Quantitation Report (LSC Reviewed)

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe81122\
Data File : BGO54602.D

Acqg On : 11 Aug 2022 13:04
Operator : CG/JU

Sample : N3971-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Aug 12 06:01:44 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 7.969 152 14094 20.000 ng 0.00
21) Naphthalene-d8 10.778 136 54138 20.000 ng # 0.00
39) Acenaphthene-die 14.614 164 45770 20.000 ng 0.00
64) Phenanthrene-d10 17.358 188 131384 20.000 ng # 0.00
76) Chrysene-di12 21.624 240 160762 20.000 ng # 0.00
86) Perylene-di12 24.826 264 167076 20.000 ng 0.00

System Monitoring Compounds

5) 2-Fluorophenol 5.560 112 52836 78.271 ng 0.00

7) Phenol-d6 7.176 99 43717 47.263 ng 0.00
23) Nitrobenzene-d5 9.139 82 91554 92.094 ng 0.00
42) 2,4,6-Tribromophenol 16.107 330 129985 135.260 ng 0.00
45) 2-Fluorobiphenyl 13.228 172 273699 84.358 ng 0.00
79) Terphenyl-di4 19.967 244 782358 96.543 ng 0.00

Target Compounds Qvalue
25) Isophorone 9.708 82 3962 2.292 ng # 95
35) Caprolactam 11.724 113 2186 8.502 ng # 80

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81122\
Data File : BG@54602.D

Acqg On ¢ 11 Aug 2022 13:04

Operator : CG/JU

Sample : N3971-15

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Time: Aug 12 06:01:44 2022
Quant Method
Quant Title
QLast Update
Response via

: Mon Aug 08 14:48:51 2022
Initial Calibration

(LSC Reviewed)

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG071522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Abundance Scan 785 (8.000 min): BG054299.D\data.ms (-77

150.0

#1
1,4-Dichlorobenzene-d4
Concen: 20.000 ng
Delta R.T. -0.003 min
Acq: 11 Aug 2022 13:04 NI

Tgt Ion:152 Resp: 14094

50
Ref 115.0
52.1 78.1
0\3\ \.‘
m/z--> 100 120 140
Abundance Scan 848 (7.969 mm). BG054602.D\data.ms

Ion Ratio Lower Upper

150.0 152 100
150 155.9 131.6 197.4
115 55.4 50.9 76.3
Raw 50
115.0 Abundance
521 781
m/z--> 40 60 100 120 140 ﬂ969
Abundance AT
150.0
5000
Sub
50
115.0
521 781
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\\’\
miz--> 40 60 80 100 120 140 Time--> 7.90 7.95 8.00

Ref 50

112.0

64.1

92.0

38.1 50.1 ‘ ‘
i ol 77.0 |

o

m/z-->

30 40 50 60 70 80 90 100 110

Abundance Scan 371 (5.567 min): BG054299.D\data.ms (-3¢ #5

2-Fluorophenol

Concen: 78.271 ng

RT: 5.560 min Scan# 438
Delta R.T. -0.003 min

Lab File: BGO54602.D
Acq: 11 Aug 2022 13:04

Tgt Ion:112 Resp: 52836

Abundance

Scan 438 (5.560 min): BG054602.D\data.ms

Ion Ratio Lower Upper

112.0 112 100
64 59.2 55.1 82.7
64.1 63 35.4 30.4 45.6
Raw 50
Abundance
83.0
38.1
l 59\}\ i | 5.0
0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\
miz--> 30 40 50 60 70 80 90 100 110 20000
Abundance
112.0
Sub 64.1 10000
50
83.0
o 38.1 501 95.0 -
T e e e e e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 550 5.60
BGO54602.D 8270-BGO71522.M Sat Aug 13 04:01:04 2022
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Abundance Scan 644 (7.171 min): BG054299.D\data.ms (-63 #7

99.1 Phenol-d6
Concen: 47.263 ng
RT: 7.176 min Scan# 71gSidtipgl=lgies
Ref 50 711 Delta R.T. -0.003 min A_
421 Lab File: BGO54602.D [SlUEEQISEIIAE
. . . WS
54, Acq: 11 Aug 2022 13:04
0\‘\\\\“H\‘\‘\\“\‘\‘\\‘i\“\‘\“‘\\\\‘\\\\‘\1\1}\\\\‘
m/z--> 30 40 50 60 80 90 100 Tgt Ion: ‘99 Resp: 43717
Abundance  Scan 713 (7.176 min): BGOS4602.D\data.ms Ion Ratio Lower Upper
99.1 99 100
42 22.4 17.0 25.6
71 45.5 33.8 50.8
Raw 50 71.1
Abundance
42.1
54.1 20000
G\‘\\\\“H\‘\‘\\“\‘\‘\1‘\\‘\‘}“‘\‘\\\8‘2\.9\\‘\\\1}\\\\
m/z--> 30 40 50 60 70 80 90 100 15000
Abundance
99.1
10000
sub 711
5000
42.1
54.1
0 82.0
o R R e e e AR R T
m/z--> 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: 10.778 min Scan# 1326
Ref 50 Delta R.T. -0.009 min
Lab File: BGO54602.D
54.1 781 108.1 Acq: 11 Aug 2022 13:04
ST Y PRV URU ST !
m/z--> 40 60 80 100 120 140 gt Ion:136 Resp: 54138
Abundance Scan 1326 (10.778 min): BG054602.D\data.ms | 100 Ratio Lower Upper
136.1 136 100
137 11.1 8.5 12.7
54 7.5 7.4  11.2
Raw 5 68 3.5 4.9 7.3%
Abundance
54.1 76.0 10‘8.0 25000
0 H‘u‘1““‘1“‘;mH“MH‘HJH‘H
m/z--> 40 60 80 100 120 140 20000
Abundance
136.1 15000
sub 10000
50
5000
54.1 76.0 108.0
O O
m/z--> 40 60 80 100 120 140  Time--> 10.70 10.80 10.90

BGO54602.D 8270-BGO71522.M
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Abundance Scan 983 (9.163 min): BG054299.D\data.ms (-97 #23

82.1 Nitrobenzene-d5
Concen: 92.094 ng
54.1 RT:  9.139 min Scan# 1(GEIAUIEIes
Ref 50 128.1 Delta R.T. -0.003 min .
Lab File: BG@54602.D [(GICEHIEEIelEI(CH
98.1 Acq: 11 Aug 2022 13:04 WMIIE
o1 || e |

o

miz--> 30 40 50 60 70 80 90 100110120130 18t Ion: 82 Resp: 91554
Abundance Scan 1047 (9.139 min): BG054602.D\data.ms | 1o" Ratio Lower Upper

82.1 82 100
128 42.2 27.9 41.9
. 541 54 54.5 41.2 61.8
50 128.1
Abundance
98.1
0 ‘\\\4\(‘)\]\-\\‘!\\\‘\\6\8\1\\\‘”‘\H‘H\!‘\Hl\]‘-\z\g‘\\\\‘\\\\ 40000
miz--> 30 40 50 60 70 80 90 100110120130
Abundance 30000
82.1
20000
Sub 54.1
50 128.1
10000
98.1
0 40.1 68.1 112.0 0 :
Raa o R R ARARRARS T
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 9.10 9.20

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

821 Isophorone
Concen: 2.292 ng
RT: 9.708 min Scan# 1144
Ref 50 Delta R.T. ©0.003 min
Lab File: BG®54602.D
39.1 541 1381 Acq: 11 Aug 2022 13:04
ol ‘\‘\‘ IR 1Y F < SN
miz--> 60 80 100 120 140 I8t Ion: 82 Resp: 3962
Abundance Scan 1144 (9.708 min): BG054602.D\data.ms | 10N Ratio Lower Upper
82.1 82 100
95 9.5 6.2 9.4#
138  12.6 11.6 17.4
Raw 50
Abundance
91 000 138.0 2000
o‘w“”““_‘”M‘HH_MWHW
miz--> 60 80 100 120 140 1500
Abundance
82.1
1000
39.1
Sub
50 138.0 500
67.1
0“‘\“"\““\““\““\““\“ 0“\“‘ﬁ“\““
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
Concen: 8.502 ng
411 85.1 131 pr: 11.724 min scan# 1IN E
Ref 50 Delta R.T. -0.003 min
Lab File: BGO54602.D [SlUEEQISEIIAE
67.1 Acq: 11 Aug 2022 13:04 NI
0\‘\\\‘\‘"\M\\‘”\‘H\‘\‘\\\‘\M“\\\\‘\‘\}\‘\\9\%.‘0\\\\‘}}\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:113 Resp: 2186
Abundance Scan 1487 (11.724 min): BG054602.D\data.ms | 10N Ratio Lower Upper
55.1 113 100
55 218.3 169.8 209.8#
41.1 56 133.3 141.2 181.2#
Raw 113.1
%0 851 Abundance ’
69.2 I
G‘\‘“‘l““"\“““\““‘\““\““‘\““\““\““!“
1500
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance
531 1000
41.1
sub - 85.1 113.1 500
69.2 A
/
O e ey O \
miz--> 30 40 50 60 70 80 90 100 110 120 Time-->

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

162.1 Acenaphthene-di10

Concen: 20.000 ng

RT: 14.614 min Scan# 1979
Delta R.T. -0.003 min

Lab File: BGO54602.D
Acq: 11 Aug 2022 13:04

Ref 50

1
106.0 132.1

0,
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion:164 Resp: 45776
Abundance Scan 1979 (14.614 min): BG054602.D\data.ms | 10N Ratio Lower Upper
162.1 164 100

162 106.5 82.3 123.5
160 44.3 34.2 51.2

Raw 50
Abundance
0 54.1‘ 80“'1 106.0 13?.0 “ 191.1
\\“\\“\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\‘\\’\\\\
m/z--> 40 60 80 100 120 140 160 180 200 20000
Abundance
162.1
Sub 10000
50
0 54.1 80.1 106.0 132.0 191.1 0
T T T T T T T
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: 135.260 ng

RT: 16.107 min Scan# 2[Eigil=lies

Ref 50 Delta R.T. -0.009 min |
62.1 142.9 Lab File: BGO54602.D [(CUEISEIeEIH
: 221.8 Acq: 11 Aug 2022 13:p04 WAUE
0l ;“\ wy 1(0‘3‘9 ‘ M“ SV I }\Hh‘ ‘L\d SN
miz--> 50 100 150 200 250 300 Tgt Ion:330 Resp: 129985

Abundance Scan 2233 (16.107 min): BG054602.D\data.ms = LON  Ratio  Lower Upper
3207 330 100

332 96.5 76.0 114.0
141 20.8 27.1 40.7#

Raw 50
62.1 Abundance
‘ 142.9 221.8 16.407
04.0 ‘
0\‘\ “‘\M‘H‘l"‘“‘“‘\"\H‘“‘UHH‘““\“‘““‘ 60000
m/z--> 50 100 150 200 250 300
Abundance
329.: 40000
Sub
50 20000
62.1
142.9 221.8
0 104.0 0
T T e T T e e T B S
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: 84.358 ng

RT: 13.228 min Scan# 1743
Ref 50 Delta R.T. -0.009 min

Lab File: BGO54602.D

Acq: 11 Aug 2022 13:04
39.1 63.1 850 120.0 146.0

miz--> 40 60 80 100 120 140 160 Tgt Ion:172 Resp: 273699

Abundance Scan 1743 (13.228 min): BG054602.D\datams | 10N Ratio Lower Upper
172.0 172 100

171 35.6 28.5 42.7
176 23.6 18.9 28.3

Raw 50
Abundance
390 631 850 1200 1461 150000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160
Abundance
1750 100000
sub o 50000
o/ 391 631 850 1200 146.1 0 J
SRSt L AL T
m/z-—-> 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: 17.358 min Scan#t 24{gSigilnlcllee
Ref 50 Delta R.T. -0.003 min |
Lab File: BGO54602.D [SlUEEQISEIIAE
. . WAWE
80.0 158.0 Acq: 11 Aug 2022 13:04
04\2:‘L \‘\”‘\ \”:‘Ll\l.\g\ T ‘ﬁ\ \m\ T T T ‘2\65\!
m/z--> 50 100 150 200 250 Tgt IOFIZ:!.88 RESpZ 131384
Abundance Scan 2446 (17.358 min): BG054602 D\data.ms | 10N Ratlo  Lower Upper
188.1 188 100
94 4.2 5.4 8.0t
80 4.7 6.8 10.2#
Raw 50
Abundance
80000
421 801 g5, 1981
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 60000
Abundance
188.1
40000
Sub
50 20000
421 80.1 1241 158.1 o
T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T 7T T ‘ T L T
m/z--> 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: 21.624 min Scan# 3172
Ref 50 Delta R.T. -0.009 min
Lab File: BGO54602.D
Acq: 11 Aug 2022 13:04
0 66.1 172\91 170.0 " “M\HLM
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\ . .
m/z--> 50 100 150 200 250 300 350 I8t Ion:24@ Resp: 160762
Abundance Scan 3172 (21.624 min): BG054602.D\data.ms | 1on Ratio Lower Upper
240.1 240 100
120 4.0 4.6 7.0#
236 24.0 20.2 30.4
Raw 50
Abundance
520 1201 1840 2809 3409 80000
\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance 60000
240.1
40000
Sub
50
20000
78.1 1201 1980 280.9 3409 : ~—
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350 Time--> 21.60 21.70

BGO54602.D 8270-BGO71522.M
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Abundance Scan 2825 (19.986 min): BG054299.D\data.ms (- #79
244.1 Terphenyl-di4
Concen: 96.543 ng
RT: 19.967 min Scan#t 22Ul
Ref 50 Delta R.T. -0.003 min |
Lab File: BGO54602.D [SlUEEQISEIIAE
Acq: 11 Aug 2022 13:04 NI
o 541 90012211601 2121 J o
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 Tgt IOT’IZ?44 RESpZ 782358
Abundance Scan 2890 (19.967 min): BG054602 D\data.ms | 10N Ratlo Lower Upper
244.1 244 100
212 7.3 6.5 9.7
122 5.0 5.0 7.4%
Raw 50
Abundance
541 9o 1221 1601 2121 = .5, 500000
: | L L Lyl LA
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 400000
Abundance
244.1 300000
Sub 200000
50
100000
541 90.q 1221 160.1 2121 280.¢ ZaN
oA e bl 280 T
m/z--> 50 100 150 200 250 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: 24.826 min Scan# 3717
Ref 50 Delta R.T. -0.009 min
Lab File: BGO54602.D
Acq: 11 Aug 2022 13:04
0 \5‘7\1\ T \:‘I‘-\B‘Uzwl‘ T \]\-9\4‘0\\ iy |‘“\h‘\ T \3\4\0‘9\
miz--> 50 100 150 200 250 300 350 18t Ion:264 Resp: 167676
Abundance Scan 3717 (24.826 min): BG054602.D\data.ms | 10N Ratio Lower Upper
264.1 264 100
260 23.2 19.0 28.6
265 20.9 17.4 26.2
Raw 50
Abundance
50000
ol571 1321 2070 354.
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 40000
Abundance
264.1 30000
Sub 20000
50
10000
ol2.1_90.0 1321 2040 354. ~
e e R R T
m/z--> 50 100 150 200 250 300 350 Time--> 24.80 25.00
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