Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acqg On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Time: Aug 10 17:56:56 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 08 14:48:51 2022

Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 7.972 152 18809 20.000 ng 0.00
21) Naphthalene-d8 10.787 136 68787 20.000 ng # 0.00
39) Acenaphthene-di10 14.617 164 51915 20.000 ng 0.00
64) Phenanthrene-d1e 17.367 188 128413 20.000 ng # 0.00
76) Chrysene-d12 21.633 240 154415 20.000 ng # 0.00
86) Perylene-d12 24.847 264 164841 20.000 ng 0.01

System Monitoring Compounds

5) 2-Fluorophenol 5.563 112 62159 68.999 ng 0.00

7) Phenol-d6 7.179 99 51193 41.472 ng 0.00
23) Nitrobenzene-d5 9.142 82 113600 89.934 ng 0.00
42) 2,4,6-Tribromophenol 16.116 330 136599 125.318 ng 0.00
45) 2-Fluorobiphenyl 13.237 172 316231 85.930 ng 0.00
79) Terphenyl-di4 19.976 244 699485 89.864 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.711 82 8099 3.687 ng # 90
31) Naphthalene 10.834 128 115359 33.409 ng 99
35) Caprolactam 11.721 113 3217 9.847 ng 89
38) 1-Methylnaphthalene 12.661 142 5356 2.073 ng # 96

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54591.D

Acq On : 10 Aug 2022 16:48
Operator : CG/JU

Sample : N3971-14

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Time: Aug 10 17:56:56 2022

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

QLast Update : Mon Aug 08 14:48:51 2022

Response via : Initial Calibration

Abundance TIC: BG054591.D\data.ms
1450000
1400000
1350000
1300000

1250000

I d1a o

ferphenyr-al4S

1200000

L

1150000

-

1100000

1050000

1000000

950000

900000

850000

800000

750000

700000

650000

2-Fluorobiphenyl,S

600000

2,4,6-Tribromophenol,S

550000

500000

450000

400000

Chrysene-d12,|

350000

300000

Nitrobenzene-d5,S
Phenanthrene-d10,!
Perylene-d12,1

250000

2-Fluorophenol,S
Acenaphthene-d10,!

200000

Phenol-d6,S

150000

100000 /WW
50000
0 L AJL L A’L g I IIRA . mk I ol

L e L R 2

Time--> 4.00 6.00 8.00 10.00 12.00 14.00 16.00 18.00 20.00 22.00 24.00 26.00 28.00 30.00 32.00

1,4-Dichlorobenzene-d4,1

1-Methylnaphthalene

Caprolactam

Isophorone
————— Naphthaleshehlene
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Abundance Scan 785 (8.000 min): BG054299.D\data.ms (-77 #1

150.0  1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 7.972 min Scan# 84[gisiidiipgl=lgies
Ref 50 Delta R.T. ©.000 min

115.0 o .
521 781 Lab File: BGO54591.D [(GIEIEEIsliEI0f
‘ ‘ Acq: 10 Aug 2022 16:48 LMIE
0‘3‘”"M‘““@““““‘J“““p
m/z--> 100 120 140 Tgt Ion:152 Resp: 18809

Abundance Scan848 (7.972 mln). BGO54591.D\datams  1On Ratio Lower Upper
1500 152 100

150 144.6 131.6 197.4
115 53.9 50.9 76.3

Raw 50
115.0 Abundance
78.1 15000
0351‘
m/z--> 100 120 140
Abundance Scan 848 (7.972 mm). BG054591.D\data.ms (-8 10000
150.0
Sub 50 5000
115.0
78.1
G351| 07\‘\\\\‘\\\\‘\\\\‘\\
miz-> 100 120 140 Time->  7.90 7.95 8.00 8.05

Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 68.999 ng

64.1 RT: 5.563 min Scani# 438
Ref 50 Delta R.T. -0.000 min
92.0 Lab File: BG@54591.D
31 501 q‘ ‘ | Acq: 10 Aug 2022 16:48
0\‘\\\‘1‘\\\\“\‘\\\"\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:112 Resp: 62159

Abundance  Scan 438 (5.563 min): BG054501.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 63.2 55.1 82.7

64.1 63 37.1 30.4 45.6
Raw 50
Abundance
92.0 5.563
39.1 ‘ ‘ ‘
obreoiee bl 7800, b 300%0
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 438 (5.563 min): BG054591.D\data.ms (-34
112.0 20000
64.1
sub o 10000
92.0
w100 | ol
o St T - M _———
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 550 5.60
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Abundance Scan 644 (7.171 min): BG054299.D\data.ms (-63 #7

99.1 Phenol-d6
Concen: 41.472 ng
RT: 7.179 min Scan#t 71SlglEhies
Ref 50 711 Delta R.T. -0.000 min _
421 Lab File: BG@54591.D [(CUEWISEIellEI0f
. . .aq NIE
Acq: 10 Aug 2022 16:48
ob Bl
m/z--> 30 40 50 60 70 80 90 100110120 18t Ion: 99 Resp: 51193
Abundance  Scan 713 (7.179 min): BG054591.D\datams 100 Ratlo Lower Upper
99.1 99 100
42 23.4 17.0 25.6
71  43.6 33.8 50.8
Raw  5p 71.1
Abundance
42.1
25000 748
581 | 120.1
o N N Y R 2
I [ l I l I I | I | |
m/z--> 30 40 50 60 70 80 90 100 110 120 20000
Abundance Scan 713 (7.179 min): BG054591.D\data.ms (-62
99.1 15000
Sub 10000
50 711
421 5000
58.1
ot Bl aza R S
miz--> 30 40 50 60 70 80 90 100 110 120  Time-> 7.10  7.20

Abundance Scan 1263 (10.808 min): BG054299.D\data.ms (- #21

136.1 | Naphthalene-d8
Concen: 20.000 ng
RT: 10.787 min Scan# 1327
Ref 50 Delta R.T. -0.000 min
Lab File: BGO54591.D
54.1 781 108.1 Acq: 10 Aug 2022 16:48
0\3\8.‘]‘-\\“\‘N}\\H.i‘\‘\\\‘\‘\\\‘\\}M‘\\
m/z--> 40 60 30 100 120 140 T8t Ion:}36 Resp: 68787
Abundance Scan 1327 (10.787 min): BG054591.D\data.ms 1o Ratlo Lower Upper
136.1 136 100
137 11.3 8.5 12.7
54 7.1 7.4 11.2#
Raw 5o 68 4.4 4.9 7.3%
Abundance
108.1 10/y87
54.1 76.1 :
o380 e ek il 30000
miz--> 40 60 80 100 120 140
Abundance Scan 1327 (10.787 min): BG054591.D\data.ms (
136.1 20000
Sub
50 10000
108.1
0 ‘3‘8"0“5&1‘1‘9‘76“"11‘0‘”‘HH‘H}M‘H O
miz--> 40 60 80 100 120 140 Time-> 10.70 10.80

BGO54591.D 8270-BGO71522.M
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Page 4



Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

821 Nitrobenzene-d5
Concen: 89.934 ng
54.1 RT:  9.142 min Scan# 1{QE{dUnIEIes
Ref 50 128.1 Delta R.T. -0.000 min [EINWC
Lab File: BG@54591.D [(GICHIEEIel(EI(H:
98.1 Acq: 10 Aug 2022 16:48 WANEZE
oL fot || esa | [Tnpa |
— e T e
m/z--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 113600
Abundance Scan 1047 (9.142 min): BG054591 D\datams 10N Ratio Lower Upper
83.1 82 100
128 41.2 27.9 41.9
- 541 54 54.8 41.2 61.8
50
1281 Abundance
60000 9142
98.1 '
0 49\1‘ ‘ 681 | | 1120 |
A NES ANt T RS ML et T
m/z--> 40 60 80 100 120
Abundance Scan 1047 (9.142 min): BG054591.D\data.ms (¢ 40000
82.1
Sub 54.1 20000
50 128.1
98.1
0 49\1 ‘ 681 | | 1120 | ol
R L e T o
miz--> 40 60 80 100 120 Time--> 910  9.20
Abundance Scan 1079 (9.727 m|n) BG054299.D\data.ms (-1 #25
821 Isophorone
Concen: 3.687 ng
RT: 9.711 min Scan# 1144
Ref 50 Delta R.T. ©0.006 min
Lab File: BGO54591.D
39.1 541 1381 Acq: 10 Aug 2022 16:48
0\\\“‘\\‘\“‘\‘\‘\\\"\\\‘\ 1\()\8\0\]_’23\\1\\‘\\
m/z--> 60 80 100 120 140 Tgt Ion:.82 Resp: 8099
Abundance Scan 1144 (9.711 min): BG054591.D\datams | 100 Ratio Lower Upper
82.1 82 100
95 10.4 6.2 9.4#
138  19.3 11.6 17.4#
Raw 50
Abundance
39.1 54.1 138.1 4000 11
o TR T S
m/z-—-> 40 60 80 100 120 140 3000
Abundance Scan 1144 (9.711 min): BG054591.D\data.ms (-1
82.1
2000
Sub 50
138.1 1000
39.0 671
oberlle e Ll b 0Ll L
miz--> 60 80 100 120 140 Time-> 9.65 9.70 9.75
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Abundance Scan 1272 (10.861 min): BG054299.D\data.ms (1 #31

128.1 Naphthalene

Concen: 33.409 ng

RT: 10.834 min Scan# 1{Eigial=laies

Ref 50 Delta R.T. -0.000 min |
Lab File: BG@54591.D [(CUEWISEIellEI0f
Acq: 10 Aug 2022 16:48 LMIE

511 781 102.0 I cq ug
0\\\“\\‘\\‘”\‘\\‘1“\”\\\“‘\\\\‘\ L
miz--> 40 60 80 100 120 140 Tgt Ion: :!.28 RESpI 115359
Abundance Scan 1335 (10.834 min): BG054591.D\datams 190 Ratlo Lower Upper
128.1 128 100

129 10.8 9.0 13.6
127 13.9 11.1 16.7

Raw 50
Abundance
60000 10.834
511 741 102.1 |
) S L VSVOURIOI N | W
m/z--> 40 60 80 100 120 140
Abundance Scan 1335 (10.834 min): BG054591.D\data.ms ( 40000
128.0
Sub
50 20000
511 741 102.1
Ol el “‘”““‘ L
mfz--> 40 60 80 100 120 140 Time--> 10.80 10.90

Abundance Scan 1421 (11.737 min): BG054299.D\data.ms (- #35
5l:

5.1 Caprolactam
1131 Concen: 9.847 ng
41.1 85.1 ' RT: 11.721 min Scan# 1486
Ref 50 Delta R.T. -0.006 min
Lab File: BGO54591.D
67.1 Acq: 10 Aug 2022 16:48
0\‘\\\‘1“\‘1\\‘”}‘!‘!‘\‘\\\f“f\\\\‘\‘f\‘\‘\\g\si.‘o\\\\‘}\‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 3217
Abundance Scan 1486 (11.721 min): BG054591.D\data.ms 100 Ratlo Lower Upper
58.1 113 100
55 172.3 169.8 209.8
41.1 85.1 113.1 56 148.3 141.2 181.2
Raw 50
Abundance
2500
‘ ‘ 67.0
0“‘H‘JJ“ﬂJﬂ‘_‘ﬂh"H‘JH“‘H“H“M“‘_‘ 2000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1486 (11.721 min): BG054591.D\data.ms ( 1500 11.721
55.1
sub 41.1 85.1 113.1 1000
50
500
67.0
o S S s
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.70 11.80

BGO54591.D 8270-BGO71522.M Thu Aug 11 16:10:21 2022 Page 6



Abundance Scan 1582 (12.683 min): BG054299.D\data.ms (| #38

14p.1 1-Methylnaphthalene
Concen: 2.073 ng
RT: 12.661 min Scan#t 1¢gSidtinl=lgles
Ref 50 115.1 Delta R.T. -0.000 min
Lab File: BG@54591.D [(CUEWISEIellEI0f
63.1 Acq: 10 Aug 2022 16:48 LMIE
OH\“H”\ \““‘\‘\“\”1“\”\“H“\\\‘\“\‘H\‘H\\‘\\\\‘\\\23%\.\8\‘\2\\3\7‘-\$
m/z--> 40 60 80 100 120 140 160 180 200 220240 Tgt Ion:142 Resp: 5356
Abundance Scan 1646 (12.661 min): BG054591 D\datams = 10N Ratio Lower Upper
142.1 142 100
141  92.3 76.4 114.6
1150 116 7.3 3.3 4.9%
Raw 50
77.0 Abunda3n(;:(¢)ao -
50.1
01‘
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1646 (12.661 min): BG054591.D\data.ms ( 2000
142.1
115.0
sub 1000
77.0
i
obk b —L A
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 12.60 12.65 12.70

Abundance Scan 1914 (14.633 min): BG054299.D\data.ms (- #39

162.1 Acenaphthene-die

Concen: 20.000 ng

RT: 14.617 min Scan# 1979
Ref 50 Delta R.T. -0.000 min

Lab File: BGO54591.D

1 Acq: 10 Aug 2022 16:48
0 106.0 132.1
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:164 Resp: 51915
Abundance Scan 1979 (14.617 min): BG054591.D\datams = 10" Ratio Lower Upper
162.1 164 100
162 101.2 82.3 123.5
160 43.5 34.2 51.2
Raw 50
Abundance
80.1 30000 1417
108.0 132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1979 (14.617 min): BG054591.D\data.ms ( 20000
1692.1
sub o 10000
52.1 " 108.0132.1 191.1
o LT DR RS | - 01 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.60
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Abundance Scan 2168 (16.126 min): BG054299.D\data.ms (- #42

329.7 2,4,6-Tribromophenol
Concen: 125.318 ng
RT: 16.116 min Scan# 2Jgigiil=gles
Ref 50 Delta R.T. -0.000 min .
62.1 1429 Lab File: BG@54591.D [(GICHIEEIel(EI(H:
221.8 Acq: 10 Aug 2022 16:48 LMIE
0‘\“ \M\ “HH‘M‘U‘ - \\Hh‘ ‘\\d‘ e
miz--> 100 150 200 250 300 Tgt Ion:330 RESpI 136599
Abundance Scan 2234 (16.116 min): BG05459L. D\datams 19N Ratio Lower Upper
3207 330 100
332 96.0 76.0 114.0
141 20.4 27.1 40.7#
Raw 50
62.1 Abundance
‘ 140 9 221.8 80000 16.116
0l H o u_w‘_mm‘ u““”“”‘\“””‘”
m/z--> 50 100 150 200 250 300 60000
Abundance Scan 2234 (16.116 min): BG054591.D\data.ms (
329.
40000
Sub
50 20000
62 140 9 221.8
ok UH_UH“H‘\“HH‘H 0"” m—
miz--> 50 100 150 200 250 300 Time--> 16.00 16.20

Abundance Scan 1680 (13.258 min): BG054299.D\data.ms (- #45

172.0 | 2-Fluorobiphenyl

Concen: 85.930 ng

RT: 13.237 min Scan# 1744
Delta R.T. -0.000 min

Lab File: BGO54591.D

Acq: 10 Aug 2022 16:48

Ref 50

391 631 850 1200 1460
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\

miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 316231
Abundance Scan 1744 (13.237 min): BG054591.D\datams = 100 Ratio Lower Upper

;{‘—LW

170 172 100
171 37.6 28.5 42.7
170 24.9 18.9 28.3
Raw 50
Abundance
13.237
51.1 85.0 1050 133. 01‘5‘20 ‘
R M S
m/z--> 40 60 80 100 120 140 160 150000
Abundance Scan 1744 (13.237 min): BG054591.D\data.ms (
172.0 100000
Sub
50 50000
ol 511 850 1050 133.01520
R R B A e BREEEREE
miz--> 40 60 80 100 120 140 160 Time--> 13.20 13.30
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Abundance Scan 2381 (17.377 min): BG054299.D\data.ms (| #64

188.1 Phenanthrene-d10
Concen: 20.000 ng
RT: 17.367 min Scan# 24gigipl=gles
Ref 50 Delta R.T. ©0.006 min IA_
Lab File: BG@54591.D [(CUEWISEIellEI0f
Acq: 10 Aug 2022 16:48 LMIE
0421 8901110 1580 | 265.¢
‘ “‘
miz--> 50 100 150 200 250 Tgt IOﬂZ:!.88 RESpI 128413
Abundance Scan 2447 (17.367 min): BG054591.D\datams = 10" Ratio Lower Upper
188.1 188 100
94 4.4 5.4  8.0%
80 4.4 6.8 10.2
Raw 50
Abundance
17[867
o421 801 1181 15?1 i
S I - SRR N S
miz--> 50 100 15 200 250 60000
Abundance Scan 2447 (17.367 min): BG054591.D\data.ms (
188.1 40000
Sub
50 20000
421 801 1181 1 |
T ‘ T T T T T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T 7T T ‘ T T 7T T
miz--> 50 100 150 200 250  Time--> 17.30 17.40

Ref 50

66.1 120.1 182 0

miz--> 50 100 150 200

Glhll

250 300 350 400 450

Abundance Scan 3107 (21.643 min): BG054299.D\data.ms (, #76
240.1

Chrysene-
Concen:
RT: 21.6

Lab File:

Raw 50

43 1 l?O .1 184. ]h

ull

Abundance Scan 3173 (21.633 min): BG054591.D\data.ms
240.1

295.0 354.9 424.1

240 100
120 3.

Delta R.T.

236 24.8 20.

di2

20.000 ng

33 min Scan# 3173
-0.000 min
BGO54591.D

Acq: 10 Aug 2022 16:48

Tgt Ion:240 Resp: 154415
Ion Ratio Lower Upper

5 4.6 7.0#
0.2 30.4

Abundance

80000

m/z--> 50 100 150 200 250 300 350 400 450
Abundance Scan 3173 (21.633 min): BG054591.D\data.ms (
240.1
Sub
50

54.0 118.1 184.1 A 295.0350.0403.2456.

e e e e
m/z--> 50 100 150 200 250 300 350 400 450

60000

40000

20000

21.633

Time--> 21.50 21.60 21.70

BGO54591.D 8270-BGO71522.M
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Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79

244.1 Terphenyl-di4
Concen: 89.864 ng
RT: 19.976 min Scan# 2{gSigilnlclee
Ref 50 Delta R.T. ©0.006 min IA_
Lab File: BG@54591.D [(CUEWISEIellEI0f
Acq: 10 Aug 2022 16:48 LMIE
54.1 106‘11691 | \Hh
el e e ) )
m/z--> 50 100 150 200 250 300 350 400 18t Ion:244 Resp: 699485
Abundance Scan 2891 (19.976 min): BG054591 D\datams 1ON Ratio Lower Upper
244.1 244 100
212 7.1 6.5 9.7
122 4.4 5.0 7.44
Raw 50
Abundance
500000 19476
54.1 160
0““H%9§}H“““LMW“%Q%9§4?9‘Hf¥Q 400000
miz--> 50 100 150 200 250 300 350 400
Abundance Scan 2891 (19.976 min): BG054591.D\data.ms (300000
2441
. 200000
Su
50
100000
o541 106.1 1601 | 59493459 a416. 0
e - NN M RS . 5 SR B T
miz--> 50 100 150 200 250 300 350 400 Time->  19.90 20.00

Abundance Scan 3651 (24.839 min): BG054299.D\data.ms (- #86

264.1 Perylene-d12

Concen: 20.000 ng

RT: 24.847 min Scan# 3720
Ref 50 Delta R.T. ©0.012 min

Lab File: BGO54591.D

Acq: 10 Aug 2022 16:48
571 1321 1040

340.9
0\\‘\\\\‘\\\H\‘\\\\‘\\\\‘h\h\\\‘\\\\’\\\\’\
miz--> 50 100 150 200 250 300 350 400 '8t Ion:264 Resp: 164841
Abundance Scan 3720 (24.847 min): BG054591.D\datams = 1°0 Ratlo Lower Upper
264.1 264 100

260 22.1 19.0 28.6
265 22.4 17.4 26.2

Raw 50
Abundance
50000 24/847
o551 1320 207.0 3549401
APt bl e SO
m/z--> 50 100 150 200 250 300 350 400 40000
Abundance Scan 3720 (24.847 min): BG054591.D\data.ms (
264.1 30000
Sub 20000
50
10000
oL 831 1320 2040 | 3111 370. 0 0
T T R L R R —
m/z--> 50 100 150 200 250 300 350 400 Time--> 24.80
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