Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123715.D

Acqg On : 24 Apr 2021 14:10

Operator : JU/CG

Sample : M2125-02 :
Misc : PB-2021-WW-000-07

ALS vial : 6 Sample Multiplier: 1

Quant Time: Apr 26 06:08:04 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Apr 26 ©5:40:49 2021

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.816 152 206331 20.00 ng 0.00
21) Naphthalene-d8 8.104 136 775627 20.00 ng 0.00
39) Acenaphthene-di10 9.857 164 386322 20.00 ng 0.00
64) Phenanthrene-d10 11.345 188 740946 20.00 ng 0.00
76) Chrysene-di12 13.986 240 579505 20.00 ng 0.00
86) Perylene-di12 15.451 264 453538 20.00 ng 0.00

System Monitoring Compounds
5) 2-Fluorophenol .434 112 799888 62.66 ng

7) Phenol-dé6 .451 99 618172 34.94 ng -

23) Nitrobenzene-d5 .387 82 1626741 96.42 ng

5 0

6 0

7 0
42) 2,4,6-Tribromophenol 10.651 330 642108 146.78 ng 0.00

9 0

2 0

45) 2-Fluorobiphenyl .181 172 2444154 94.31 ng .00
79) Terphenyl-di4 12.939 244 2257251 75.70 ng .00
Target Compounds Qvalue
10) Phenol 6.463 94 170181 9.06 ng 94
32) Benzoic acid 7.828 122 18848 6.84 ng # 80
35) Caprolactam 8.510 113 33435 8.78 ng 95
50) Dimethylphthalate 9.575 163 85657 3.21 ng 98

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123715.D

Acqg On : 24 Apr 2021 14:10

Operator : JU/CG

Sample : M2125-02 :
Misc : PB-2021-WW-000-07

ALS vial : 6 Sample Multiplier: 1

Quant Time: Apr 26 06:08:04 2021

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Apr 26 05:40:49 2021

Response via : Initial Calibration

Abundance TIC: BF123715.D\data.ms
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BF123715.D 8270-BF041521.M

Abundance Scan 813 (6.869 min): BF123565.D\data.ms (-80 #1

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

RT: 6.816 min Scan# 804

Ref 50 520 50 115.0 Delta R.T. -0.006 min
: Lab File: BF123715.D
Acq: 24 Apr 2021 14:10
ob ot il usse | 1sie U
m/z--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 206331

Abundance  Scan 804 (6.816 min): BF123715.D\datams ~ 1N Ratio Lower Upper
150.0 152 100

150 156.7 127.0 190.6
115 65.9 54.3 81.5

Raw 50 115.0
520 780 ' Abundance
(o \““ T \‘\‘\ ‘ A T \ \\7‘0\ T 1“ \1\3\2\0‘ T \w\ T 300000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 804 (6.816 min): BF123715.D\data.ms (-78
150.0 200000
Sub gy 100000
52.0 78.0 1150
ob il dloro ] asp0 )
m/z--> 40 60 80 100 120 140 160 Time--> 6.80 6.85

Abundance Scan 577 (5.481 min): BF123565.D\data.ms (-57 #5

112.0 2-Fluorophenol
64.0 Concen: 62.66 ng
RT: 5.434 min Scan# 569
Ref 50 Delta R.T. -0.006 min
Lab File: BF123715.D
290 ‘ L Acq: 24 Apr 2021 14:10
0 “‘\8““\““\““\““\““\““\““
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:112 Resp: 799888
Abundance  Scan 569 (5.434 min): BF123715.D\datams 10" Ratio Lower Upper
119.0 112 100
64.0 64 80.6 61.4 92.0
63 42.4 33.0 49.4
Raw 50
Abundance
800000 5 434
39.0
0 SERBL 1920 ﬂ
m/z--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 569 (5.434 min): BF123715.D\data.ms (-51
112.0
64.0 400000
Sub ‘w"\\
50 200000 |
39.0 ‘ L AL
0 6\56‘\\\\\ AL AISARRARRRR
miz--> 40 60 80 100 120 140 160 180 200  Time--> 5.40 5.45 5.50

Mon Apr 26 14:34:12 2021
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Abundance Scan 750 (6.498 min): BF123565.D\data.ms (-74 #7

99.1 Phenol-d6

Concen: 34.94 ng

RT: 6.451 min Scan# 742

Ref 50 Delta R.T. -0.012 min
421 Lab File: BF123715.D
Acq: 24 Apr 2021 14:10 PB-2021-WW-000-07
0 ‘H ‘ ‘“‘ H } T T T T ‘ T T T T ’ T T T T ’ T 2\8\l\j
m/z--> 50 100 150 200 250 Tgt Ion: 99 Resp: 618172
Abundance  Scan 742 (6.451 min): BF123715.D\data.ms Igg igglo Lower Upper
99.1

42 23.5 19.8 29.8
71 36.0 31.1  46.7

Raw 50
Abundance
42.1
(O “\Hh‘ “H“\”“M”\ \‘} T :\L3\2\8‘ T T \2?6\9\ \2\4’892\8\1\1 600000
m/z--> 50 100 150 200 250
Abundance Scan 742 (6.451 min): BF123715.D\data.ms (-69
99.1 400000
Sub
50 200000
42.0
0 ‘u‘h L., | 1328 206.9 248.9281.] 0!
LA e e e
miz--> 50 100 150 200 250 Time-->

Abundance Scan 752 (6.510 min): BF123565.D\data.ms (-74 #10

94.0 Phenol
Concen: 9.06 ng
RT: 6.463 min Scan#t 744
Ref 50 Delta R.T. -0.012 min
39.0 Lab File: BF123715.D
‘ Acq: 24 Apr 2021 14:10
0\““‘”“\“‘”\“\\“\\\\‘\\\\‘\\\\’\\\\
m/z--> 100 150 200 250 Tgt Ion: 94 Resp: 170181
Abundance Scan 744 (6.463 min): BF123715.D\datams 10N Ratio Lower Upper
94.0 94 100
65 34.9 18.1 58.1
66 44.7 29.0 69.0
Raw 50
39.0 Abundance
‘ 200000
oL “!“”‘”““ ‘d‘uw“ ‘M“ e %9‘3‘0‘ — ‘2‘8‘1"1
m/z--> 50 100 150 200 250 150000
Abundance Scan 744 (6.463 min): BF123715.D\data.ms (-69
94.0
100000
Sub
50 50000
39.0
0 . . ‘\\“ IR :‘1-9‘3‘0‘ T ‘2‘8‘1‘3 LA B B S S LR
m/z-—-> 50 100 150 200 250 Time-> 6.40 6.45 6.50
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Abundance Scan 1032 (8.157 min): BF123565.D\data.ms (-1 #21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.104 min Scan# 1023
Ref 50 Delta R.T. -0.006 min
Lab File: BF123715.D
540 . 108.1 Acq: 24 Apr 2021 14:10 PB-2021-WW-000-07
0\\\‘\\H\‘\u\“iw\\\‘\!\\’\\H‘“\\\\‘\\\\‘\\\\’\\\\‘\\-\
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:136 Resp: 775627
Abundance Scan 1023 (8.104 min): BF123715.D\datams 100 Ratlo Lower Upper
136.1 136 100
137 10.8 8.7 13.1
54 12.5 9.8 14.6
Raw sgg 68 5.8 4.1 6.1
Abundance
1000000 8.104
54.0 0 108.1
0H\‘HM\‘\”\”W\H‘\!\\’\\M‘\\\\‘HH‘HH’HH‘H\ 800000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance in): -
Scan 1023 (8.104 mln)i3I5‘~F123715.D\data.ms -9 600000
6.1
400000
Sub
50
200000
54.0 108.1
0H‘_‘1“‘“1w;mH_lu,ul““w_ww,ww O
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 810  8.20

Abundance Scan 909 (7.434 min): BF123565.D\data.ms (-90 #23

82.0 Nitrobenzene-d5
54.0 Concen: 96.42 ng
RT: 7.387 min Scan# 901
Ref 50 128.1 Delta R.T. ©.000 min
’ Lab File: BF123715.D
98.0 Acq: 24 Apr 2021 14:10
o 49‘0 ‘ 68)0 A | 1120 |,
LI T \ ‘ T \ L ‘ T T ‘ T ‘
m/z--> 40 60 80 100 120 Tgt Ion: ) 82 Resp: 1626741
Abundance  Scan 901 (7.387 min): BF123715.D\datams ~ 10N Ratlo Lower Upper
83.1 82 100
128 39.4 29.4 44.2
54.0 54 64.4 54.1 81.1
Raw 50
128.1  Apundance
98.1 1500000
Jow0a || esh | | Tmaa |
LI ‘ T T ‘ T ‘ L ‘ T T ‘ T T ‘
miz--> 40 60 80 100 120
Abundance Scan 901 (7.387 min)é 2E;§123715.D\data.ms (-85 1000000
54.0
Sub
50 1281 500000
98.1
Lo | e | i ;
LI \\‘\\\\‘\\\\‘\\\\‘\\\\‘ ‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 Time-->  7.30 7.35 7.40 7.45
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Abundance Scan 992 (7.922 min): BF123565.D\data.ms (-97 #32

105.0
770 Benzoic acid
Concen: 6.84 ng
510 RT: 7.828 min Scan# 976
Ref 50 ’ Delta R.T. -0.059 min
Lab File: BF123715.D
Acq: 24 Apr 2021 14:10
0\\\‘H‘\‘\‘l\‘\H\\M\"\\\\’\‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\.\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:122 Resp: 18848
Abundance  Scan 976 (7.828 min): BF123715.D\datams 19" Ratlo Lower Upper
60.0 105.0 122 100
105 151.0 107.8 147.8%#
77 120.5 81.6 121.6
Raw 50
Abundance
o INIRRESE! 207.0
\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 220 10000 71898
Abundance Scan 976 (7.828 min): BF123715.D\data.ms (-93
60.0 105.0
Sub 5000
50
T i 220.8
ol Al b e
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 7.80 7.85 7.90

Abundance Scan 1107 (8.598 min): BF123565.D\data.ms (-1 #35

55.0 Caprolactam
Concen: 8.78 ng
RT: 8.510 min Scan# 1092
Ref 50 Delta R.T. -0.035 min
113.1 .
2 85.0 Lab File: BF123715.D
Acq: 24 Apr 2021 14:10
0\\\““M\”i”“\ﬂ\‘(‘)‘.\ow“\‘\\\‘\\i‘\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 Tgt IOI"IZ:!.13 Resp: 33435
Abundance Scan 1092 (8.510 min): BF123715.D\data.ms 10" Ratio Lower Upper
559.0 113 100
55 262.4 254.9 294.9
56 204.2 179.4 219.4
Raw 50
85.0 1131 Abundance
39
60000
0\\\”“\‘”\“1““\7[9\\‘\\\\‘\\i‘\‘\\1\3§.‘0\\
miz--> 40 60 80 100 120 140
Abundance Scan 10952:(3.510 min): BF123715.D\data.ms (-1 40000
Sub
50 85.0 1131 20000
39
ST " A SR IR A ===
miz--> 40 60 80 100 120 140 Time--> 8.45 850 8.55
BF123715.D 8270-BF041521.M Mon Apr 26 14:34:14 2021
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Abundance Scan 1331 (9.916 min): BF123565.D\data.ms (-1 #39
162.1 Acenaphthene-dle
Concen: 20.00 ng
RT: 9.857 min Scan# 1321
Ref 50 Delta R.T. -0.006 min

80.0 Lab File: BF123715.D
' 108.0132.1 Acq: 24 Apr 2021 14:10 PB-2021-WW-000-07
o i
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 386322
Abundance Scan 1321 (9.857 min): BF123715.D\datams 10" Ratlo Lower Upper
169.1 164 100

162 100.7 80.7 121.1
160 45.9 37.3 55.9

Raw 50
Abundance
ol 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1321 (9.857 min): BF123715.D\data.ms (-1 300000
162.1
200000
Sub
50
100000
80.0
54.0
ob il i, 10801821 | 206.9
AR T L T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.80 9.85  9.90

Abundance Scan 1466 (10.710 min): BF123565.D\data.ms (- #42

33L& 2,4,6-Tribromophenol
Concen: 146.78 ng

RT: 10.651 min Scan# 1456
Delta R.T. ©0.000 min

Lab File: BF123715.D

Acq: 24 Apr 2021 14:10

Ref 50

O,
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 642108
Abundance Scan 1456 (10.651 min): BF123715.D\data.ms ggg Egglo Lower Upper

332 94.5 77.1 115.7
141 33.5 27.9 41.9
Raw 50
Abundance

0! 600000
m/z--> 50 100 150 200 250 300
Abundance Scan 1456 (10.651 min): BF123715.D\data.ms (-
. 400000
Sub
200000
- OV T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300 Time--> 10.60 10.70
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Abundance Scan 1216 (9.239 min): BF123565.D\data.ms (-1 #45

1721 2-Fluorobiphenyl

Concen: 94.31 ng

RT: 9.181 min Scan# 1206

Ref 50 Delta R.T. -0.006 min
Lab File: BF123715.D
Acq: 24 Apr 2021 14:10 PB-2021-WW-000-07
510 850 1200 1461 4 P
0+ \" T \H\ \““\ \ ‘MH‘ T Tl \‘\“ T i i \‘\ T t \‘\‘\“ T
miz--> 40 60 80 100 120 140 160 180 T8t Ion:172 Resp: 2444154

Abundance Scan 1206 (9.181 min): BF123715.D\datams o0 Ratio Lower Upper
1721 172 100

171 36.0 28.1 42.1
176 24.8 19.2 28.8

Raw 50
Abundance
2500000 9.181
51.0 85‘.0 120.0 14‘6.“1 |
0+ \" T \H\ \““\ el ‘”\“\ T T i gk T phed T iy T
m/z--> 40 60 80 100 120 140 160 180 2000000

Abundance Scan 1206 (9.181 min): BF123715.D\data.ms (-1
1751 1500000

1000000
Sub
50
500000
51.0 85.0 120.0 146.1
e A i NN I N | N O
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25

Abundance Scan 1284 (9.639 min): BF123565.D\data.ms (-1 #50

163.0 Dimethylphthalate
Concen: 3.21 ng
RT: 9.575 min Scan# 1273
Ref 50 Delta R.T. -0.012 min
77.0 Lab File: BF123715.D
Acq: 24 Apr 2021 14:10
500 | 1040 1330 194.1 q P
0H\‘\\‘\\‘M\‘\”‘\\H‘\‘\Hi\u\‘HH‘HH‘\H‘\‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:163 Resp: 85657
Abundance Scan 1273 (9.575 min): BF123715.D\datams 10" Ratio Lower Upper
168.0 163 100
194 3.7 3.1 4.7
164 9.5 8.2 12.2
Raw 50
Abundance
77.0 100000 91675
50‘-0 | 040 1330 | 1041
Ol \“H\ \‘\h\‘ﬂ‘\ \“\”‘ T T 1‘\\\1\\\“\ T \H\‘\H\‘\H‘\ RRARE 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1273 (9.575 min): BF123715.D\data.ms (-1
60000
163.0
40000
Sub
50
20000
77.0
5?-0 | 1040 1329 194.1 0
O e e B I
miz--> 40 60 80 100 120 140 160 180 200  Time--> 955 9.60
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Abundance Scan 1584 (11.404 min): BF123565.D\data.ms (- #64

188.1 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.345 min Scan#t 1574
Ref 50 Delta R.T. -0.006 min
Lab File: BF123715.D .
80.0 15 Acq: 24 Apr 2021 14:10 PB-2021-WW-000-07
0\4%.?‘\‘\ ‘ ‘ 1\18\1\-\ ﬁ\ \‘M\ B ‘26\3\!
m/z--> 50 100 150 200 250 Tgt IOI"IZ:!.88 RESpZ 740946
Abundance Scan 1574 (11.345 min): BF123715.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 8.8 6.9 10.3
80 10.0 8.2 12.2
Raw 50
Abundance
11.845
80.0 800000
T T ‘ T T \ \ T T \ T \ T T \ ‘ T T T T ‘ T T
m/z--> 50 lOO 150 200 250 600000
Abundance Scan 1574 (11.345 min): BF123715.D\data.ms (-
188.2
400000
Sub
50
200000
80.0
G 420\\ | M‘ \‘ 118 0 15? 1 ‘
\\‘\\\\‘\\\\‘\\\\‘\ \‘\ \\‘\\\\‘\\\\\
m/z--> 50 100 150 200 250 Time--> 11.30 11.35
Abundance Scan 2035 (14.057 min): BF123565.D\data.ms (- #76
24D.2 Chrysene-di12
Concen: 20.00 ng
RT: 13.986 min Scan# 2023
Ref 50 Delta R.T. -0.006 min
Lab File: BF123715.D
118.0 Acq: 24 Apr 2021 14:10
0 78.0 | 160.1200,1 ) | .
\\‘\\\\‘\\\‘\\\\\\\‘\\\\‘\\\\’ . .
m/z--> 50 100 150 200 250 300 Tgt Ion:248 Resp: 579505
Abundance Scan 2023 (13.986 min): BF123715.D\datams 10" Ratio Lower Upper
240.2 240 100
120 10.1 7.2 10.8
236 23.7 19.0 28.4
Raw 50
Abundance
13.086
57.1 120.1 600000
0\ L H H \H \H“‘\‘H L ‘ T \]-\g?.‘}\ \‘“““ \2\8\]_\0‘ \3\2\8\4’
m/z--> 50 100 150 200 250 300
Abundance Scan 2023 (13.986 min): BF123715.D\data.ms (- 400000
240.2
Sub
50 200000
ol 20 | u 1821, .| 2811 3330 0!
L A e : —
m/z--> 50 100 150 200 250 300 Time--> 14.00

BF123715.D 8270-BF041521.M
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BF123715.D 8270-BF041521.M

Abundance Scan 1855 (12.998 min): BF123565.D\data.ms (- #79

244.2 Terphenyl-di4
Concen: 75.70 ng
RT: 12.939 min Scan# 1845
Ref 50 Delta R.T. ©0.000 min
Lab File: BF123715.D
Acq: 24 Apr 2021 14:10
1601
[ \‘Sﬁ'\l‘\a\‘?—‘o“\ \‘\ ™ ‘\ t \1\ 8‘%\‘\“\‘““‘ T T
m/z--> 50 100 150 200 250 Tgt IOHZ?44 RESpZ 2257251
Abundance Scan 1845 (12.939 min): BF123715.D\datams 10" Ratio Lower Upper
244.2 244 100
212 7.0 5.7 8.5
122 9.1 9.7 14.5#
Raw 50
Abundance
12,939
ol 541 g7 11001 08 | pgg 2000000
T \ ‘ T \ \ \ ‘ T T T T ‘ \ T T T ‘ T T T i ‘ T T T T
m/z--> 50 100 150 200 250
Abundance Scan 1845 (12.939 min): BF123715.D\data.ms (- 1500000
244.2
1000000
Sub
50
500000
122.1
oL 541 g70 PP 10011981 | g
\\‘\\\\‘\\\\ \\\\‘\ \‘\\\\ \\\\‘\\\\‘\\\\‘\\
m/z-> 50 100 150 200 250 Time--> 12.90 12.95 13.00

Abundance Scan 2287 (15.539 min): BF123565.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.00 ng

RT: 15.451 min Scan# 2272

Ref 50 Delta R.T. ©.000 min
Lab File: BF123715.D
132.1 Acq: 24 Apr 2021 14:10
021 900, tea0 | )
m/z--> 50 100 150 200 250 300 350 '8t Ion:264 Resp: 453538
Abundance Scan 2272 (15.451 min): BF123715.D\datams 10N Ratlo Lower Upper
264.2 264 100

260  23.6 18.7 28.1
265 20.2 17.8 26.8

Raw 50
Abundance
15.451
57.0 132.0
oL “ “‘\ ‘\‘ il “ 4 H\ h”\ T \\2(‘)?.\1\“\ ‘N\h‘\ T \‘3%6\\2\ T 300000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 2272 (15.451 min): BF123715.D\data.ms (-
264.1 200000
Sub
50 100000
132.0
ola4.9 880 | 2040 | 3162
T o e A s B e SR
m/z--> 50 100 150 200 250 300 350 Time--> 15.40 15.50
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