Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120820\
Data File : BF122590.D

Acqg On : 8 Dec 2020 16:10

Operator : JU/CG

Sample : L4970-12

Misc . 4S1-A-D-COMP

ALS vial : 7 Sample Multiplier: 1

Manual Integrations

Quant Time: Dec 08 17:13:40 2020 APPROVED

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M mohammad

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
QLast Update : Mon Dec 07 12:08:49 2020

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.840 152 156769 20.00 ng 0.00
21) Naphthalene-d8 8.122 136 625208 20.00 ng 0.00
39) Acenaphthene-die 9.875 164 332297 20.00 ng 0.00
64) Phenanthrene-d10 11.363 188 569076 20.00 ng 0.00
76) Chrysene-di12 14.010 240 384592 20.00 ng 0.00
86) Perylene-di12 15.468 264 384752 20.00 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.457 112 944054 95.34 ng 0.00

7) Phenol-dé 6.469 99 1194519 90.96 ng -0.01
23) Nitrobenzene-d5 7.398 82 718922 57.61 ng -0.01
42) 2,4,6-Tribromophenol 10.669 330 340817 78.36 ng 0.00
45) 2-Fluorobiphenyl 9.198 172 1330754 54.17 ng 0.00
79) Terphenyl-di4 12.957 244 1180050 53.71 ng 0.00

Target Compounds Qvalue
10) Phenol 6.481 94 49408 3.63 ng 87
50) Dimethylphthalate 9.592 163 132502 4.99 ng 99
75) Fluoranthene 12.580 202 97514 2.75 ng 77
78) Pyrene 12.810 202 83527 2.81 ng # 86
88) Benzo(b)fluoranthene 15.045 252 63995m 2.37 ng

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT/LSC Reviewed)
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Data File : BF122590.D

Acqg On : 8 Dec 2020 16:10

Operator : JU/CG
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Misc . 4S1-A-D-COMP
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Manual Integrations
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Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Dec 07 12:08:49 2020

Response via : Initial Calibration

mohammad
12/9/2020 12:26:37 PM

Abundance TIC: BF122590.D\data.ms
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150.0

Abundance Scan 808 (6.840 min): BF122560.D\data.ms (-80 #1

1,4-Dichlorobenzene-d4
Concen: 20.00 ng
RT: 6.840 min Scan# 808

Ref 50 115.0 Delta R.T. -0.000 min
52 L 781 Lab File: BF122590.D
‘ Acq: 8 Dec 2020 16:10
0\\\w\\‘\\‘\\\“!’\\\\‘\\\\“\\\\‘\\H\‘\\\\‘\\\\‘\\\\ . 2 . 9
m/z--> 40 60 80 100 120 140 160 180 200 | I8t Ion:152 Resp: 15676
Abundance  Scan 808 (6.840 min): BF122590.D\data.ms | 10N Ratlo Lower Upper
150.0 152 100
150 153.0 125.8 188.6
115 57.1 49.3 73.9
Raw 50
115.0 Abundance
521 /81 |
G\\\“‘\\\\‘\\\“!"\\\\‘\\\\“\\\\‘\\U\‘\\\\‘\\\%O\\?\C\ 250000 “‘
miz--> 40 60 80 100 120 140 160 180 200 200000 |
Abundance
150.0 150000
Sub 100000
50
115.0
521 78.1 50000
0 207.C -
i e N A R ERTEERNEE
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.80 6.85 6.90
Abundance Scan 573 (5.457 min): BF122560.D\data.ms (-56 #5
112.0 2-Fluorophenol
Concen: 95.34 ng
64.0 RT: 5.457 min Scan# 573
Ref 50 Delta R.T. ©.000 min
Lab File: BF122590.D
Acq: 8 D 2020 16:10
301 “ cq ec
G\\\‘H’\\h\‘}‘H\‘\\‘\“}\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
m/z--> 40 60 80 100 120 140 160 180 200  'gt Ion:112 Resp: 9440854
Abundance  Scan 573 (5.457 min): BF122590.D\datams | 100 Ratio Lower Upper
112.0 112 100
64 57.2 46.9 70.3
64.0 63 29.1 24.5 36.7
Raw gg
Abundance
5.457
039’1 \\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7.\0\ 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 600000
112.0
400000
Sub 64.0
50
200000
38.1
O e B e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 540 550 5.60
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Abundance Scan 747 (6.481 min): BF122560.D\data.ms (-73 #7
99.1 Phenol-d6
Concen: 90.96 ng
RT: 6.469 min Scan# 745
Ref 50 Delta R.T. -0.012 min
Lab File: BF122590.D
42.1 Acq: 8 Dec 2020 16:10
[ HM“‘H“\”“H\‘”\ \“‘ L B B ’ L B B T
m/z--> 50 100 150 200 250 Tgt Ion:‘99 RESpZ 1194519
Abundance  Scan 745 (6.469 min): BF122590.D\datams | 100 Ratlo Lower Upper
99.1 99 100
42 17.7 13.8 20.6
71 35.4 26.9 40.3
Raw 50
Abundance
42.1
G T ‘”‘“ "H ‘\ ‘U T T ‘ T T T T ‘ T T T T ’ T T T T ’ T 2\8\]"\1 1000000
m/z--> 50 100 150 200 250
Abundance
99.1
500000
Sub
50
42.0
ol byt 4 281 oL
m/z-> 50 100 150 200 250 Time--> 6.40 6.50 6.60
Abundance Scan 749 (6.493 min): BF122560.D\data.ms (-74 #10
94.0 Phenol
Concen: 3.63 ng
RT: 6.481 min Scan# 747
Ref 50 Delta R.T. -0.012 min
29.0 Lab File: BF122590.D
‘ ‘ Acq: 8 Dec 2020 16:10
[V “\‘“N‘“\““‘\‘\ \“ L L A L L \2\8\1\‘
mlz-—-> 50 100 150 200 250 Tgt Ion: .94 Resp: 49408
Abundance  Scan 747 (6.481 min): BF122590.D\datams | 10N Ratio  Lower Upper
94.0 94 100
65 25.5 11.2 51.2
66 35.7 25.8 65.8
Raw 50
Abundance
39.0
0 ‘\““‘HU‘ T T “‘ T T T T ‘ T T T \2‘()7\-0\ T T ‘ T 2\8\]"\‘ 60000
m/z--> 50 100 150 200 250
Abundance
94.0 40000
Sub
50 20000
39.0
0 207.0 281.1 / N
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Time--> 6.45 6.50 6.55
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Abundance Scan 1027 (8.128 min): BF122560.D\data.ms (-1

#21

136.1 Naphthalene-d8
Concen: 20.00 ng
RT: 8.122 min Scan# 1026
Ref 50 Delta R.T. -0.006 min
Lab File: BF122590.D
54"1 g1 1081 | Acq: 8 Dec 2020 16:10
0H\“\H‘\‘1‘1\“‘”1\\\‘\‘\\\‘\”"HH‘HH‘HH‘H.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:136 Resp: 625208
Abundance Scan 1026 (8.122 min): BF122590.D\datams | 10N Ratlo  Lower Upper
136.1 136 100
137 10.8 8.8 13.2
54 7.3 5.5 8.3
Raw 5 68 5.9 4.6 6.8
Abundance
8.122
54.1 781 108.1
G\\\‘\\\“\‘\‘1\“‘H\\\\‘\\\\‘\\1““\\\\]‘-\6\9\.\0‘\\\\‘\\\\ 600000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
136.1 400000
Sub
50 200000
108.1
ol Homer T 90 S
miz--> 40 60 80 100 120 140 160 180 200 Time—> 8.00  8.20
Abundance Scan 905 (7.410 min): BF122560.D\data.ms (-89 #23
821 Nitrobenzene-d5
Concen: 57.61 ng
RT: 7.398 min Scan# 903
Ref 50 54.0 1281  pelta R.T. -0.012 min
Lab File: BF122590.D
98.1 Acq: 8 Dec 2020 16:10
oaon || esn, | | w21 |
LI ‘ T T T ‘ T ‘ T T T ‘ T 1T ‘ T T T ‘
miz--> 40 60 30 100 120 Tgt IOI’]Z.SZ Resp: 718922
Abundance  Scan 903 (7.398 min): BF122590.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
128 45.0 37.0 55.4
54 48.3 38.4 57.6
Raw 50 54.1 128.1
Abundance
98.1
401 | e8a | 1121
0\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\ 600000
miz--> 40 60 80 100 120
Abundance
82.1 400000
Sub
50 541 128.1 200000
98.0
0 40.0 68.1 112.1
o e e o e P
miz--> 40 60 80 100 120 Time--> 7.40  7.50
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Abundance Scan 1325 (9.881 min): BF122560.D\data.ms (-1 #39

162.1 Acenaphthene-die

Concen: 20.00 ng

RT: 9.875 min Scan# 1324
Delta R.T. -0.006 min

Lab File: BF122590.D

Acq: 8 Dec 2020 16:10 4S1-A-D-COMP

Ref 50

80.1

106.1 132.1
0+ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:164 Resp: 332297 Manual Integratlons
Abundance Scan 1324 (9.875 min): BF122500.D\datams 10N Ratio  Lower Upper APPROVED
1621 164 100

162 103.2 80.8 121.2

mohammad
12/9/2020 12:26:37 PM
160 45.7 35.4 53.0

Raw 50
Abundance
80.1 9.875
0 I 51\1\\1\‘\ HH‘ 106.0 13%1 I 207.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 300000
Abundance
16g.1 200000
Sub
50 100000
80.1
0 54.1 108.1132.1 207.1
R e R T T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.80 9.90

Abundance Scan 1460 (10.675 min): BF122560.D\data.ms (- #42

329.€| 2,4,6-Tribromophenol
Concen: 78.36 ng

RT: 10.669 min Scan# 1459
Delta R.T. -0.006 min

Lab File: BF122590.D

Acq: 8 Dec 2020 16:10

Ref 50

0,
miz--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 340817
lAbundance Scan 1459 (10.669 min): BF122590.D\data.ms ggg Eg;m Lower Upper

332 96.0 77.5 116.3
141 28.9 23.8 35.8

Raw 50
Abundance
10.669
0! 300000
m/z--> 50 100 150 200 250 300
Abundance
329.¢ 200000
Sub
50 100000
62.0 141.0
221.9
0 100.1 180.1
L e e e e e N LA A a e R o T T
m/z--> 50 100 150 200 250 300 Time--> 10.60 10.70 10.80
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Abundance Scan 1210 (9.204 min): BF122560.D\data.ms (-1 #45

172.1  2-Fluorobiphenyl
Concen: 54.17 ng
RT: 9.198 min Scan#t 1209
Ref 50 Delta R.T. -0.006 min
Lab File: BF122590.D
Acq: 8 Dec 2020 16:10 4S1-A-D-COMP
51.0 850 ;594 13301521 g
Ol \“ il "\ el T \h\ \‘\" Rt “ T \‘\ T \“\‘w‘\“ ! .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:172 Resp: 1330754 Manual Integratlons
Abundance Scan 1209 (9.198 min): BF122500.D\datams ~ 1ON  Ratio  Lower Upper APPROVED
172.1 172 100 mohammad
171 36.5 29.6 44.4 12/9/2020 12:26:37 PM
170 24.3 19.5 29.3
Raw 50
Abundance
1500000
0\ T ‘ \5\]“-\.]\-’ ‘\ T \Hw 8‘?‘.\0\ \]’-0\?.\()\ i \]-\3\:‘3\.]’-%?‘\‘2\.1‘\ \‘
m/z--> 40 60 80 100 120 140 160 180
Abundance 1000000
172.1
Sub 500000
50
500 850 1900 1461 0
G\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\ \\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Time--> 9.15 9.20 9.25

Abundance Scan 1279 (9.610 min): BF122560.D\data.ms (-1 #50

163.1 Dimethylphthalate
Concen: 4.99 ng
RT: 9.592 min Scan# 1276
Ref 50 Delta R.T. -0.018 min
0 Lab File: BF122590.D
. Acq: 8 Dec 2020 16:10
ol 510 lo4p 1330 194.1 a
\\‘\\\\‘\\\\‘\\\\‘\‘\\\i\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:163 Resp: 132562
Abundance Scan 1276 (9.592 min): BF122590.D\datams | 10N Ratio Lower Upper
163.0 163 100
194 4.4 3.4 5.0
164 10.6 8.1 12.1
Raw 50
Abundance
771 9.592
431 1040 1350 1940
0\\“\\\‘\‘\\“\‘\“\‘\\\“}‘\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance
163.0
sub 50000
50
77.0
50.0 104.0 135.0 194.0 AN -
SRV (NS AN SN O
mlz--> 40 60 80 100 120 140 160 180 200 Tjme--> 9.50 9.60 9.70
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BF122590.D 8270-BF120520.M

Abundance Scan 1578 (11.369 min): BF122560.D\data.ms (- #64
188.2 Phenanthrene-d10
Concen: 20.00 ng
RT: 11.363 min Scan# 1577
Ref 50 Delta R.T. -0.006 min
Lab File: BF122590.D
80.1 Acq: 8 Dec 2020 16:10
olt2 [yus1 PR || 20
m/z--> 50 100 150 200 250 Tgt Ion:188 RESpZ 569076
Abundance Scan 1577 (11.363 min): BF122500.D\data.ms ~ 1ON  Ratio  Lower Upper
188.2 188 100
94 10.2 7.4 11.2
80 10.6 8.2 12.4
Raw 50
Abundance
57.1 94.1
SRR ;< E¥ - S e
m/z--> 50 100 150 200 250
Abundance
188.2 400000
sub 200000
o 7L 70 10| gmazaz o e
m/z--> 50 100 150 200 250 Time--> 11.30 11.40
Abundance Scan 1784 (12.580 min): BF122560.D\data.ms (- #75
202.1 Fluoranthene
Concen: 2.75 ng
RT: 12.580 min Scan# 1784
Ref 50 Delta R.T. ©0.000 min
Lab File: BF122590.D
101.0 Acq: 8 Dec 2020 16:10
0‘5‘0\‘1‘““‘uw‘1‘5\0‘1‘H;HH;HH\HH\
miz--> 50 100 150 200 250 300 Tgt Ion:262 Resp: 97514
Abundance Scan 1784 (12.580 min): BF122590.D\datams | 10N Ratio Lower Upper
57.1 202 100
101 14.3 0.0 32.2
203 33.3 0.0 38.1
Raw
>0 202.1 Abundance
‘ 100000
ol bl "m 29537 %5003
miz--> 50 100 150 200 250 300 80000
Abundance
202.1 60000
Sub 40000
50
571 20000
1131
Oyt 2852 | 2453707 3203
miz--> 50 100 150 200 250 300 Time--> 12,55 12.60

Wed Dec 09 16:53:04 2020
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Abundance Scan 2027 (14.010 min): BF122560.D\data.ms (- #76
240.2 Chrysene-d12
Concen: 20.00 ng
RT: 14.010 min Scan# 2027
Ref 50 Delta R.T. ©0.000 min
Lab File: BF122590.D
120.1 Acq: 8 Dec 2020 16:10
0\\‘\\\\““\“\‘\\:‘L\\O\.]\-“\\\‘“\h““\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 '8t Ion:240 Resp: 384592
Abundance Scan 2027 (14.010 min): BF122590.D\datams | 10N Ratio Lower Upper
240.2 240 100
571 120 9.9 8.6 12.8
’ 236 25.6 20.3 30.5
Raw 50
Abundance
™ 400000 14.010
i 2 | M3 gy
- \\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 300000
Abundance
240.2
200000
Sub
50 100000
120.1
0 52.0 180.1 301.3 385.4 S -
e C
miz--> 50 100 150 200 250 300 350 400 Time--> 14.00 14.10
Abundance Scan 1823 (12.810 min): BF122560.D\data.ms (- #78
202.1 Pyrene
Concen: 2.81 ng
RT: 12.810 min Scan# 1823
Ref 50 Delta R.T. ©.000 min
Lab File: BF122590.D
101.0 Acq: 8 Dec 2020 16:10
o500 | 1501 |
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 I8t Ion:262 Resp: 83527
Abundance Scan 1823 (12.810 min): BF122590.D\datams | 10N Ratio  Lower Upper
57.1 202 100
200 21.2 17.6 26.4
203 30.6 14.6 21.8#
Raw 50
202.1 Abundance
7.1
0 T ‘M l ‘\%\ h\‘ "”“ ‘\‘\ ‘\ N T ‘\ %4\.5‘ \2\2\87\ ‘3\3\2\9 \3‘ T 80000
miz--> 50 100 150 200 250 300 350
Abundance 60000
202.1
40000
Sub
50
20000
57.1 971
o 137.1 2432 3153 -
e e e Pl
miz--> 50 100 150 200 250 300 350 Time-> 12.75 12.80 12.85

BF122590.D 8270-BF120520.M
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244.2

Abundance Scan 1848 (12.957 min): BF122560.D\data.ms (- #79

Terphenyl-di14
Concen: 53.71 ng
RT: 12.957 min Scan# 1848

Ref 50 Delta R.T. ©0.000 min
Lab File: BF122590.D
122.1 Acq: 8 Dec 2020 16:10
0l “6\6‘\]} \”’“\ ‘\‘ by T ‘1‘ T 9?.}\‘\”\‘““ L B B
m/z--> 50 100 150 200 250 300 350 T8t Ion:244 Resp: 1180050
Abundance Scan 1848 (12.957 min): BF122590.D\data.ms | 1o" Ratio Lower Upper
244.2 244 100
212 7.0 5.7 8.5
122 9.6 8.3 12.5
Raw 50
Abundance
57.1 12.957
\ 122.1 198.2 287.3329.3
G\\““\h‘ \“\H"\”\‘\\“1\\\‘.\\‘\H‘\L‘\\\\.‘\\\-\‘\\ 1000000
m/z--> 50 100 150 200 250 300 350
Abundance
244.2
b 500000
Su
50
122.1 A
0 66.0 198.2 297.1341.4 — —
T T T T e T L
miz--> 50 100 150 200 250 300 350 Time--> 12.90 13.00

264.1

Abundance Scan 2275 (15.468 min): BF122560.D\data.ms (- #86

Perylene-di2
Concen: 20.00 ng
RT: 15.468 min Scan# 2275

Ref 50 Delta R.T. ©.000 min
Lab File: BF122590.D
1321 Acq: 8 Dec 2020 16:10
G 760 I J” 20411‘ h‘h
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 400 Tgt Ion:264 Resp: 384752
Abundance Scan 2275 (15.468 min): BF122590.D\datams | 10N Ratio Lower Upper
264.2 264 100
260 23.6 18.6 28.0
265 22.2 17.0 25.6
Raw 50 57.1
Abundance
132.1
ol . 2071 | 32033854 449, 290000
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400 200000
Abundance
2641 150000
Sub 100000
50
50000
132.1
ol t8l oy 2081 | 3392 4195 g ——
miz--> 50 100 150 200 250 300 350 400 Time--> 15.40 15.60
BF122590.D 8270-BF120520.M Wed Dec @9 16:53:85 2020

4S1-A-D-COMP

Manual Integrations
APPROVED

mohammad
12/9/2020 12:26:37 PM

Page 10



Abundance Scan 2203 (15.045 min): BF122560.D\data.ms (- #88
2521 Benzo(b)fluoranthene
Concen: 2.37 ng m
RT: 15.045 min Scan# 2203
Ref 50 Delta R.T. ©.000 min
Lab File: BF122590.D
126.0 Acq: 8 Dec 2020 16:10
0‘w“H‘\““““\Hl‘??‘%WHHWHWH\HH\H :
m/z--> 50 100 150 200 250 300 350 400 450 Tgt Ion:252 Resp: 63995 Manual Integratlons
Abundance Scan 2203 (15.045 min): BF122590.D\datams | 100 Ratio Lower Upper APPROVED
57.1 252 100 mohammad
125 60.0 8.1 12.1#
Raw 50
Abundance
252.1
\ ‘ 40000
G T \‘ ‘ l\‘\l\ \H \} \‘“\ w m\”\ \‘ \H \ \‘\ T J“\ 1T ‘?\’\2\9\4‘.\\3\9\]-‘ \4\4\.49\\5
m/z--> 50 100 150 200 250 300 350 400 450 30000
Abundance
252.1
20000
Sub 50
10000
126.1 ——
oS30 1891 | 3883 4074461 o
m/z--> 50 100 150 200 250 300 350 400 450 Time--> 15.00 15.05

BF122590.D 8270-BF120520.M Wed Dec 09 16:53:05 2020 Page 11



