048040.D\datams 1o Ratio Lower Upper
33h.¢ 248 100

O

250 191.6 78.9 118.3#
141 488.8 46.2  69.4#
Raw 5o 621
142.9 Abundance
2928 40000
oL ‘ u‘ ‘n\u:!r \%‘ }h‘ ‘_‘]‘J_S‘4‘7“ “H“ ‘\“\\‘ R
miz--> 50 100 150 200 250 300 30000
Abundance Scan 2194 (16.228 min): BG048040.D\data.ms (-
33fL.¢
20000
Sub 62.1
50 142.9 10000
222.8
ok W‘M?%ﬁ L4847 !‘H‘M — e
miz--> 50 100 150 200 250 300 Time--> 16.20 16.25

Abundance Scan 3138 (21.775 min): BG047993.D\data.ms (- #76

240.1 Chrysene-di12
Concen: 20.00 ng
RT: 21.763 min Scan# 3136
Ref 50 Delta R.T. -0.012 min
Lab File: BG@48040.D
Acq: 27 Jan 2021 22:58
0l 880 PO 1TAL, Ul 20803560
m/z--> 50 100 150 200 250 300 350 400 18t Ion:248 Resp: 378203
Abundance Scan 3136 (21.763 min): BG048040.D\data.ms 10N Ratio Lower Upper
240.2 240 100
120 5.1 6.2  9.4#
236 26.3 20.5 30.7
Raw 50
Abundance
21763
ol84L A0 1821, | 2951 3551 429, 200000
m/z--> 50 100 150 200 250 300 350 400
Abundance Scan 3136 (21.763 min): BG048040.D\data.ms (- 150000
240.2
100000
Sub
50
50000
o521 1201 1821 | 293.0343.1  429. 0
st S, o =
miz--> 50 100 150 200 250 300 350 400  Time--> 21.70  21.80
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Abundance Scan 2852 (20.095 min): BG047993.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 42.74 ng
RT: 20.089 min Scan# 2851
Ref 50 Delta R.T. -0.006 min
Lab File: BGO48040.D .
160.1 Acq: 27 Jan 2021 22:58 0046-051-COMP-H
T \5‘4‘.'\]‘-\ ‘\”:\I‘-‘(‘)?.%\‘\ “‘1‘ .\ \Z\Q‘Z‘H‘J\_‘\h‘!““ L \?\’5‘4\.{
m/z--> 50 100 150 200 250 300 350 '8t Ion:244 Resp: 932366
Abundance Scan 2851 (20.089 min): BG048040.D\data.ms 10" Ratio Lower Upper
244.2 244 100
212 7.8 6.7 10.1
122 6.5 7.8 11.6#
Raw 50
Abundance
20.089
160.1
\8\.]‘-‘ \?q':\L“”\ ‘\‘ T ‘”1‘ f \‘2\0‘2‘\4‘]\-‘\ M‘N“ T \3\27\\1‘ T 600000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2851 (20.089 min): BG048040.D\data.ms (:
244.2 400000
Sub
50 200000
ol 661 1181%%0Yo000 | 557 0
e e S P A
m/z--> 50 100 150 200 250 300 350 Time--> 20.00 20.10
Abundance Scan 3697 (25.060 min): BG047993.D\data.ms (. #86
264.1 Perylene-d12
Concen: 20.00 ng
RT: 25.047 min Scan# 3695
Ref 50 Delta R.T. -0.012 min
Lab File: BGO48040.D
132.0 Acq: 27 Jan 2021 22:58
O ’\7\6\]\-’ oy ‘U T \1\9\2’\2\ g ’m\“\ T \\\?)\4\1"]\.\ \‘\1’1\1\'\5\
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 375156
Abundance Scan 3695 (25.047 min): BG048040.D\data.ms 10" Ratio Lower Upper
264.2 264 100
260 24.0 18.8 28.2
265 23.7 17.8 26.8
Raw 50
Abundance
207.0 25047
0 73'0 1n3nH2.0 " . [T | 355.0 429.
\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350 400 100000
Abundance Scan 3695 (25.047 min): BG048040.D\data.ms (-
264.1
50000
Sub
50
0 661 :L|\3‘H20 2040\ niil . O
corrn e e ST —
m/z--> 50 100 150 200 250 300 350 400 Time--> 25.00 25.20

BGO48040.D 8270-BGO12521.M
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