Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81122\
Data File : BGO54603.D

Acqg On ¢ 11 Aug 2022 13:45
Operator : CG/JU

Sample : N3971-16

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Time: Aug 12 06:02:13 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 7.971 152 15147 20.000 ng 0.00
21) Naphthalene-d8 10.780 136 55382 20.000 ng # 0.00
39) Acenaphthene-die 14.610 164 44486 20.000 ng 0.00
64) Phenanthrene-d10 17.360 188 126950 20.000 ng # 0.00
76) Chrysene-di12 21.626 240 157838 20.000 ng # 0.00
86) Perylene-di12 24.834 264 162454 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.556 112 52697 72.638 ng 0.00

7) Phenol-dé 7.172 99 43132 43.389 ng 0.00
23) Nitrobenzene-d5 9.140 82 91771 90.238 ng 0.00
42) 2,4,6-Tribromophenol 16.109 330 124370  133.153 ng 0.00
45) 2-Fluorobiphenyl 13.230 172 273763 86.813 ng 0.00
79) Terphenyl-di4 19.969 244 763607 95.975 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.704 82 5055 2.858 ng # 85
35) Caprolactam 11.714 113 6374 24.233 ng # 83
60) Diethylphthalate 15.421 149 7694 2.308 ng 96

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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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: 7.971 min Scan# 84kt
Ref 50 Delta R.T. -0.001 min

115.0 = .
501 781 Lab File: BGO54603.D [SlEEQISEIIAE
‘ ‘ Acq: 11 Aug 2022 13:45 LMIE
0 \3\ \.‘ T \‘\ \ ‘ \ \ \H\‘ ‘ \ \ T ‘ T \ }“ T T 1T ‘ \‘\
m/z--> 100 120 140 Tgt Ion:152 RESpZ 15147

Abundance Scan848(7.971m|n). BG054602 D\datams | 1on  Ratio Lower Upper
1500 152 100

150 148.2 131.6 197.4
115 57.4 50.9 76.3

Raw 50
115.0 Abundance
521 78.1
0 w\ AL‘A “ Il |
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘ 10000 :\‘
m/z--> 40 60 80 100 120 140 7.971
Abundance A
150.0
5000
Sub
50 115.0
521 78.1
o) YRR} U | PV | S— || o
miz--> 40 60 80 100 120 140 Time--> 7.90 7.95 8.00

Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5
112.0 2-Fluorophenol
Concen: 72.638 ng

64.1 RT: 5.556 min Scan# 437
Ref 50 Delta R.T. -0.007 min
92.0 Lab File: BG@54603.D
31 501 q‘ ‘ | Acq: 11 Aug 2822 13:45
0\‘\\\‘1‘\\\\“\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 52697

Abundance  Scan 437 (5.556 min): BG054603.D\datams | 10N Ratio  Lower Upper
112.0 112 100

64 59.3 55.1 82.7

64.1 63 36.6 30.4 45.6
Raw 50
Abundance
92.1
39.1 511‘
0\‘\\\‘“‘\\\\‘M\‘\l\“l\‘\\‘\\\\‘r\\\\‘\\\\‘\\\\"\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 20000
Abundance
112.0
Sub 64.1 10000
50
92.1
o 38.1 50.1 79.0 0
T T T T T T R
m/z--> 30 40 50 60 70 80 90 100 110 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: 43.389 ng
RT: 7.172 min Scan# 77Ul
Ref 50 71.1 Delta R.T. -0.007 min [Z)EW
421 Lab File: BGO54603.D |SUEHIEEIICIEH
- . .45 A
5 Acq: 11 Aug 2022 13:45
0 \‘\\\\“H\‘\‘\\“\‘\‘\\‘i\“\‘\“‘\\\\‘\\\\‘\‘\\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 43132
Abundance  Scan 712 (7.172 min): BG054603 D\datams | 100 Ratlo  Lower Upper
99.1 99 100
42 23.4 17.0 25.6
71 42.9 33.8 50.8
Raw g 71.1
Abundance
42.1
H 20000
0 \‘\\\\“H\H\\“\‘\‘\\“\}1\‘\\\\‘\\\\‘\\\1“\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance 15000
99.1
10000
Sub
50 71.1
5000
42.1
0 54.1 82.1 0 —
————— Pl
miz--> 30 40 50 60 70 80 90 100  Time--> 710 7.20 7.30
Abundance Scan 1263 (10.808 min): BG054299.D\data.ms (- #21
136.1  Naphthalene-d8
Concen: 20.000 ng
RT: 10.780 min Scan# 1326
Ref 50 Delta R.T. -0.007 min
Lab File: BGO54603.D
54.1 781 108.1 Acq: 11 Aug 2022 13:45
0 \3\8‘1\\\“\‘\‘\‘\H‘“\‘\\\‘\‘\\\‘\\M‘“\\
miz--> 40 30 100 120 140 @Tgt IOI"IZ:!.36 Resp: 55382
Abundance Scan 1326 (10.780 min): BG054603 D\data.ms | 100 Ratio Lower Upper
136.1 136 100
137 10.1 8.5 12.7
54 7.9 7.4 11.2
Raw s5p 68 4.4 4.9  7.3#
Abundance
108.1
0 38.0 5\4"1 (L 7§.\9\ \M
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\
m/z--> 40 60 80 100 120 140 20000
Abundance
136.1
Sub 10000
50
108.1
0 38.0 54.1 78.0 0
e man SRS A
miz--> 40 60 80 100 120 140 Time-> 10.70 10.80
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Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

82.1 Nitrobenzene-d5
Concen: 90.238 ng
54.1 RT:  9.140 min Scan# 1(GEIAUIEIes
Ref 50 128.1 Delta R.T. -0.001 min _
Lab File: BG@54603.D (GUEINEERTSIEIR
98.1 Acq: 11 Aug 2022 13:45 WNIUE

w01 || esh |

miz--> 30 40 50 60 70 80 90 100110120130 | Tgt Ion: 82 Resp: 91771

Abundance Scan 1047 (9.140 min): BG054603.D\datams | 10N Ratio  Lower Upper
82.1 82 100

128 42.4 27.9 41.9%
54 54.5 41.2 61.8

o

54.1

Raw 50 128.0
' Abundance
98.1
oL 20t 680 112.1 40000
‘\\H‘HH‘H\\‘\H\‘\H\‘ \H‘H\\‘\H\‘\H\‘\\H‘HH
miz--> 30 40 50 60 70 80 90 100110 120 130
Abundance 30000
82.1
20000
Sub 54.1
50 128.0
10000
98.1
ol A0l 68.0 112.1 0 ,, .
ISR/ R AN & U Y S S MM T
miz--> 30 40 50 60 70 80 90 100110120130  Time--> 910 9.20

Abundance Scan 1079 (9.727 m|n) BG054299.D\data.ms (-1 #25

821 Isophorone
Concen: 2.858 ng
RT: 9.704 min Scan# 1143
Ref 50 Delta R.T. -0.001 min
Lab File: BGO54603.D
39.1 541 1381 Acq: 11 Aug 2022 13:45
ol ‘\‘\‘ IR 1Y F < SN
miz--> 60 80 100 120 140 Tgt Ion: .82 Resp: 5055
Abundance Scan 1143 (9.704 min): BG054603.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
95 14.7 6.2 9.4#
138 19.5 11.6 17.4%
Raw 50
Abundance
39.1 541 138.1 2500 9.704
OH\““H\H‘M\‘H\“HH‘HH‘HH‘H
m/z--> 60 80 100 120 140 2000
Abundance
82.1 1500
Sub 0 1000
391 138.1 500
67.0 \
O O“\““\““\“‘
miz--> 40 60 80 100 120 140 Time--> 9.65 9.70 9.75
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Abundance Scan 1421 (11.737 min): BG054299.D\data.ms (| #35

55.1 Caprolactam
1131 Concen: 24.233 ng
41.1 85.1 : RT: 11.714 min Scan# 1{EAI0E0E
Ref 50 Delta R.T. -0.013 min |
Lab File: BGO54603.D [SlEEQISEIIAE
67.1 Acq: 11 Aug 2022 13:45 LMIE
0\‘\\\‘\‘"\M\\‘”\‘H\‘\‘\\\‘\M“\\\\‘\‘\}\‘\\9\8i.‘0\\\\‘}}\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 6374
Abundance Scan 1485 (11.714 min): BG054603.D\data.ms | 10N Ratio Lower Upper
55.1 113 100
55 169.1 169.8 209.8#
41.1 85.1 113.1 56 133.5 141.2 181.2#
Raw 50
Abundance
5000 N
‘ 67.0 1
G\‘\\\\‘"\1\\‘\“\\‘\‘\\\‘\‘“\\\\‘\‘\}\‘\\\\‘\\\\‘}1\\‘\\ 4000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance
Ed1 3000
411 85.1 113.1 2000
Sub
50
1000
67.0 7
o NN N M 0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.70  11.80

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

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.610 min Scan# 1978

Ref 50 Delta R.T. -0.007 min
Lab File: BG@54603.D
80.1 Acq: 11 Aug 2022 13:45
0 | 5‘\]\.'1\\‘ \h‘\ L ]Toﬁo 13%1 Ll ! g
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘ . .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:164 Resp: 44486
Abundance Scan 1978 (14.610 min): BG054603.D\data.ms | 10N Ratio Lower Upper
162.1 164 100

162 105.3 82.3 123.5
160 44.2 34.2 51.2

Raw 50
Abundance
80.1
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 20000
Abundance
162.1
Sub 10000
50
80.1
0 52.1 108.1 132.1 191.1 0
T T T T T T e e :
m/z--> 40 60 80 100 120 140 160 180 Time-->
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Abundance Scan 2168 (16.126 min): BG054299.D\data.ms (- #42

329.7 2,4,6-Tribromophenol
Concen: 133.153 ng
RT: 16.109 min Scan# 2[Eigil=lpies

Ref 50 Delta R.T. -0.007 min IA_
62.1 142.9 Lab File: BG@54603.D |SUCHIECINECIE
221.8 Acq: 11 Aug 2022 13:45 LMIE
oLy \“\‘H‘HH_HU‘H“HH\\H\\‘\HH_‘
m/z--> 100 150 200 250 300 Tgt Ion:330 RESpZ 124370

Abundance Scan2233(16109nﬂm:BGOS4603INdanns Ion Ratio Lower Upper
3207 330 100

332 97.0 76.0 114.0
141  20.9 27.1 40.7#

Raw 50
Abundance
62.1 1429 221.8 16.[109
G “ \ ‘ =TT \‘ [T M T HHH\ \‘l‘ L R 60000
m/z--> 100 150 200 250 300
Abundance
329.i 40000
Sub
50 20000
62.1 142.9 221.8
0 103.9 0 —
L o B A e L e e .
m/z--> 50 100 150 200 250 300 Time--> 16.00 16.10 16.20

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

172.0 | 2-Fluorobiphenyl

Concen: 86.813 ng

RT: 13.230 min Scan# 1743
Ref 50 Delta R.T. -0.007 min

Lab File: BGO54603.D

Acq: 11 Aug 2022 13:45
391 631 850 1200 1460

miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 273763

Abundance Scan 1743 (13.230 min): BG054603 D\datams | 10N Ratio  Lower Upper
172.0 172 100

171 36.2 28.5 42.7
176 24.3 18.9 28.3

Raw 50
Abundance
39.1 631 851 120.0 14§ 9 150000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\‘
miz--> 40 60 80 100 120 140 160
Abundance
172.0 100000
sub o 50000
5 391 631 851 1200 146.0 0 )\
ST St S SR T
miz--> 40 60 80 100 120 140 160 Time--> 13.20 13.30
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Abundance Scan 2052 (15.444 min): BG054299.D\data.ms ( #60
149.0 Diethylphthalate
Concen: 2.308 ng
RT: 15.421 min Scan#t 2SSl
Ref 50 Delta R.T. -0.001 min |
177.0 Lab File: BGO54603.D |SUEHIEEIICIEH
501 761 1051 Acq: 11 Aug 2022 13:45 WIS
0 \\“Hh\.\‘\‘u”!“\\\‘\‘U‘\H“‘HH‘H‘\\‘\\\‘\“\\\\‘\\2\\2‘1\.\0\
m/z--> 40 60 80 100 120 140 160 180 200 220 = T8t Ion:149 Resp: 7694
Abundance Scan 2116 (15.421 min): BG054603 D\data.ms | 10N Ratlo  Lower Upper
149.0 149 100
177 24.6 18.4 27.6
150 11.6 11.2 16.8
Raw 50
Abundance
177.0 5000
G H‘\\h\\‘HH“\H‘\‘U\H“\\H‘\H\‘HH“HH‘HH‘\H 4000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
149.0 3000
sub 2000
u
50
177.0 1000
50.0 76.1 105.0
e T
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 15.40 15.45
Abundance Scan 2381 (17.377 min): BG054299.D\data.ms (| #64
188.1 Phenanthrene-di10
Concen: 20.000 ng
RT: 17.360 min Scan# 2446
Ref 50 Delta R.T. -0.001 min
Lab File: BGO54603.D
Acq: 11 Aug 2022 13:45
4\2:}_ T ‘\89\-0\” :‘Llwlwg T 1‘5‘?0\ t m\ T T T ‘2\65\1
miz--> 50 100 150 200 250 Tgt Ion: :!.88 Resp: 126950
Abundance Scan 2446 (17.360 min): BG054603 D\data.ms | 1on Ratio Lower Upper
188.1 188 100
94 4.4 5.4 8.0#
80 5.0 6.8 10.2#
Raw 50
Abundance
80000
o2t 0lapo BT
m/z--> 50 100 150 200 250 60000
Abundance
188.1
40000
Sub
50 20000
o 42.1 80.1 112.0 158.1 0 -
T ‘ T T T T ‘ T T 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 Time--> 17.30 17.40
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Abundance Scan 3107 (21.643 min): BG054299.D\data.ms (- #76
240.1 Chrysene-d12
Concen: 20.000 ng
RT: 21.626 min Scan# 3{Eigil=laies
Ref 50 Delta R.T. -0.007 min |
Lab File: BG@54603.D (GUEINEERTSIEIR
Acq: 11 Aug 2022 13:45 LMIE
66.1 ]‘.2“01 170.0 " “LMHLM
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 gt Ion:240 Resp: 157838
Abundance Scan 3172 (21.626 min): BG054603 D\data.ms | 10N Ratlo  Lower Upper
2401 240 100
120 3.8 4.6 7.0#
236 23.9 20.2 30.4
Raw 50
Abundance
ol 7601200 1800 . 2809 354 80000
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance 60000
240.1
40000
Sub
50
20000
78.11181 1871 283.0 0 —
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 Time--> 21.60 21.70
Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79
2441 Terphenyl-di4
Concen: 95.975 ng
RT: 19.969 min Scan# 2890
Ref 50 Delta R.T. -0.001 min
Lab File: BGO54603.D
Acq: 11 Aug 2022 13:45
2121
T \5‘4“.\1\ 99? ‘:}2\‘2.\1‘\ 1‘6‘?\1\ T “ \‘ by H‘\M“ T 2\8\0\‘
miz--> 50 100 150 200 250 Tgt IOI’]Z?44 Resp: 763607
Abundance Scan 2890 (19.969 min): BG054603 D\data.ms | 1on Ratio Lower Upper
244.1 244 100
212 7.2 6.5 9.7
122 5.0 5.0 7.4
Raw 50
Abundance
541 011221 1601 2121 | pg,, 500000
T T ‘ T T T T ‘ T T T T ‘ T T L ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250 400000
Abundance
244.1 300000
Sub 200000
50
100000
541 901 1221 160.1 2121 280.4 ;
O T it bt il 20D e
miz--> 50 100 150 200 250 Time--> 19.90 20.00
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Abundance Scan 3651 (24.839 min): BG054299.D\data.ms (- #86
264.1 Perylene-d12
Concen: 20.000 ng
RT: 24.834 min Scan#t 3|l
Ref 50 Delta R.T. -0.001 min |
Lab File: BG@54603.D [(GICHIEEIelEI(CH
Acq: 11 Aug 2022 13:45 MIWEZS
ols7.a 1321 a0 | .
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 162454
Abundance Scan 3718 (24.834 min): BG054603 D\data.ms | 10N Ratlo  Lower Upper
264.1 264 100
260 23.5 19.0 28.6
265 22.4 17.4 26.2
Raw 50
Abundance
50000
Gt g3l 1821 2070 354,
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 40000
Abundance
264.1 30000
Sub 20000
50
10000
ol21 900 1°21 18002230 | 30a.
miz--> 50 100 150 200 250 300 350 Time-->
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