Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54596.D

Acqg On : 10 Aug 2022 20:18
Operator : CG/JU

Sample : N3971-01

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Time: Aug 10 21:46:14 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 7.970 152 21676 20.000 ng 0.00
21) Naphthalene-d8 10.785 136 80543 20.000 ng # 0.00
39) Acenaphthene-di10 14.609 164 60845 20.000 ng 0.00
64) Phenanthrene-d1e 17.359 188 150231 20.000 ng # 0.00
76) Chrysene-d12 21.625 240 169472 20.000 ng # 0.00
86) Perylene-d12 24.827 264 180166 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.561 112 75113 72.351 ng 0.00

7) Phenol-d6 7.177 99 62902 44.217 ng 0.00
23) Nitrobenzene-d5 9.139 82 142112 96.085 ng 0.00
42) 2,4,6-Tribromophenol 16.108 330 167308 130.963 ng 0.00
45) 2-Fluorobiphenyl 13.229 172 409650 94.978 ng 0.00
79) Terphenyl-di4 19.968 244 841505 98.505 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.703 82 8871 3.449 ng 96
35) Caprolactam 11.713 113 4606 12.041 ng 91

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081022\
Data File : BG@54596.D

Acq On : 10 Aug 2022 20:18
Operator : CG/JU

Sample : N3971-01

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Time: Aug 10 21:46:14 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: BG054596.D\data.ms
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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: 7.970 min Scan# 84[giiidiipl=lpies
Ref 50 Delta R.T. -0.002 min

115.0 o .
521 781 Lab File: BGO54596.D |(SIEIEEIslEEI0f
‘ ‘ Acq: 10 Aug 2022 20:18 WNANEAS
m/z--> 100 120 140 Tgt Ion:152 Resp: 21676

Abundance Scan848 (7.970m|n). BGO054596.D\datams ~ 1On Ratio Lower Upper
1500 152 100

150 150.8 131.6 197.4
115 55.0 50.9 76.3

Raw 50
115.0
78.1 Abundance
0 el 15000
m/z--> 40 60 100 120 140
Abundance Scan 848 (7.970 mm). BG054596.D\data.ms (-82
150.0 10000
sub 5000
781 115.0
52.1 '
G| 07\‘\\\\‘\\\\‘\\\\“\
m/z--> 40 60 80 100 120 140 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: 72.351 ng

64.1 RT: 5.561 min Scani# 438
Ref 50 Delta R.T. -0.002 min
92.0 Lab File: BG@54596.D
31 501 q‘ ‘ | Acq: 10 Aug 2022 20:18
0\‘\\\‘1‘\\\\“\‘\\\“\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:112 Resp: 75113

Abundance  Scan 438 (5.561 min): BG054506.D\data.ms 10N Ratio Lower Upper
112.0 112 100

64 61.4 55.1 82.7

64.1 63 38.2 30.4 45.6
Raw 50
Abundance
92.0 40000 5.561
ol 20 Sl 77al
m/z--> 30 40 50 60 70 80 90 100 110 30000
Abundance Scan 438 (5.561 min): BG054596.D\data.ms (-34
112.0
20000
64.1
Sub 50
10000
92.0
39.1 ‘ ‘ ‘
o S o N2 N E———
miz--> 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: 44.217 ng
RT: 7.177 min Scan#t 71SglEhies
Ref 50 711 Delta R.T. -0.002 min L
421 Lab File: BGO54596.D (ISt IellEIl0f
54 Acq: 10 Aug 2022 20:18 WNANEAS
oot S0l s20
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 99 Resp: 62902
Abundance Scan 713 (7.177 min): BG054596.D\data.ms 10N Ratio Lower Upper
99.1 99 100
42 22.9 17.0 25.6
71 44.2 33.8 50.8
Raw  5p 71.1
Abundance
42.1 7177
H 621 30000
0 ‘\‘H“\M“‘“\H"H”w”w”w‘”””w
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 713 (7.177 min): BG054596.D\data.ms (-62 20000
99.1
Sub 50 71.1 10000
42.1
54.1
ol 0l g2 0 S e
m/z--> 30 40 50 60 70 80 90 100 Time--> 710 720 7.30

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

#21

136.1 | Naphthalene-d8
Concen: 20.000 ng
RT: 10.785 min Scan# 1327
Ref 50 Delta R.T. -0.002 min
Lab File: BGO54596.D
541 781 108.1 Acq: 10 Aug 2022 20:18
0 \3\8.‘]‘-\\H\‘\‘W\\H.i‘\‘\\\‘\‘\‘\\‘\\}““\\
miz--> 40 60 80 100 120 140 Tgt IOHZ:!.36 Resp: 80543
Abundance Scan 1327 (10.785 min): BG054596.D\data.ms Ion Ratio Lower Upper
136.1 136 100
137 1e0.4 8.5 12.7
54 6.8 7.4  11.2#
Raw gg 68 4.3 4.9 7.3%
Abundance
10{y85
" 21 108.1 40000
ob380 T
m/z--> 40 60 80 100 120 140 30000
Abundance Scan 1327 (10.785 min): BG054596.D\data.ms (
136.1
20000
Sub 50
10000
108.1
0 ‘3‘8‘0“514‘:1‘0‘1‘7“8"&0”“H‘H‘Hl““” L ==
m/z--> 40 60 80 100 120 140 Time--> 10.70 10.80 10.90
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Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

82.1 Nitrobenzene-d5
Concen: 96.085 ng
54.1 RT:  9.139 min Scan# 1{QE{dUnIE|es
Ref 50 1281  Delta R.T. -0.002 min [\/WE
Lab File: BG@54596.D ([SULEHISEIIAE
98.1 Acq: 10 Aug 2022 20:18 WANEAS
Joaon || esn, | Tuaa |
R R L e
m/z--> 40 60 80 100 120 Tgt Ion:‘82 RESpI 142112
Abundance Scan 1047 (9.139 min): BG054596.D\data.ms 10N Ratio Lower Upper
82.1 82 100
128 41.6 27.9 41.9
- 541 54 53.8 41.2 61.8
50 128.1
Abundance
08.1 9.139
ot | e, | | 120
et el e
m/z--> 40 60 80 100 120 60000
Abundance Scan 1047 (9.139 min): BG054596.D\data.ms (-¢
831 40000
Sub 54.1
50 128.1 20000
401 98.1
o Or | eh, | [Tmao | A
miz--> 40 60 80 100 120 Time--> 9.10 9.20
Abundance Scan 1079 (9.727 m|n) BG054299.D\data.ms (-1 #25
821 Isophorone
Concen: 3.449 ng
RT: 9.703 min Scan# 1143
Ref 50 Delta R.T. -0.002 min
Lab File: BGO54596.D
39.1 541 1381 Acq: 10 Aug 2022 20:18
0\ T “‘ T ‘\“‘\ ‘ \ ‘\ T \ ’ ‘\ T ‘\ 1\0\8\0\]_’23\\1\ T ‘ T T
m/z--> 60 80 100 120 140 @ Tgt Ion:.82 Resp: 8871
Abundance Scan 1143 (9.703 min): BG054596.D\datams | 10N Ratlo Lower Upper
82.1 82 100
95 7.6 6.2 9.4
138 17.1 11.6 17.4
Raw 50
Abundance
39.1 54.0 138.0 5000 9,703
0\ww““wwwmw"w‘www“,“www‘w’wwww’wwww‘ww 4000
m/z--> 60 80 100 120 140
Abundance Scan 1143 (9.703 min): BG054596.D\data.ms (-1
841 3000
2000
Sub
50
39.1 138.0 1000
0”’ \\\‘\\\\‘\\\\‘\\\\
m/z--> 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 (1 #35

551 Caprolactam
Concen: 12.041 ng
411 85.1 131 pr: 11.713 min  scan# 1T NE
Ref 50 Delta R.T. -0.014 min
Lab File: BG@54596.D ([SULEHISEIIAE
67.1 Acq: 10 Aug 2022 20:18 WNANEAS
0“ml““lw“:“‘“wm““‘u‘H“‘mw%q'euwuwH
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 4606
Abundance Scan 1485 (11.713 min): BG054596.D\datams 10N Ratio Lower Upper
55.1 113 100
55 202.8 169.8 209.8
56 148.1 141.2 181.2
Raw gy L 85.0 1131
Abundance
67.1
0w‘”1\‘“1”\“““‘}”““\“‘”\“”w”w”w”w”
3000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1485 (11.713 min): BG054596.D\data.ms (
55.1 2000 11.713
1000
67.1
0‘\‘“1\‘“1"\““‘M“““\““‘\““‘\““!““!““\“ 00— T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.70

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

162.1 Acenaphthene-die

Concen: 20.000 ng

RT: 14.609 min Scan# 1978
Delta R.T. -0.008 min

Lab File: BGO54596.D

Acq: 10 Aug 2022 20:18

Ref 50

1
106.0 132.1

O,
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:164 Resp: 60845
Abundance Scan 1978 (14.609 min): BG054596.D\datams = 1" Ratio Lower Upper
164.1 164 100
162 99.3 82.3 123.5
160 42.5 34.2 51.2
Raw 50
Abundance
14.509
541 801 oe11321 191.1
o! 30000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1978 (14.609 min): BG054596.D\data.ms (
Sub
50 10000
54.1 80"1 10811321 || 1911 o
Ottt e e e —
miz--> 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 (

329.%

#42

Concen:

RT: 16.108 min Scan# 2lgSigilnlcllee
Delta R.T. -0.008 min

Acq: 10 Aug 2022 20:18 WNANEAS

2,4,6-Tribromophenol

130.963 ng

: BGO54596.D (®UElEEqls] (=10

Tgt Ion:330 Resp: 167308
Ion Ratio Lower Upper

.7 76.0 114.0
.6 27.1 40.7#

Ref 50
Lab File
62.1 142.9 2218
oboskame | ATy
m/z--> 50 100 150 200 250 300
Abundance Scan 2233 (16.108 min): BG054596.D\data.ms
3007 330 100
332 95
141 20
Raw 50
Abundance
100000
0! 80000
m/z--> 50 100 150 200 250 300
Abundance Scan 2233 (16.108 min): BG054596.D\data.ms (
320, 60000
b 40000
Su
50
62.1 20000
‘ 142.9 221.8
ool 2040 | aess |4 o
miz--> 50 100 150 200 250 300

16.108

Time-->  16.00 16.20

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

172.0

#45

Concen:

2-Fluorobiphenyl

94.978 ng

RT: 13.229 min Scan# 1743

Ref 50 Delta R.T. -0.008 min
Lab File: BGO54596.D
Acq: 10 Aug 2022 20:18
oL391 631 85.0 120.0 146.0
\\\“H”\\“H\‘Hi‘\‘\\‘\"H\\i\‘\\\‘i\‘\‘\“\\ . .
miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 489650
Abundance Scan 1743 (13.229 min): BG054596.D\datams = 1" Ratio Lower Upper
1720 | 172 100
171 36.7 28.5 42.7
170 24.7 18.9 28.3
Raw 50
Abundance
250000 13.029
51.1 75.1 99.0 13&0%5%0 |
I e e e R R L 200000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1743 (13.229 min): BGOS4596.D\daE.;n§ ( 150000
100000
Sub
50
50000
o 511 751 99.0 13%0%%%0 |
T A o o e e LA e S
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: 17.359 min Scan# 24igil=gles
Ref 50 Delta R.T. -0.002 min |
Lab File: BG@54596.D ([SULEHISEIIAE
158.0 Acq: 10 Aug 2022 20:18 WNANEAS
o2t 0ame TRV e
miz--> 50 100 150 200 250 Tgt Ion:}88 RESpI 150231
Abundance Scan 2446 (17.359 min): BG054596.D\datams 10N Ratio Lower Upper
188.1 188 100
94 4.5 5.4 8.0#
80 4.8 6.8 10.24#
Raw 50
Abundance
17.859
o421 801 135990 || 80000
A N
m/z--> 50 100 150 200 250
Abundance Scan 2446 (17.359 min): BG054596.D\data.ms ( 60000
188.1
40000
Sub
50
20000
o2 B0L apsolPT |
miz--> 50 100 150 200 250  Time-> 17.30 17.40

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

240.1 Chrysene-di12
Concen: 20.000 ng
RT: 21.625 min Scan# 3172
Ref 50 Delta R.T. -0.008 min
Lab File: BGO54596.D
Acq: 10 Aug 2022 20:18
0 66.1 ]\-291 170.0 m “‘\Mu‘\%
\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . .
miz--> 50 100 150 200 250 300 350 T8t Ion:246 Resp: 169472
Abundance Scan 3172 (21.625 min): BG054596.D\data.ms Ion Ratio Lower Upper
240.1 240 100
120 3.7 4.6 7.0#
236 25.4 20.2 30.4
Raw 50
Abundance
100000 21.625
69.1 11811601 || 281.0 340.9
O LB Lt 80000
m/z--> 50 100 150 200 250 300 350
Abundance Scan 3172 (21.625 min): BG054596.D\data.ms (
60000
240.1
40000
Sub
50
20000
78.0 120.1 1980 || 280.9 340.9
\‘\\\\’\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 Time--> 21.60 21.70
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Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79

244.1 Terphenyl-di4
Concen: 98.505 ng
RT: 19.968 min Scan# 2{aEigial=laies
Ref 50 Delta R.T. -0.002 min u
Lab File: BGO54596.D [(GICHIEEIelEI(CH:
Acq: 10 Aug 2022 20:18 WNANEAS

54.1 106.1 160.15059 d

O] e S L T
m/z--> 50 100 150 200 250 300 350 T8t Ion:244 Resp: 841565
Abundance Scan 2890 (19.968 min): BG054596.D\data.ms  1ON Ratio Lower Upper
244.1 244 100
212 7.3 6.5 9.7
122 4.8 5.0  7.4#
Raw 50
Abundance
600000;  1g pgg
541 1061 19015039 354,
e 29390 g 354
miz--> 50 100 150 200 250 300 350
Abundance Scan 2890 (19.968 min): BG054596.D\data.ms (. 400000
244.1
Sub 200000
50
o 541 1061 10015039 | 354, 0
2 e 2090l 3094 s
miz--> 50 100 150 200 250 300 350 Time--> 20.00

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

264.1 Perylene-d12

Concen: 20.000 ng

RT: 24.827 min Scan# 3717
Ref 50 Delta R.T. -0.008 min

Lab File: BGO54596.D

Acq: 10 Aug 2022 20:18
574 1321 4049

0 \‘\\\\‘\”\‘U\‘\\\\|\\\\““\‘\\\‘\\3\4\0.‘9\
miz--> 50 100 150 200 250 300 350 T8t Ion:264 Resp: 180166
Abundance Scan 3717 (24.827 min): BG054596.D\datams = 10" Ratio Lower Upper
264.1 264 100
260 25.0 19.0 28.6
265 21.1 17.4 26.2
Raw 50
Abundance
24.827
RS 1321 zoro 1 354,
e ! I
m/z--> 50 100 150 200 250 300 350 40000
Abundance Scan 3717 (24.827 min): BG054596.D\data.ms (
264.1
Sub 20000
50
084.190.0 1821 2080 | 340.9 0l
B et | P S
m/z--> 50 100 150 200 250 300 350 Time--> 24.80 25.00
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