Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124085.D

Acqg On : 27 May 2021 2:38
Operator : JU/CG

Sample : M2521-03 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Time: May 27 04:55:57 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 14 19:05:57 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.893 152 47846 20.00 ng -0.01
21) Naphthalene-d8 8.175 136 169884 20.00 ng #-0.01
39) Acenaphthene-di10 9.934 164 86101 20.00 ng -0.01
64) Phenanthrene-d10 11.422 188 122177 20.00 ng # 0.00
76) Chrysene-di12 14.063 240 97292 20.00 ng 0.00
86) Perylene-di12 15.563 264 79105 20.00 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.504 112 42336 12.42 ng 0.00

7) Phenol-dé6 6.510 99 56567 12.80 ng -0.01
23) Nitrobenzene-d5 7.445 82 45987 11.66 ng -0.02
42) 2,4,6-Tribromophenol 10.722 330 11631 11.25 ng 0.00
45) 2-Fluorobiphenyl 9.251 172 80834 11.55 ng -0.01
79) Terphenyl-di4 13.004 244 64921 10.11 ng -0.01

Target Compounds Qvalue
35) Caprolactam 8.598 113 8091 10.11 ng # 9
54) 2,4-Dinitrophenol 10.151 184 219 7.55 ng # 40
65) 4,6-Dinitro-2-methylph... 10.745 198 191 5.65 ng # 10

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124085.D

Acqg On : 27 May 2021 2:38
Operator : JU/CG

Sample : M2521-03 5X

Misc :

ALS vial : 19 Sample Multiplier: 1

Quant Time: May 27 04:55:57 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Fri May 14 19:05:57 2021

Response via : Initial Calibration

Abundance TIC: BF124085.D\data.ms
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Abundance Scan 819 (6.904 min): BF123928.D\data.ms (-81 #1

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

RT: 6.893 min Scan# 817

Ref 50 115.1 Delta R.T. -0.011 min
521 781 Lab File: BF124085.D
Acq: 27 May 2021 2:38
OH‘WH\‘u_H\\“H_w”‘_H“‘HH‘HH‘_
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 47846

Abundance  Scan 817 (6.893 min): BF124085.D\data.ms ~ 1N Ratio Lower Upper
150.0 152 100

150 150.5 127.0 190.6
115 66.9 54.3 81.5

Raw 5o 115.1
52.0 78.1 Abundance
‘ ‘ 80000
0 T \w T ‘\‘ ‘H\ T \H\‘ i \“\ \9\8‘.4\. T }‘ ‘ \1\3%'“\9‘ T T

m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 817 (6.893 min): BF124085. D\data ms ( -80

40000
Sub
50 115.1 |
52.0 78.1 20000 !
ol \‘m ™ u‘u . 984 || 1319 0!
LI I B L L L LA B LA O L B B

miz--> 40 60 80 100 120 140 160 Time--> 6.85 6.90 6.95

Abundance Scan 582 (5.510 min): BF123928.D\data.ms (-57 #5

112.1 2-Fluorophenol

Concen: 12.42 ng

RT: 5.504 min Scan# 581
Ref 50 Delta R.T. -0.006 min
92.1 Lab File: BF124085.D
390 ¢ “ A ‘ Acq: 27 May 2021  2:38

Il \ Al | !
wwawwwwwwwwwww T

miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 42336

Abundance  Scan 581 (5.504 min): BF124085.D\data.ms 10N Ratio Lower Upper
112.1 112 100

64.0 64 77.7 61.4 92.0
63 39.4 33.0 49.4

64.0

o

Raw 50
92.0 Abundance
3815 ‘ J ‘
0 \‘\H‘“’HH“"\‘\‘!\"E\\H\‘}7\\9“}\‘\\‘\\\\‘\\\\‘ ‘H\‘\\ 40000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 581 (5.504 min): BF124085.D\data.ms (-53 30000
1191
64.0
20000
Sub
50
92.0 10000
38.1 50 ‘ J ‘
0 wmw,uH‘;m!‘,mwm?‘:’mwww - g= -
miz--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 545 550 555
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Abundance Scan 754 (6.522 min): BF123928.D\data.ms (-74 #7

99.1 Phenol-d6
Concen: 12.80 ng
RT: 6.510 min Scan# 752
Ref 50 Delta R.T. -0.012 min
421 Lab File: BF124085.D
Acq: 27 May 2021 2:38
0 \‘HH\N\HJH\\HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 56567
Abundance  Scan 752 (6.510 min): BF124085.D\datams 10" Ratio Lower Upper
99.1 99 100
42 25.0 19.8 29.8
71 53.1 31.1 46.74#
Raw 50
Abundance
42.1 60000
ol “H‘h M\H A ls28 281
m/z--> 50 100 150 200 250
Abundance Scan 752 (6.510 min): BF124085.D\data.ms (-70 40000
99.1
Sub 50 20000
42.1
ok, ‘j\‘w\\‘”\”m 1928 2814 e s
m/z-> 50 100 150 200 250 Time--> 6.50 6.55

Abundance Scan 1037 (8.186 min): BF123928.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.175 min Scan# 1035
Ref 50 Delta R.T. -0.011 min
Lab File: BF124085.D
5?0 108.1 Acq: 27 May 2021  2:38
Ol MJWMH el 225
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ton:136 Resp: 169884
Abundance Scan 1035 (8.175 min): BF124085.D\datams 100 Ratio Lower Upper
136.1 136 100
137 9.9 8.7 13.1
54 11.2 9.8 14.6
Raw 5o 68 6.2 4.1 6.1#
Abundance
540 108.1 200000 8.175
Ot e bl 2620
m/z--> 40 60 80 100 120 140 160 180 200 220 150000
Abundance Scan 1035 (8.175 min): BF124085.D\data.ms (-9
136.1
100000
Sub
50 50000
54.0 108.1
0 H it Mmz ‘ \H . N
R R A R N LA R SRS SR SRS A RS RARARRARREN
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 8.15 8.20 8.25
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Abundance Scan 914 (7.463 min): BF123928.D\data.ms (-90 #23

82.1 Nitrobenzene-d5
54.1 Concen: 11.66 ng
RT: 7.445 min Scan# 911
Ref 50 128.1 Delta R.T. -0.017 min
' Lab File: BF124085.D
98.1 Acq: 27 May 2021 2:38
o 00 | e | Tuza |
LI T \ \ ‘ T \ T T T ’ T T ‘ T T T ‘
m/z--> 40 60 80 100 120 Tgt IOHZ‘SZ RESpZ 45987
Abundance  Scan 911 (7.445 min): BF124085.D\datams ~ 10N Ratlo Lower Upper
82.1 82 100
541 128 29.9 29.4 44.2
’ 54 68.7 54.1 81.1
Raw 50
128.1 Abundance
98.1 50000
0 400 ‘ 68/0 i | 1120 |
LI ‘ LI \ ‘ T T T L ’ T T ‘ T T T ‘
Miz-> 0 60 80 100 120 40000
Abundance Scan 911 (7.445 min): BF124085.D\data.ms (-86
8d.1 30000
54.1
20000
Sub
50
128.1 10000
98.1
0 4‘00‘ ““ 6800, | 1120 ol
L e o B e T
miz--> 40 60 80 100 120 Time-> 7.40 745 750

Abundance Scan 1110 (8.616 min): BF123928.D\data.ms (-1 #35

55.1 Caprolactam
Concen: 10.11 ng
RT: 8.598 min Scan#t 1107
Ref 50 gs1 1131 Delta R.T. -0.017 min
Lab File: BF124085.D
Acq: 27 May 2021 2:38
.
O ‘\1\\’\\\\‘\\!\‘\\\\‘\\\\‘\\\\’\\\ . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:113 Resp: 8091
Abundance Scan 1107 (8.598 min): BF124085.D\datams 10N Ratlo Lower Upper
57.1 113 100
55 407.1 254.9 294.9%
56 376.9 179.4 219.4#
Raw 50
Abundance
85.1 |
113.1 [
133.0 155.3 181.3 |
OWWWHMWW‘“\‘\h}\"H\‘\\\H‘\\\H\‘\\\\‘\\\\‘\\\\’\\\ 30000 "‘\
m/z--> 40 60 80 100 120 140 160 180 0‘
Abundance Scan 1107 (8.598 min): BF124085.D\data.ms (-1 \‘
511 20000 \‘
|
Sub
50 10000& 8'5%
113.1
omwmu_m | 1713301853 1813 of
miz--> 40 60 80 100 120 140 160 180 Time-> 8.55 8.60
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Abundance Scan 1336 (9.945 min): BF123928.D\data.ms (-1 #39
162.2 Acenaphthene-dle

Concen: 20.00 ng

RT: 9.934 min Scan# 1334

Ref 50 Delta R.T. -0.011 min

Lab File: BF124085.D

Acq: 27 May 2021 2:38

0 106.2 132.0
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:164 Resp: 86101
Abundance Scan 1334 (9.934 min): BF124085.D\datams 10" Ratlo Lower Upper
162.2 164 100

162 103.8 80.7 121.1
160 43.6 37.3 55.9
Raw 50
Abundance

80.1
o 108.1132.1 186.2 217.6 100000
miz--> 40 60 80 100 120 140 160 180 200 220 80000
Abundance Scan 1334 (9.934 min): BF124085.D\data.ms (-1
162.2 60000
Sub 40000
50
20000
80.1
0 540 | 10811321 ||| 188.0 217 —
et e e e e BB S o TR
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 9.90 9.95

Abundance Scan 1469 (10.727 min): BF123928.D\data.ms (- #42

329.¢ 2,4,6-Tribromophenol
Concen: 11.25 ng

RT: 10.722 min Scan# 1468
Delta R.T. -0.006 min

Lab File: BF124085.D

Acq: 27 May 2021 2:38

Ref 50

O,
m/z--> 50 100 150 200 250 300 Tgt Ion:33@ Resp: 11631
Abundance Scan 1468 (10.722 min): BF124085.D\datams ~1ON Ratlo Lower Upper

320.¢ 330 100
332 96.7 77.1 115.7
141  41.0 27.9 41.9
Raw 50 62.0
1410 Abundance
222.9
84.1
0 aa 10000
m/z--> 50 100 150 200 250 300
Abundance Scan 1468 (10.722 min): BF124085.D\data.ms (-
329.¢
5000
Sub 50 62.0
142.9
221.9
0' \\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 Time--> 10.70 10.75
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Abundance Scan 1220 (9.263 min): BF123928.D\data.ms (-1 #45
172.1

51\1 0 MM85\\ 0 120 0 L 14\(\3\\\1

Ref 50
0

m/z-->
Abundance

40 60 80 100 120 140 160

180

Scan 1218 (9.251 min): BF124085. D\data ms

| 55“0 850 1191 1460
W (A T AN A | Lol alall

72.1

AL 1941

Raw 50
0

m/z-->
Abundance

Sub
50

40 60 80 100 120 140 160

180

Scan 1218 (9.251 min): BF124085.D\data.ms (-1
172.1

50.1 750 g7,0 1191 146.0

| 1941

m/z-->

40 60 80 100 120 140 160

180

2-Fluorobiphenyl

Concen: 11.55 ng

RT: 9.251 min Scan# 1218
Delta R.T. -0.012 min

Lab File: BF124085.D

Acq: 27 May 2021 2:38

Tgt Ion:172 Resp: 80834
Ion Ratio Lower Upper

172 100

171 32.6  28.1 42.1

170 21.5 19.2 28.8

Abundance
100000

80000
60000
40000

20000

Time--> 9.20 9.25 9.30

Abundance Scan 1343 (9.986 min): BF123928.D\data.ms (-1 #54
63.0 184.0

Ref 50
O,

m/z-->
Abundance

Raw 50

154.1
107.1

38.0

40 60 80 100 120 140 160 180 200 220
Scan 1371 (10.151 min): BF124085.D\data.ms

57.1

183.

2 2181

2,4-Dinitrophenol

Concen: 7.55 ng

RT: 10.151 min Scan# 1371
Delta R.T. 0.165 min

Lab File: BF124085.D

Acq: 27 May 2021 2:38

Tgt Ion:184 Resp: 219
Ion Ratio Lower Upper

184 100

63 0.0 73.5 110.3#
154 58.5 52.5 78.7

Abundance

1500

0,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1371 (10.151 min): BF124085.D\data.ms (- 1000

57.0
Sub
S0 852 145.1 >0
183

om,‘”h“,m“,“u‘ Al H‘qu‘ﬁ?‘l‘ T

m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.14 10.16

BF124085.D 8270-BF051421.M
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Abundance Scan 1588 (11.427 min): BF123928.D\data.ms (- #64

188.2 Phenanthrene-d1@
Concen: 20.00 ng
RT: 11.422 min Scan# 1587
Ref 50 Delta R.T. -0.005 min
Lab File: BF124085.D
160.2 Acq: 27 May 2021  2:38
0 \\‘\5\2\\()‘\‘\\“l\\H‘\O‘Z\\J-\\‘]\-\s\z\]‘-\\\\H“\\\\‘\“H\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:188 Resp: 122177
Abundance Scan 1587 (11.422 min): BF124085.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 6.8 6.9 10.3#
80 8.3 8.2 12.2
Raw 50
Abundance
11.422
0.1
0 \4\1‘-\0\\ i ‘ \‘\ \8\‘0}\]_\&\()‘2\\1-\\‘]\-\3\2\]‘.\ T \‘w TTTT ‘ \‘M\ T ‘ TT
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1587 (11.422 min): BF124085.D\data.ms (-
188.2
Sub 50000
50
160.1
ol 540 801;L021 1321~ Ml |
e e e e e T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.40 11.45

Abundance Scan 1435 (10.527 min): BF123928.D\data.ms (- #65

198.1 4,6-Dinitro-2-methylphenol
Concen: 5.65 ng
51.0 RT: 10.745 min Scan# 1472
Ref 50 >0 1051 Delta R.T. ©.218 min
Lab File: BF124085.D
Acq: 27 May 2021 2:38
(V5 “H‘\ L\““h\ \““\ T \1\5‘2\]~\ T LA B B B q y
miz--> 50 100 150 200 250 300 Tgt Ion:198 Resp: 191
Abundance Scan 1472 (10.745 min): BF124085.D\datams 10" Ratio Lower Upper
57.0 198 100
51 86.7 64.8 104.8
105 225.1 42.6 82.6#
Raw 50
97.2 145.0 Abundance
215.9 331, 1500
0 T h ‘H T ‘\h \H\ h“ \|\ L ‘ T T T ‘ L U T
m/z--> 50 100 150 200 250 300
Abundance Scan 1472 (10.745 min): BF124085.D\data.ms (- 1000),
42.2 171.1 \
\
|/ 10.745
Sub 50 119.2 15.2 500{ “—
79. 331.
oh e B L e e e e
m/z--> 50 100 150 200 250 300 Time--> 10.74 10.76
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Abundance Scan 2037 (14.068 min): BF123928.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.00 ng
RT: 14.063 min Scan#t 2036
Ref 50 Delta R.T. -0.006 min
Lab File: BF124085.D
120.2 H Acq: 27 May 2021 2:38
04~ ‘ ‘?‘q‘%\ i\\‘”h“ e ‘:I‘??'\‘?‘M‘m\“ e
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 97292
Abundance Scan 2036 (14.063 min): BF124085.D\data.ms 10" Ratio Lower Upper
240.2 240 100
120 9.3 7.2 10.8
236 23.8 19.0 28.4
Raw 50
Abundance
571 1181 100000, %
bt ot 1890, L 2802 344,
miz--> 50 100 150 200 250 300 80000
Abundance Scan 2036 (14.063 min): BF124085.D\data.ms (-
240.2 60000
sub 40000
50
20000
o 571 TPs821080 || 2808 a4 .
m/z--> 50 100 150 200 250 300 Time--> 14.00 14.10

Abundance Scan 1858 (13.015 min): BF123928.D\data.ms (- #79

244.2 Terphenyl-di4

Concen: 10.11 ng

RT: 13.004 min Scan# 1856
Ref 50 Delta R.T. -0.012 min

Lab File: BF124085.D

122.1 Acq: 27 May 2021 2:38
0+ \‘5‘4“..\1‘\ ‘\‘90\‘.‘0‘ Ly ‘\‘ by ]‘.6“1(‘)\1 T ?1\‘2.\2‘\ “‘M“ T
miz--> 50 100 150 200 250 Tgt Ion: %44 Resp : 64921
Abundance Scan 1856 (13.004 min): BF124085.D\datams 10N Ratlo Lower Upper
244.2 244 100
212 7.4 5.7 8.5
122 8.5 9.7 14.5#
Raw 50
Abundance
80000 13.p04
57.1 122.2 160.1 212.2
fo “M‘ . ‘%H\?"m‘ g H‘L e mlu e u‘\‘u e MM\‘ —
m/z--> 50 100 150 200 250 60000
Abundance Scan 1856 (13.004 min): BF124085.D\data.ms (-
244.2
40000
Sub 50
20000
122.2 160.1
ol 520883 NN PEE L o e
m/z--> 50 100 150 200 250 Time--> 12.95 13.00 13.05
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Abundance Scan 2289 (15.551 min): BF123928.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.00 ng

RT: 15.563 min Scan# 2291

Ref 50 Delta R.T. ©0.012 min
Lab File: BF124085.D
132.0 Acq: 27 May 2021 2:38
0 76‘]" i hH 190.9 el
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 50 100 150 200 250 300 350 Tgt Ion:264 Resp: 79105
Abundance Scan 2291 (15.563 min): BF124085.D\data.ms 10" Ratio Lower Upper
264.2 264 100

260 20.3 18.7 28.1
265 21.8 17.8 26.8

Raw 50
Abundance
671 132.0 15.663
0 | M.m ll sl JL‘ 20\7'1\‘ il .316-4 372.3 60000
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2291 (15.563 min): BF124085.D\data.ms (-
264.1 40000
Sub gy 20000
131.9
ol 880 ol 2952 Il 32003723 e
miz--> 50 100 150 200 250 300 350  Time-> 15.50 15.55 15.60
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