Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31622\
Data File : BF127356.D

Acqg On : 16 Mar 2022 19:29
Operator : CG\JU

Sample : N1875-06

Misc

ALS Vvial : 12 Sample Multiplier: 1

Manual Integrations
Quant Time: Mar 17 02:36:19 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031022.M Reviewed By :Christian Giraldo  03/17/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By :Jagrut Upadhyay — 03/17/2022
QLast Update : Thu Mar 10 16:51:53 2022
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 6.863 152 81565 20.000 ng 0.00
21) Naphthalene-d8 8.145 136 285611 20.000 ng #-0.01
39) Acenaphthene-die 9.904 164 113300 20.000 ng -0.01
64) Phenanthrene-d10 11.398 188 210524 20.000 ng # 0.00
76) Chrysene-di12 14.045 240 135449 20.000 ng # 0.00
86) Perylene-di12 15.527 264 125677 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.487 112 392922 77.441 ng 0.00

7) Phenol-dé 6.492 99 378336 54.204 ng -0.01
23) Nitrobenzene-d5 7.434 82 578652 83.671 ng 0.00
42) 2,4,6-Tribromophenol 10.704 330 164398 134.789 ng 0.00
45) 2-Fluorobiphenyl 9.228 172 715702 89.307 ng 0.00
79) Terphenyl-di4 12.986 244 626990 79.709 ng 0.00

Target Compounds Qvalue

35) Caprolactam 8.557 113 17346m  12.468 ng

(#) = 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\BF031622\
Data File : BF127356.D

Acqg On : 16 Mar 2022 19:29
Operator : CG\JU

Sample : N1875-06

Misc

ALS vial : 12  Sample Multiplier: 1

Manual Integrations

Quant Time: Mar 17 ©2:36:19 2022 APPROVED
Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@31022.M Reviewed By Christian Giraldo | 03/17/2022
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION Supervised By -Jagrut Upadhyay  03/17/2022

QLast Update : Thu Mar 10 16:51:53 2022
Response via : Initial Calibration

Abundance TIC: BF127356.D\data.ms
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Abundance Scan 779 (6.869 min): BF127287.D\data.ms (-77 #1

150.0 1,4-Dichlorobenzene-d4
Concen: 20.000 ng
RT: 6.863 min Scan# 7{gSidtipl=lgies
Ref 50 115.0 Delta R.T. -0.006 min VA
520 781 Lab File: BF127356.D (SUERIEERIICIE
Acq: 16 Mar 2022 19:29
Ol— \w T \‘\“\‘ “”i‘\ T ““ \“\ \9\7‘8\ T 1“ \1\3\2\2‘ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 8156 hAanuaIHuegraﬂons
Abundance  Scan 778 (6.863 min): BF127356.D\datams 10" Ratio Lower Upper BRNEOMN=0)
150.0 152 160 Reviewed By :Christian Giraldo  03/17/2022
156 151.9 128.1 192.1 Supervised By :Jagrut Upadhyay 03/17/2022
115 62.0 56.7 85.1
Raw 50
52.0 78.0 115.1 Abundance
G\\\w\‘\‘\‘\““”\\\!“\“\\g(\i‘gwww1“\\\\‘\\‘\“\‘\
miz--> 40 60 80 100 120 140 160 o000 6.863
Abundance Scan 778 (6.863 min): BF127356.D\data.ms (-76
150.0
Sub 50000
50 115.1
52.0 78.0 &\
bl w08 U W Ob
m/z-> 40 60 80 100 120 140 160 Time--> 6.80 6.85 6.90 6.95

Abundance Scan 545 (5.493 min): BF127287.D\data.ms (-53 #5
112.1 2-Fluorophenol

64.0 Concen: 77.441 ng
RT: 5.487 min Scan# 544
Ref 50 Delta R.T. -0.006 min

92.0 Lab File: BF127356.D
301 “ i ‘ Acq: 16 Mar 2022 19:29
et et e

m/z--> 30 40 50 60 70 80 90 100 110 120 T&t Ion:112 Resp: 392922

Abundance  Scan 544 (5.487 min): BF127356.D\data.ms 10N Ratio Lower Upper
112.1 112 100

64.0 64 77.0 49.5 74.3%
63 39.9 23.9 35.9#

o

Raw 50
Abundance
92.0 400000 5 4g7
cn)
0\‘\\\‘U‘\\\\}“\1‘\“‘\\‘\i‘\‘\?\g‘\\‘\\‘\\\\‘\\\\"\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 300000
Abundance Scan 544 (5.487 min): BF127356.D\data.ms (-49
112.1
64.0 200000
Sub
50 100000
92.0
39.1 g ‘ d ‘ L
0 w‘H‘!‘_Muh!w‘lmu?‘%mwww‘ - =
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time--> 550 5.60
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Abundance Scan 717 (6.504 min): BF127287.D\data.ms (-71 #7

99.1 Phenol-d6
Concen: 54.204 ng
RT: 6.492 min Scan# 7]gSidtl=lples
Ref 50 71.1 Delta R.T. -0.012 min \A_
421 Lab File: BF127356.D |(GUCINEERTSIEIR
Acq: 16 Mar 2022 19:29
0\\‘\\\1““\‘\‘\\“11\\’\‘}‘\‘\“‘\\\\‘\\\\‘\\‘\\‘“\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘99 Resp: 37833 Manual Integrations
Abundance  Scan 715 (6.492 min): BF127356.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
99.1 99 160 Reviewed By :Christian Giraldo  03/17/2022
42 23.4 14.2 21.4 Supervised By :Jagrut Upadhyay 03/17/2022
71 37.6 24.3 36.5
Raw 50
711 Abundance
42.1 6.492
54.0
0 Tl M\H 82.1 il
\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 300000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 715 (6.492 min): BF127356.D\data.ms (-66
99.1 200000
Sub
50 711 100000
42.1
54.0
ob ettt el 22 GL, ‘
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.40 6.50 6.60

Abundance Scan 998 (8.157 min): BF127287.D\data.ms (-99 #21

136.2  Naphthalene-ds8
Concen: 20.000 ng
RT: 8.145 min Scan# 996
Ref 50 Delta R.T. -0.012 min
Lab File: BF127356.D
54.1 108.1 Acq: 16 Mar 2022 19:29
0\\\‘\\11‘1‘\‘\““\‘\‘\\’\‘\\\‘\i“‘\\
m/z--> 40 60 80 100 120 140 T8t IOI"IZ:!.36 Resp: 285611
Abundance  Scan 996 (8.145 min): BF127356.D\datams ~ 10N Ratlo Lower Upper
136.1 136 100
137 10.8 8.6 13.0
54 11.9 7.8 11.6#
Raw s5p 68 7.4 6.3 9.5
Abundance
8.145
54.1 78.1 108.1 300000
0\\3\8.‘(‘)\\1‘1‘1‘\‘\}i‘}\\\’\‘\\\‘\\w“\\
miz--> 40 60 80 100 120 140
Abundance Scan 996 (8.145 min): BF127356.D\data.ms (-94 200000
136.1
Sub
50 100000
54.1 108.1
o380 . Tl G
m/z--> 40 60 80 100 120 140 Time-> 8.10 815 8.20
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Abundance Scan 876 (7.440 min): BF127287.D\data.ms (-87 #23

821 Nitrobenzene-d5
541 Concen: 83.671 ng
' RT: 7.434 min Scan# 8lgSiidtipl=lpies
Ref 50 128.1 Delta R.T. -0.006 min VA
' Lab File: BF127356.D [SUEIEEICIoM
98.1 Acq: 16 Mar 2022 19:29
oL 0 || esp, | | w1 |
Miz-> 40 65 80 160 1£0 | Tgt Ion:‘82 Resp: 57865 MMVERNEINGIC g
Abundance  Scan 875 (7.434 min): BF127356.D\datams 10N Ratio Lower Upper BRELULIENIZS
82.1 82 1600 Reviewed By :Christian Giraldo
128 38.2 32.7 49.10 supervised By :Jagrut Upadhyay
54.1 54 60.8 41.7 62.5
Raw 50
128.1  Apundance
600000 7.434
98.1
oot | esn | | 1121 |
LI ‘ L \ ‘ T \ ‘ L ‘ T T ‘ T T ‘
m/z--> 40 80 100 120
Abundance Scan 875 (7.434 min): BF127356.D\data.ms (-82 400000
82.1
Sub sl 200000
u
50 128.1
98.1
G 4\0 O L ‘ Il 68 ‘1 L ‘ ‘ 112'1 1 O'
e T o
m/z--> 40 60 80 100 120 Time--> 7.40  7.50
Abundance Scan 1075 (8.610 min): BF127287.D\data.ms (-1 #35
55.0 Caprolactam
Concen: 12.468 ng m
2.1 RT: 8.557 min Scan# 1066
Ref 50 85.1 113.1 Delta R.T. -0.053 min
Lab File: BF127356.D
Acq: 16 Mar 2022 19:29
‘\ 6? 1 |
0 \‘\\\\‘\\\\[\f\\‘\\\f‘\\\\‘f!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:113 Resp: 17346
Abundance Scan 1066 (8.557 min): BF127356.D\data.ms Ion Ratio Lower Upper
58.0 113 100
55 252.1 183.9 223.9%#
56 180.4 129.9 169.9%#
Raw 50 42.1
85.1 131 Abundance
0 6.|O|98.0||
miz--> 30 40 50 60 70 80 90 100 110 120 30000
Abundance Scan 1066 (8. 557 min): BF127356.D\data.ms (-1
=
530 20000
8/567
Sub
42.1
50 85.1 113.1 10000
miz--> 30 40 50 60 70 80 90 100110120  Time-> 8.50 8.55 8.60 8.65
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Abundance Scan 1297 (9.916 min): BF127287.D\data.ms (-1 #39
162.2 Acenaphthene-di10

Concen: 20.000 ng

RT: 9.904 min Scan# 1lgSEgillEgles

Ref 50 Delta R.T. -0.012 min |
Lab File: BF127356.D |(®lEIEEIsliEll0f
Acq: 16 Mar 2022 19:29
0 ‘54\.'0 | ?ﬁl 106'1 13%1 \‘\ . q
N 40 60 80 100 120 140 160 180 200 Tgt Ion:164 Resp: 11330@MNVELIERGIELEEE
Abundance Scan 1295 (9.904 min): BF127356.D\datams 10" Ratio Lower Upper BRNEOMN=0)
16%.2 164 100 Reviewed By :Christian Giraldo  03/17/2022

162 104.4 81.4 122.0
160 44.8 36.6 54.8

Supervised By :Jagrut Upadhyay 03/17/2022

Raw 50
Abundance

80.1
108.1 132.1
0,
m/z--> 40 60 80 100 120 140 160 180 200 100000
Abundance Scan 1295 (9.904 min): BF127356.D\data.ms (-1
162.2
Sub 50000
50
80.1
108.1 132.1
O' T T T ‘ T T T T ‘ T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 9.90 10.00

Abundance Scan 1432 (10.710 min): BF127287.D\data.ms (- #42

32D.€ 2,4,6-Tribromophenol
Concen: 134.789 ng
RT: 10.704 min Scan# 1431
Ref 501 620 Delta R.T. -0.006 min
141.0 Lab File: BF127356.D
‘ H 2219 Acq: 16 Mar 2022 19:29
0 \“‘\ ‘i‘ 1‘ f ‘\‘]“O‘Z\M% t i“‘ \“‘M TT “ T UHH\ T “l“‘ T T ‘” T
m/z--> 50 100 150 200 250 300 Tgt Ion:330@ Resp: 164398
Abundance Scan 1431 (10.704 min): BF127356.D\datams 190 Ratio Lower Upper
320 330 100
332 98.6 76.0 114.0
141 35.0 30.1 45.1
Raw 50
62.0 Abundance
150000
0! 02 \2\]‘-‘ T UHH\ T “l“‘ T T ‘” T
miz--> 50 100 150 200 250 300
Abundance in): g
Scan 1431 (10.704 min): BF127356.D\dataér:1;s.i( 100000
Sub
50 62.0 50000
141.0
221.9
0' 02 \2\.]‘-‘ T U“”\ \“l“‘\ T T ‘H\ T ‘\H‘\ T T T T ‘ T T T T ‘ T
m/z-—-> 50 100 150 200 250 300 Time--> 10.70  10.80
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Abundance Scan 1181 (9.234 min): BF127287.D\data.ms (-1 #45

172.1 2-Fluorobiphenyl
Concen: 89.307 ng
RT: 9.228 min Scan# 1lgiEgilpgl=gles
Ref 50 Delta R.T. -0.006 min |
Lab File: BF127356.D |(GICHIEEIelE(CR
Acq: 16 Mar 2022 19:29
0 5:!\-0 | \\\\85‘\.0 12\01 | 14‘6\”1 | ‘ h q
o e a0 1o 140 180 180 200 Tet Ton:172 Resp: 71570 RN
Abundance Scan 1180 (9.228 min): BF127356.D\datams ~ 10N Ratio Lower Upper BRELULIENIZS
172.1 172 1@ Reviewed By :Christian Giraldo 03/17/2022
171 34.8 28.3 42. Supervised By :Jagrut Upadhyay 03/17/2022
1706 23.6 19.0 28.6
Raw 50
Abundance
800000 9.228
0 5]\.0 \85\'0 120.1 | 14\6.\\1 | ‘
H\“\\‘\\‘”\H‘H\‘\‘H‘\“\\Hi\”\u’i\‘\‘\"u AEARRREE
miz--> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 1180 (9.228 min): BF127356.D\data.ms (-1
172.1
400000
Sub
50 200000
5]\“0 \85\'0 120.1 | 14?.\\1 | ‘ 01
O bttt e e e R ARRERRERRAREREE
miz--> 40 60 80 100 120 140 160 180 200 Time--> 9.15 9.20 9.25 9.30

Abundance Scan 1550 (11.404 min): BF127287.D\data.ms (- #64

188.2 Phenanthrene-di10
Concen: 20.000 ng
RT: 11.398 min Scan# 1549
Ref 50 Delta R.T. -0.006 min
Lab File: BF127356.D
80.1 160.1 Acq: 16 Mar 2022 19:29
0 \\\‘\5%‘-\(‘)1‘\\WH‘H\‘H\\%3\12\.‘1\\\H‘lu\\‘\MH|HH‘\2\§7"\S
miz--> 40 60 80 100120140160 180 200 220 240 18t Ion:188 Resp: 210524
Abundance Scan 1549 (11.398 min): BF127356.D\datams 10N Ratlo Lower Upper
188.2 188 100
94 7.3 10.1 15.1#
80 8.0 11.8 17.6#
Raw 50
Abundance
11.398
80.1 160.1 250000
0H\“\5\21‘.\21‘-\‘\\“}\\‘“\‘\H\%3\%.%\\1“l‘\\\\“\L‘HH‘HH‘HH‘\
miz--> 40 60 80 100 120 140 160 180 200 220 240 200000
Abundance Scan 1549 (11.398 min): BF127356.D\data.ms (-
188.2 150000
Sub 100000
50
50000
160.1
ord2d 0 wea | o e —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 Time--> 11.35 11.40 11.45
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Abundance Scan 2000 (14.051 min): BF127287.D\data.ms (- #76

240.2 Chrysene-d12
Concen: 20.000 ng
RT: 14.045 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min \A_
Lab File: BF127356.D |(GUCINEERTSIEIR
Acq: 16 Mar 2022 19:29
0\40\0 T 7\8\ 0\‘ 0 HH T \17\4\ 1\2” . \h\“““ \2\8\0\'
miz--> 5‘0 100 15‘0 200 25‘0 Tgt IOI’]Z?40 Resp: 135448V ERIVEL Integrations
Abundance Scan 1999 (14.045 min): BF127356.D\datams 10N Ratio Lower Upper BRAGLON=0)
240.2 240 100 Reviewed By :Christian Giraldo  03/17/2022
120 6.6 14.4 21.6 Supervised By :Jagrut Upadhyay 03/17/2022
236 25.0 20.5 30.
Raw 50
Abundance
14/045
421 88012011561 2082 || g
T T ‘ T T T \ ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T
m/z--> 50 100 150 200 250 100000
Abundance Scan 1999 (14.045 min): BF127356.D\data.ms (-
240.2
Sub 50000
50
120.1
0,520 880 %" 1561 2082 || yss———
m/z--> 50 100 150 200 250 Time--> 1400 1410

Abundance Scan 1820 (12.992 min): BF127287.D\data.ms (- #79

244.3 Terphenyl-di4
Concen: 79.709 ng
RT: 12.986 min Scan# 1819
Ref 50 Delta R.T. -0.006 min
Lab File: BF127356.D
Acq: 16 Mar 2022 19:29
ol 5a1 gpa PPPT 102 2122
T \ ‘ T \ \ T ‘ T T T T ‘ T T T T ’ T T T ‘ T T
m/z--> 50 100 150 200 250 Tgt IOI’IZ?44 Resp: 626990
Abundance Scan 1819 (12.986 min): BF127356.D\datams 10N Ratlo Lower Upper
2412 244 100
212 7.1 5.0 7.4
122 7.6 13.3 19.9#
Raw 50
Abundance
12.986
ol 541 9211221 1602 2122 “M 600000
T T ‘ T \ \ T ‘ T T T T ‘ T T T T ’ T T T ‘ T T
m/z--> 50 100 150 200 250
Abundance Scan 1819 (12.986 min): BF127356.D\data.ms (-
244.2 400000
Sub 50 200000
122.1 160.2 212.2
ob 880 \M‘ - S
m/z-—-> 50 100 150 200 250  Time-- 13.00
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Abundance Scan 2252 (15.533 m

in): BF127287.D\data.ms (- #86

264.1 Perylene-d12
Concen: 20.000 ng
RT: 15.527 min Scan#t 2/gigil=gles
Ref 50 Delta R.T. -0.006 min
Lab File: BF127356.D |(GUCINEERTSIEIR
132.1 Acq: 16 Mar 2022 19:29
ol Ly ray | aroa 2821 |
m/z--> 50 100 150 200 250 Tgt Ion:264 Resp: 12567 Manual Integrations
Abundance Scan 2251 (15.527 min): BF127356.D\data.ms 10N Ratio Lower Upper BRAGLLMON=0)
2602 264 100 Reviewed By :Christian Giraldo  03/17/2022
260 23.0 19.2 28.8 Supervised By :Jagrut Upadhyay 03/17/2022
265 22.1 17.4 26.2
Raw 50
Abundance
15.627
132.1 ‘
of420 849 ., | 1800 , %3‘%11,“\““‘ - 80000
m/z--> 50 100 150 200 250
Abundance Scan 2251 (15.527 min): BF127356.D\data.ms (- 60000
264.1
40000
Sub 50
20000
132.1 ‘
ol 8801000, | 1800 2321 ] e
m/z--> 50 100 150 200 250 Time--> 1550 15.60
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