LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BGO53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BG@53338.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.668 382 388 396 rBV 128578 217141 9.10%  2.308%
2 7.265 654 660 672 rBvV 79724 151315 6.34% 1.609%
3 8.165 796 803 808 rBV 65240 114867 4.81% 1.221%
4 8.158 808 812 819 rvB3 14560 24810 1.04%  0.264%
5 9.263 993 1000 1013 rVB 222495 408631 17.13% 4.344%
6 9.427 1022 1028 1033 rBvV3 20296 40141 1.68% 0.427%
7 10.678 1233 1241 1249 rBv4 17390 36073 1.51% 0.383%
8 10.913 1274 1281 1289 rBV2 86490 161860 6.78% 1.721%
9 11.272 1336 1342 1349 rBV4 13097 27810 1.17% 0.296%
10 11.830 1428 1437 1445 rVB4 11844 28248 1.18% 0.300%
11 13.087 1645 1651 1660 rBv2 52348 90135 3.78% 958%

12 13.351 1685 1696 1705 rBV 625174 1101121 46.15% 11.
13 13.569 1726 1733 1741 rBV 524071 796987 33.41%
14 13.645 1741 1746 1754 rVB2 43736 75542 3.17%

NO® RO
IN
~
w
3R

15 14.726 1924 1930 1936 rBV 158335 250961 10.52% 668%
16 15.014 1973 1979 1988 rVB 102036 165023 6.92%  1.754%
17 15.137 1994 2000 2005 rBV3 25476 35108 1.47% ©.373%
18 15.454 2048 2054 2060 rVB 193354 273210 11.45%  2.904%
19 15.525 2060 2066 2072 rVB 60373 88544 3.71% 0.941%
20 16.065 2152 2158 2167 rBV 54616 87524 3.67% 0.930%

21 16.212 2176 2183 2196 rBV 584760 948454 39.75% 10.083%
22 16.800 2277 2283 2291 rBV 178221 284537 11.93%  3.025%
23 17.475 2391 2398 2405 rBV 244053 382969 16.05% 4.071%
24 18.127 2503 2509 2514 rBvV2 113289 151897 6.37% 1.615%
25 20.078 2835 2841 2851 rVB 1783064 2385759 100.00% 25.362%

26 21.752 3120 3126 3133 rBV 308007 519624 21.78% 5.524%
27 23.244 3374 3380 3389 rBvlie 14918 38300 1.61% 0.407%
28 25.047 3677 3687 3698 rVB2 177604 520123 21.80% 5.529%

Sum of corrected areas: 9406714
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG053338.D\data.ms

1600000
1400000
1200000
1000000
800000
600000

400000
9.263

7.265 10,013
. 8105 ﬂg.427 10678, 11.272 11.830 130
‘ T T 1T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L “ T ‘ T ‘ L ‘ T T ‘ L ‘ L ‘ T
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Abundance TIC: BG053338.D\data.ms

200000 5.668

20.078
1600000

1400000
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1000000

800000
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Abundance TIC: BG053338.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Oxalic acid, isobutyl hepty... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.158 4.32 ng 24810 1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 53
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50
3 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 39
4 Acetic acid, dichloro-, heptyl e... 226 C9H16C1202 083004-97-1 38
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 38

Abundance Scan 812 (8.158 min): BG053338.D\data.ms (-808) (-) m/z 57.10 100.00%

57.1
5000
41.1
‘ ‘ 832 7.80 8.00 8.20 8.40
O e njz ss.15 33.27%
miz--> 20 40 60 80 100 120 140
Abundance #127949: Oxalic acid, isobutyl heptyl ester
57.0
5000 A\A‘\hu‘\Hw‘r\\u&’ﬂuu‘\
7.80 8.00 8.20 8.40
41.0 m/z 41.106 29.01%
O\ L ’ \w‘\ T \‘!“ \%:\3.\()‘ L \9\8"‘0\ L ‘ LI \l‘4§9\
miz-> 20 40 60 80 100 120 140
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
7.80 8.00 8.20 8.40
5000 41.0 ITI/Z 43.10 23.23%
83.0
oo LI L L L meo
miz--> 20 40 60 80 100 120 140
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester e EaRmEES S
57.0 7.80 8.00 8.20 8.40
m/z 56.15 22.55%
5000 41.0
98.0
0b—— “!“ Al M 80 T M‘M,‘
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol, 2-(hexyloxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.427 6.99 ng 40141  1,4-Dichlorobenzene-d4 8.105

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(hexyloxy)- 146 C8H1802 000112-25-4 72
2 Butyl-tert-butyl-isopropoxyborane 184 C11H25BO 097782-82-6 47
3 Hexane, 1-propoxy- 144 C9H200 053685-78-2 43
4 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 38
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 38
Abundance Scan 1028 (9.427 min): BG053338.D\data.ms (-1022) (-) m/z 43.15 100.00%
43.1
- T A/WJL/
©9.20 9.40 9.60 9.80
Ll O SR
ohv - MRl m/z 85.15 49.39%
miz-> 50 100 150 200 250 300
Abundance #25540: Ethanol, 2-(hexyloxy)-
43.0
85.0
)
5000 LB L L I I L L
9.20 9.40 9.60 9.80
m/z 45.15 44.41%
O T \M\‘ JM “ \‘\ \1\47‘0\\ L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #58769: Butyl-tert-butyl-isopropoxyborane
43.0
S i) T ER
9.20 9.40 9.60 9.80
5000 85.0 m/z 41.15  32.00%
JL “‘ | 142.0
ot
miz--> 50 100 150 200 250 300
Abundance #24391: Hexane, 1-propoxy-
43.0 9.20 9.40 9.60 9.80
m/z 57.15  25.20%
5000
85.0
A N B I TR |
m/z--> 50 100 150 200 250 300 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 1-(2-butoxyethoxy)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.679 4.46 ng 36073  Naphthalene-d8 10.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 86
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 86
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 45
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 42

Abundance Scan 1241 (10.678 min): BG053338.D\data.ms (-1233) (- m/z 45.15 100.00%

45.1
5000
75.2
H ‘ ‘ 101.1 207.2 10 50 11 00
ob el Wl g TS m/z 57.15 92.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
5000 T ‘A |
1050 11.00
29.0
‘ ‘870 m/z 41.15 41.86%
O \\\‘\H‘\ \“‘H T \MH\\‘!‘\“\‘H\\U\\\\‘]\.\3?\?\\\]-\6‘\3\0\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
]y 1
1050 1L00
5000 m/z 75.15 19.61%
29.0
87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- L R R
45.0 10.50 11.00
m/z 44.15 16.48%
5000
89.0
Lol ke |90
P “H“H“H‘w“u“u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Ethanol, 2-phenoxy- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.272 3.44 ng 27810 Naphthalene-d8 10.913
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 91
2 Carbonic acid, (3,4,4-trimethyl-... 252 C13H1605 109123-69-5 45
3 butanedioic acid, monophenyl ester 194 C10H1004 1000400-29-4 43
4 Phenol 94 C6H60 000108-95-2 43
5 2-Pyridinecarboxylic acid, 3-amino- 138 C6HEN202 001462-86-8 38
Abundance Scan 1342 (11.272 min): BG053338.D\data.ms (-1336) (-  m/z 94.15 100.00%
94.2
5000 [\A
51.1 138.2 /‘(\ — d A/‘\A M‘ )
‘ ‘ N ‘ 11.00 11.50
bt b L w/z 77.05  47.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19880: Ethanol, 2-phenoxy-
94.0
u 1 /\M
5000 L1 N LN M
138.0 11.00 11.50
m/z 51.15 24.44%
2099 )
O \\\‘\‘\\\‘i‘\\‘\\’1‘1HH‘\\\\‘\\\\‘\\H“\\\\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137761: Carbonic acid, (3,4,4-trimethyl-1,2-dioxetan-3-y
94.0 Hﬂ
430 LN
11.00 11.50
5000 m/z 138.15 20.57%
0 I h L1210 194.0220.0 252.(
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 n
Abundance #68443: butanedioic acid, monophenyl ester A 0 —
94.0 11.00 11.50
m/z 65.15 17.73%
5000
39.0
66.0
N U~ N B B || N
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 3-Heptyl isobutyrate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.087 7.18 ng 90135  Acenaphthene-di1e 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptyl isobutyrate 186 C11H2202 1000430-90-3 53
2 Butanoic acid, 1-methyloctyl ester 214 C13H2602 069727-42-0 53
3 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 53
4 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 47
5 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203 110678-36-9 45
Abundance Scan 1651 (13.087 min): BG053338.D\data.ms (-1645) (- m/z 71.15 100.00%
71.2
43.1
5000
R \
98.2
13.00
143.2 1732
0L H\‘Mu o'l w“‘ S o SR TN B m/z 43.15  79.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #60708: 3-Heptyl isobutyrate
71.0
A
5000 P ‘
13.00
m/z 56.15 31.50%
98.0
T A S
O\\\’\\\\“H\\‘\“‘\\m\‘\\‘\\“\\\\‘\\\\‘\\\\“.\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #92141: Butanoic acid, 1-methyloctyl ester
71.0
A
13.00
5000 43.0 ITI/Z 83.15 26.38%
‘ H go.0 115.0
Y S Y A R S
miz--> 20 40 60 80 100 120 140 160
Abundance #24295: Propanoic acid, 2-methyl-, 2-methylpropyl ester 0 TR LY W VIV §
43.0 71.0 13.00
m/z 41.15 21.77%
5000
89.0
0 150\\\\1140 e U
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Phenol, 4-(1,1-dimethylprop... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.569 63.51 ng 796987  Acenaphthene-di10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 90
3 Phenol, m-tert-butyl- 150 C1@H140 000585-34-2 78
4 Imidazo[1,2-c]pyrimidin-5-o0l 135 C6H5N30 055662-66-3 64
5 Hexestrol 270 C18H2202 000084-16-2 64

Abundance Scan 1733 (13.569 min): BG053338.D\data.ms (-1726) (-  m/z 135.15 100.00%

135.2
5000 1072
T \
41.1 77.2 164.2 13.50
Obr B0 Ll T g 107015 48.37%
m/z--> 20 40 60 80 100 120 140 160
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 107.0 T
13.50
164.0 m/z 77.15 12.65%
0 \1\5\.(‘)\‘\‘\ \“‘\ \‘\5\9‘.9\ T \“‘ T \H\ “\‘} \‘\‘i‘\ T \“! T \‘\ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #27481: Phenol, p-tert-butyl-
135.0
\/\\ ‘ T ‘
13.50
5000 ITI/Z 95.15 12.19%
107.0
41.0 77.0
olas0 MPse0 Tl L L
m/z--> 20 40 60 80 100 120 140 160
Abundance #27480: Phenol, m-tert-butyl- =
135.0 13.50
m/z 91.15 11.37%
5000 107.0
41.0 77.0
P RRTIN... S N1 R T i
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Vanillin Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.645 6.02 ng 75542  Acenaphthene-di1e 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 96
3 Benzaldehyde, 3-(chloroacetoxy)-... 228 C10H9C104 066267-38-7 86
4 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 80
5 Vanillin lactoside 476 C20H28013 1000129-94-7 78

Abundance Scan 1746 (13.645 min): BG053338 D\data.ms (-1741) (-~ m/z 152.15 100.00%

.2
5000
81.2
51.1 109.1 [N T
‘H ‘ 13.50 14.00
Ol il L mjz 15115 97.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29937: Vanillin
15p.0
5000 ——t —
81.0 13.50 14.00
109.0 m/z 81.15 36.44%
0\\\\‘\‘\‘\\““‘\\‘H\“\“‘\“\\\H}\\\\‘\l‘\\“\\\\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30053: Benzaldehyde, 3-hydroxy-4-methoxy-
15p.0
A . ‘A‘ ‘AA/‘\A‘ ‘ ‘A
13.50 14.00
5000 ITI/Z 51.15 18.73%
81.0
1.0 ‘ 109.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /h
Abundance #108499: Benzaldehyde, 3-(chloroacetoxy)-4-methoxy- e ——
152.0 13.50 14.00
m/z 109.05 18.09%
5000
810 109.0
oot L L a0 2280 N P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

8270-BG040822.M Wed Apr 27 16:11:00 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@42622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39

Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 2-Naphthalenol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.014 13.15 ng 165023  Acenaphthene-di10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Naphthalenol 144 C10H80 000135-19-3 97
2 Furan, 3-phenyl- 144 C10H80 013679-41-9 91
3 Benzofuran, 2-ethenyl- 144 C10H80 007522-79-4 91
4 1-Naphthalenol 144 C10H80 000090-15-3 91
5 Carbaril 201 C12H11NO2 000063-25-2 72

Abundance Scan 1979 (15.014 min): BG053338.D\data.ms (-1973) (- m/z 144.15 100.00%
2
115.1
5000
T \
a1 630 82 15.00
0 (TR ‘\‘\ L m‘ 1l 170.2 9
R e B B Bt s m/z 115.10 81.13%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23535: 2-Naphthalenol
115.0 144.0
5000 U :
15.00
63.0 89.0 m/z 116.10 17.61%
39.0 “ ‘
O‘\\\\“‘\\H\\“‘“\“H“\“u‘\\‘\\\“‘\\\\‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #23541: Furan, 3-phenyl-
144.0
115.0 N
Ly —
15.00
5000 m/z 89.15 12.90%
390 630 890
o N P PR BRI IR DS
miz--> 20 40 60 80 100 120 140 160 ]
Abundance #23544: Benzofuran, 2-ethenyl- Al L
144.0 15.00
m/z 145.10 12.39%
5000 115.0
39.0 63.0 89.0
s M VNS TR BN A T—.
m/z--> 20 40 60 80 100 120 140 160 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 unknownl15.137 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.137 2.80 ng 35108 Acenaphthene-die 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Quinolinone, 4-phenyl- 221 C15H11NO 005855-57-2 43
2 Oxazole, 2,5-diphenyl- 221 C15H11NO 000092-71-7 43
3 Oxazole, 4,5-diphenyl- 221 C15H11INO 004675-18-7 43
4 6-Methyladenine, TMS derivative 221 C9H15N5Si 032865-83-1 38
5 1H-1,2,3-Triazole, 4,5-diphenyl- 221 C14H11N3 005533-73-3 38
Abundance Scan 2000 (15.137 min): BG053338.D\data.ms (-1994) (-  m/z 57.15 100.00%
57.1
221.2
5000 179.3
109.3 137.2
L il u
0 ‘mJ‘m“‘_“w”m“ﬁ MHH‘M‘MU_‘H“Mm‘ “H_‘m‘}m_ m/z 221.15  78.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100425: 2(1H)-Quinolinone, 4-phenyl-
221.0
A
5000 — —
165.0 193.0 15.00 15.50
m/z 179.25  38.52%
390 630 M0 11501390 | |
O‘\\\\‘H\\‘\‘\“‘\\‘\‘H\“\}\\‘\\\\‘\\\\i\\}\‘\\\\‘\\\‘\\\\\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100407: Oxazole, 2,5-diphenyl-
221.0
| —
15.00 15.50
5000 165.0 m/z 193.15 32.55%
89.0
116.0
0 | gl
0 _“ﬂ‘m“u‘\m‘Hq‘ﬂ"H“_‘H‘NH“HM‘_‘H}‘H“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 M
Abundance #100409: Oxazole, 4,5-diphenyl- — i
221.0 15.00 15.50
m/z 41.20 31.73%
165.0 193.0
5000
51.0
| 890 1150 |
) E W o S NN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50

8270-BG040822.M Wed Apr 27 16:11:02 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Diethyltoluamide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.454 21.77 ng 273210  Acenaphthene-di10 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 96
2 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 87
3 Benzamide, 3-methyl-N-butyl- 191 C12H17NO 1000407-41-1 76
4 Benzamide, 4-methyl-N-butyl- 191 C12H17NO 1000407-46-6 68
5 1-Propanone, 2-methyl-1-(2-methy... 162 C11H140 002040-21-3 52
Abundance Scan 2054 (15.454 min): BG053338.D\data.ms (-2048) (- m/z 119.15 100.00%
119.2
5000 91.2 190.2
1550
6311 162.2 :
Ottt e b e e 2 m/z 190,15 49.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #65682: Diethyltoluamide
119.0
5000 190.0 T
91.0 15.50
m/z 91.15 44.53%
0 29.0 63}0 ‘ ‘ 162.0
‘\H\“\H\“HH‘HW\’\H\‘\H\‘\H\‘H\HHi\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #65755: Benzamide, N,N-diethyl-4-methyl-
119.0
W
15.50
5000 m/z 65.15 17.53%
91.0
190.0
o420 | 1620 M
T e T e T T
m/z--> 20 40 60 80 100120140160 180 200220240260 /\
Abundance #65722: Benzamide, 3-methyl-N-butyl- A Y
119.0 15.50
m/z 191.15 17.38%
5000
91.0
148.0 191.0
m/z--> 20 40 60 80 100120140160 180 200220240260 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Cyclopentaneacetic acid, 3-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.065 6.98 ng 87524  Acenaphthene-dile 14.726
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 95
2 Glycine, N-(2-methyl-1-oxo-2-but... 171 C8H13NO3 055649-53-1 43
3 trans-4,4-Dimethyl-2-hexene 112 C8H16 019550-83-5 38
4 Heptylcyclohexane 182 C13H26 005617-41-4 38
5 2-Butenoic acid, 3-methyl-, meth... 114 C6H1002 000924-50-5 38
Abundance Scan 2158 (16.065 min): BG053338.D\data.ms (-2152) (-  m/z 83.10 100.00%
83.1
5000
55.1 153.2 S L N W
109.2 ‘ 182.2 16.00
0 m‘m“i“‘m‘wh‘c“‘ w‘l‘u‘“‘m u‘”_‘m_HWmwwmw‘z‘zﬁz‘ m/z 82.15  27.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #106653: Cyclopentaneacetic acid, 3-oxo-2-pentyl-, meth
83.0
5000 b [\ﬂ
156.0 16.00
55.0 m/z 153.15 27.40%
109.0
O \\\‘\\\\““\\\H‘\“\m\h\“u‘\\“U‘\\\\‘\\\\‘\\‘”\“\\\\‘\]_\9\\5‘0\\\\2%6\\0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #46812: Glycine, N-(2-methyl-1-oxo-2-butenyl)-, methyl e
83.0
" P -
16.00
5000 m/z 156.15 23.74%
112.0 171.0
29.0 | 139.0
0 m_‘:‘m‘_‘ﬂ,wmH_m_mh‘m,w_m,w_m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7622: trans-4,4-Dimethyl-2-hexene AL h
55.0 83.0 16.00
m/z 55.15 22.44%
5000
70 112.0
0 m_H““w““nuw“!‘H‘_‘lwwMwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.800 14.86 ng 284537  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 90
2 4-tert-Butyl-2,6-dimethylphenol, ... 250 C15H260Si 1000495-37-2 87
3 1H-Indole, 2-benzoyl-3-methyl- 235 C16H13NO 001025-97-4 72
4 4-[Acetyloxy-(2-pyridyl)methyl]-... 294 C17H14N203 093323-89-8 64
5 Imidazo[1',2'-a]pyrido[3,2-c]qui... 235 C14H9N30 129011-77-4 59

Abundance Scan 2283 (16.800 min): BG053338.D\data.ms (-2277) (- m/z 235.25 100.00%

235.3
5000
57.1
Orrrerrlshpecbtby bt abbeorsiretby ey m/z 57.15 31.15%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
5000
1650 1700
m/z 236.25 7.67%
57.0 91.0
O\\\‘\\\\"\\\‘\“\\\\“\\‘\\‘\‘\\ﬂ“z\}‘s‘\ﬂ\\\\‘%\7\?‘\0\‘\\‘\\\\‘\\\\‘\\“\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #135891: 4-tert-Butyl-2,6-dimethylphenol, trimethylsilyl et
235.0
1650 1700
5000 m/z 250.25 7.32%
73.0
5o 450|150 w0 11007 | |
R AR R e e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #117448: 1H-Indole, 2-benzoyl-3-methyl-
235.0 1650 1700
m/z 43.15 1.01%
5000 77.0
13&01580
w0 oy | 0 zag |
O ke et i el ey ARl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1650 1700
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 7,9-Di-tert-butyl-1-oxaspir... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.127 7.93 ng 151897  Phenanthrene-di10 17.475
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5. 276 C17H2403 082304-66-3 87
2 2,5-di-tert-Butyl-1,4- benzoqu1none 220 C14H2002 002460-77-7 51
3 9-Acetylphenanthrene 220 C16H120 002039-77-2 45
4 1-(3-Amino-4,6-dimethylthieno[2,. 220 C11H12N20S 052505-42-7 45
5 Ethanone, 1-(9-anthracenyl)- 220 C16H120 000784-04-3 45
Abundance Scan 2509 (18.127 min): BG053338.D\data.ms (-2503) (-  m/z 205.15 100.00%
57.1 205.2
5000 175.2
91.2
261.1 T tT T
L bbb A AL ]
0 qu‘m h “‘“HM”MWW Mg”w”“ Ll ‘MH it M o e m/z 57.15  92.82%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #168692: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-
57.0
205.0
5000 i gl
175.0 18.00 18.50
m/z 217.25 71.02%
Tkl e
fopinm Ramanr A ‘ W‘ MH\‘M‘ ‘\HH‘\‘““\\‘ MH} }Hw ‘H“l”\‘ ‘\‘H}\‘ ‘\‘h‘ , ‘\H\‘ MH‘ , ‘Hh‘ , !\‘ Raas “‘ E
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98932: 2,5-di-tert-Butyl-1,4-benzoquinone
205.0
—— —
163.0 18.00 18.50
5000 m/z 41.15 53.29%
121.0
0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #99390: 9-Acetylphenanthrene
205.0 18.00 18.50
m/z 55.15 52.59%
5000
176.0
88.0
m/z--> 20 40 60 80 100120140160180200220240260 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG042622\
Data File : BG@53338.D

Acqg On : 27 Apr 2022 2:39
Operator : CG/JU

Sample : N2482-19

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Oxalic acid, is... 8.158 4.3 ng 24810 1 8.105 114867 20.0
Ethanol, 2-(hex... 9.427 7.0 ng 40141 1 8.105 114867 20.0
Ethanol, 1-(2-b... 10.679 4.5 ng 36073 2 10.913 161860 20.0
Ethanol, 2-phen... 11.272 3.4 ng 27810 2 10.913 161860 20.0
3-Heptyl isobut... 13.087 7.2 ng 90135 3 14.726 250961 20.0
Phenol, 4-(1,1-... 13.569 63.5 ng 796987 3 14.726 250961 20.0
Vanillin 13.645 6.0 ng 75542 3 14.726 250961 20.0
2-Naphthalenol 15.014 13.2 ng 165023 3 14.726 250961 20.0
unknown15.137 15.137 2.8 ng 35108 3 14.726 250961 20.0
Diethyltoluamide 15.454 21.8 ng 273210 3 14.726 250961 20.0
Cyclopentaneace... 16.065 7.0 ng 87524 3 14.726 250961 20.0
Benzoic acid, 3... 16.800 14.9 ng 284537 4 17.475 382969 20.0
7,9-Di-tert-but... 18.127 7.9 ng 151897 4 17.475 382969 20.0
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