LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acqg On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc :

ALS vial : 7 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-BG082222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54705.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.223 323 329 339 rVB 120755 193080 2.91% 0.705%
2 5.694 402 409 422 rBV 833595 1395187 21.05% 5.093%
3 7.303 672 683 696 rBV 872537 1516631 22.88% 5.536%
4 8.161 818 829 856 rBV 280184 678269 10.23% 2.476%
5 9.330 1020 1028 1039 rBV 535429 985523 14.87% 3.597%
6 9.548 1057 1065 1076 rBV2 27360 71274 1.08%  0.260%
7 10.981 1303 1309 1316 rVB 281100 518571 7.82% 1.893%
8 13.003 1649 1653 1659 rVB7 56290 90580 1.37% 0.331%
9 13.314 1702 1706 1713 rVB 153789 243428 3.67% 0.889%
10 13.414 1715 1723 1732 rVB 1301469 2164970 32.66% 7.903%

11 13.602 1752 1755 1763 rVB4 120323 189191 2
12 14.066 1830 1834 1840 rVB6 180646 306030 4
13 14.219 1857 1860 1861 rBvV2 96130 107698 1.62%
14 14.254 1862 1866 1870 rVV 413756 579446 8
2

N RO
w
el
w
BN

15 14.800 1954 1959 1965 rVB2 769375 1461149 22.04% 334%
16 16.275 2207 2210 2215 rVB 669612 939983 14.18%  3.431%
17 16.510 2246 2250 2256 rVB 1339615 1913990 28.87% 6.987%
18 17.333 2386 2390 2394 rVB 1423095 2023333 30.52% 7.386%

19 20.071 2851 2856 2863 rBV 4455544 6629040 100.00% 24.198%
20 20.141 2864 2868 2875 rVB 2086313 2845399 42.92% 10.387%

21 21.833 3152 3156 3161 rVB 426690 682584 10.30%  2.492%
22 24.313 3571 3578 3593 rVB 461859 1148146 17.32%
23 25.200 3722 3729 3741 rVB2 237118 711492 10.73%  2.597%

N
[Y
Vo]
=
R

Sum of corrected areas: 27394994
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG054705.D\data.ms
6000000

5000000
4000000
3000000
2000000

1000000 5.694 7.303
8.161 9330 10.981
5.223 : 9.548 : 13.0!

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘,

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054705.D\data.ms
6000000 20.071

5000000

17.333
4000000 20,141

16.510
3000000

16.27

2000000

21.833
1000000

e

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG054705.D\data.ms
6000000

5000000

4000000

3000000

2000000

1000000 24313

25.200

O\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.223 5.69 ng 193080 1,4-Dichlorobenzene-d4 8.161

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 329 (5.223 min): BG054705.D\data.ms (-323) (-) m/z 43.05 100.00%

3.0
59.1
5000
T
83.0 101.1 5.00 5.20 5.40 5.60
Obrrr et presblir e e e M/z 59.18 0 52.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LU B B I BN B
59.0 5.00 5.20 5.40 5.60
m/z 58.10  17.25%
15.0 101.0
0 ‘ 2%\ Ll il 830 | ‘
H\‘\H\‘\H\‘HH‘IH\‘HH‘\H\‘HH‘\H\‘\H\‘\H\‘\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
R REEEE SRR
5.00 5.20 5.40 5.60
5000 57.0 m/z 101.10 16.21%
29.0
‘ 101.0
0 m‘mWH““HH“lm‘Mm‘m“HH',mwm“mwm‘m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether R R
59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.55%
5000 41.0 101.0
27.0
ol...140 ‘H\ Ll 70870 | 1370
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzene, (bromomethyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.548 2.10 ng 71274  1,4-Dichlorobenzene-d4 8.161

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (bromomethyl)- 176 C7H7Br 000100-39-0 93
2 Benzyl chloroformate 170 C8H7C102 000501-53-1 90
3 Benzene, 1-bromo-4-methyl- 170 C7H7Br 000106-38-7 78
4 Triethylbenzylammonium bromide 271 C13H22BrN 005197-95-5 78
5 Benzene, [(methylsulfonyl)methyl]- 170 C8H1002S 003112-90-1 72
Abundance Scan 1065 (9.548 min): BG054705.D\data.ms (-1057) (-) m/z 91.05 100.00%
91.0
65.0
300 119.0 172.0 950
o‘m_m\HHH‘uHWM‘_m_m_m_m, m/z 65.05 15.00%
m/z--> 20 40 80 100 120 140 160
Abundance #45798 Benzene, (bromomethyl)-
91.0
5000
950
65.0 m/z 63.10 9.10%
” 170.0
O\\\\‘\\\\“W\H}\“\\\\‘\\‘1\‘\\\\‘\\\\‘\\\\‘\\H\’
miz—-> 20 40 80 100 120 140 160
Abundance #46010.Benzy|cM0nﬁonnam
91.0 fx
I
950
5000 m/z 92.05 8.01%
39.0 65.0
ol150 | | | 1170 1430 790
A R REEma
m/z--> 20 40 60 80 100 120 140 160
Abundance #45808: Benzene, 1-bromo-4-methyl-
91.0 9 50
m/z 89.10 6.81%
5000 170.0
65.0
39.0 ‘
o‘HwmJ‘m‘w“HWM‘_‘1‘17‘-9”%‘}3-9‘_‘
miz--> 20 40 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Dodecane, 2,6,11-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.314 3.33 ng 243428  Acenaphthene-die 14.795
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 86
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
5 Dodecane, 1-iodo- 296 C12H25I1 004292-19-7 64
Abundance Scan 1706 (13.314 min): BG054705.D\data.ms (-1702) (- | m/z 57.10 100.00%
57.1
F 1200 1350
1591 . .
o u“ “‘ b Mo o, 7110 74.18%
miz-> 100 150 200 250 300
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 — —
13.00 13.50
m/z 43.10 49.96%
0 \“\ \ ‘“‘\ ‘\h \“‘\ ‘ﬂ-l\‘?;?\ T ‘1\6\99 \2‘07\(\)\ L L B
miz--> 100 150 200 250 300
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
— ——
13.00 13.50
5000 m/z 85.10 30.01%
113.0
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester s —T
57.0 13.00 13.50
m/z 41.10 29.41%
5000 M
b \ 1, »\ a0 ae0 gm0 s
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1-Eicosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.602 2.59 ng 189191  Acenaphthene-die 14.795
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Eicosanol 298 C20H420 000629-96-9 72
2 Decane, 3-cyclohexyl- 224 C16H32 013151-74-1 49
3 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 43
4 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 35
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 25

Abundance Scan 1755 (13.602 min): BG054705.D\data.ms (-1752) (- | m/z 55.10 100.00%

i M
5000 1191

——

‘ \ l 210.2 13.50 14.00

o_H‘_u«U\‘\ww,‘u‘w‘w,‘!m_HwHwwwm‘www m/z 57.10 86.88%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #197433: 1-Eicosanol
43.0
5000 —— —

13.50 14.00

10 m/z 41.10 70.54%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104603: Decane, 3-cyclohexyl-
55.0

——
13.50 14.00
5000 m/z 83.10 66.53%

25.0
e
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este T
57.0 13.50 14.00
m/z 43.106 57.75%

h JU/MNW
| fs.o 2100
l I

‘ L, .| 2810 415.0 606.!
Ol L s e B S T e e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, 1-cyclohexyl-3-met... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.066 4.19 ng 306030  Acenaphthene-di@ 14.795
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-cyclohexyl-3-methyl- 174 C13H18 004575-46-6 81
2 1-Methyl-2-cyclohexylbenzene 174 C13H18 004501-35-3 74
3 (1,4-Dimethylpent-2-enyl)benzene 174 C13H18 1000184-97-9 62
4 4-Phenylcyclohexanone 174 C12H140 004894-75-1 43
5 2-Naphthalenol, 3-methoxy- 174 C11H1002 018515-11-2 30

Abundance Scan 1834 (14.066 min): BG054705.D\data.ms (-1830) (-~ | m/z 131.05 100.00%

131.1
1051 174.1
5000
77.1 T
41.1 2001 14.00
0! Lw% m/z 118.05  81.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49139: Benzene, 1-cyclohexyl-3-methyl-

131.0 174.0

3

5000 T
14.00
m/z 174.10  78.60%

O' ‘\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49134: 1-Methyl-2-cyclohexylbenzene
131.0 174.0
T
14.00
5000 105.0 m/z 105.10  71.82%
0, 20 Ll 1
0H\‘HH‘HHH"\‘m“‘um‘\‘H‘\‘iH‘h‘\“mi\m‘\m‘\m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49140: (1,4-Dimethylpent-2-enyl)benzene —
131.0 14.00
m/z 91.106 55.03%
105.0
5000
174.0
41.0 77.0
0H\‘\‘\‘H“M\\W\“1‘\“”““‘”‘1\“‘1‘” \M\H‘i\\\‘\‘HH‘\H\ ——
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20

Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Tetradecane Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
14.254 7.93 ng 579446  Acenaphthene-d10 14.795
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Decane, 5-propyl- 184 C13H28 017312-62-8 68
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 64

Abundance Scan 1866 (14.254 min): BG054705.D\data.ms (-1862) (- | m/z 57.10 100.00%

57.1
5000

—
14.00 14.50

9.1
141.1
0 ‘“N“$“Wkﬂmmuu¥§%%“““““““““‘ m/z 71.1 79.26%
m/z--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 — —
14.00 14.50

m/z 43.10 74.52%

l\S\d\ ‘ “‘ \“‘\ ““ f“ \]“-\4\‘].“0\ T \]-\9? \0\ T ‘ T T ‘ T T 1T ‘ T T
m/z--> 0 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

—
14.00 14.50

o

5000 m/z 85.10 38.76%
ﬁllo
ol i “h H!\ ‘\H \‘ \“ ‘\\ v ]"5‘5‘ 9196‘ (‘)‘ ‘252‘0‘ — :‘32‘5‘ ‘0‘ Y
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane e e
57.0 14.00 14.50

m/z 55.10  37.10%

- M
I

0 w‘MHHMM%M%O%mswowm
e e e

T \ \
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Dodecane, 2,7,10-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.510 18.92 ng 1913990  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
2 Undecane, 6-ethyl- 184 C13H28 017312-60-6 83
3 Tridecane, 5-propyl- 226 CleH34 055045-11-9 80
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 80
Abundance Scan 2250 (16.510 min): BG054705.D\data.ms (-2246) (- | m/z 57.10 100.00%
57.1
85.1
T \
16.50
183.2
. N w“ml‘f'}l“l“ 21522482 0 7110 72.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 ——
16.50
29.0 85.0 m/z 43.10 51.46%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #59036: Undecane, 6-ethyl-
57.0
T \
16.50
5000 m/z 85.10 26.52%
29.0 85.0 1120
154.0
SN O O T T S
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #107223: Tridecane, 5-propyl- T ‘
57.0 16.50
m/z 41.10 23.70%
5000 Mj\/\ﬂ/\‘“/\%
85.0
0200 | L Taang 1890 g0 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.333  20.00 ng 2023330  Phenanthrene-d10 17.544
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Eicosane 282 C20H42 000112-95-8 86
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
Abundance Scan 2390 (17.333 min): BG054705.D\data.ms (-2386) (- | m/z 57.10 100.00%
57.1
5000 J\W\JLV
‘ 99.1 17.00 17.50
' 41.1 183.2 : :
o m“ L o 81y 1832 2302 2671 /7 71.10  74.06%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — ——
17.00 17.50
m/z 43.10 48.51%
99.0
05— \“‘ “ ‘\ ”H‘ \h‘\ ‘L \H‘ T ‘]\_4\‘1‘0\ \18\‘3\0‘ T \2\3\9? T \2\96‘(
miz—-> 50 100 150 200 250
Abundance #74013: Tridecane, 2-methyl-
57.0
— ——
17.00 17.50
5000 m/z 85.10 39.73%
99.0
7.0 155.0
s A T S JL
miz--> 50 100 150 200 250
Abundance #158600: Nonadecane “ —
57.0 17.00 17.50
m/z 41.10 24.54%
5000 /W/L/\N
D 99.0
ool b a0 aes0 20
m/z--> 50 100 150 200 250 17.00 17.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

z

Library Search Compound Report

:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
BGO54705.D

: 23 Aug 2022 13:20
: CG/JU
: N4258-03

7

hod :

le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Benzethonium Chloride Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
20.071 194.23 ng 662940 Chrysene-dl2 21.833
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzethonium Chloride 447 C27HACING2  000121-54-0 87

1000331-41-4 59
016654-64-1 59
086608-11-9 53
003030-44-2 53

2 Carbonic acid, butyl 2-dimethyla... 189 C9H19NO3
3 2-(Dimethylamino)ethanol, TMS de... 161 C7H19NOSi
4 Acetone, 1-[4-(dimethylaminoetho... 221 C13H19NO2
5 N,N-Dimethyl-2-methoxyethylamine 103 C5H13NO

Abundance Scan 2856 (20.071 min): BG054705.D\data.ms (-2851) (- | m/z 58.15 100.00%
58.1
5000 f\\
116.1 édod
2502 :
ob a1 16122050 5958 8202 nyz 116.10  18.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #324779: Benzethonium Chloride
58.0
5000 — ‘
20.00
116.0 m/z 57.15 12.13%
0 L ,161.0205.0 2500 320.0 405.1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64178: Carbonic acid, butyl 2-dimethylaminoethyl ester
58.0
U \
20.00
5000 ITI/Z 72.10 10.46%
ol | 11601600
R R R R e AR AR
m/z--> 50 100 150 200 250 300 350 400
Abundance  #37311: 2-(Dimethylamino)ethanol, TMS derivative — ‘
58.0 20.00
m/z 59.10 7.44%
5000 j\a
ol k4pto201480 —
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acq On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzene, 1l-ethenyl-4-methoxy-  Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.313  32.27 ng 1148150  Perylene-d12 25.206
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-ethenyl-4-methoxy- 134 C9H1e0 000637-69-4 72
2 2-Methyl-.beta.-alanine, N-benzy... 221 C13H19NO2 1000452-75-6 56
3 2-[Benzyl(methyl)amino]ethanol, ... 279 C16H29NOSi 1000481-09-4 56
4 Dodecylmethylbenzylamine 289 C20H35N 068397-57-9 56
5 7-Methoxy-3-(p-methoxyphenyl)-4-... 284 C17H1604 015236-11-0 50
Abundance Scan 3578 (24.313 min): BG054705.D\data.ms (-3571) (-~ | m/z 134.05 100.00%
134.1
91.1
5000
2400 2450
192.1 : :
41.1 . z
0L T L 2681 3261 3962 .., 91,10 58.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #17592: Benzene, 1-ethenyl-4-methoxy-
134.0
91.0
5000 — —
24.00 24.50
m/z 135.05 11.31%
39.0
0 \\\‘\‘i‘\“‘\“\‘“h\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #100301: 2-Methyl-.beta.-alanine, N-benzyl-N-methyl-, m
91.0 134.0
— —
24.00 24.50
5000 m/z 192.10 7.22%
0 420 ‘ 221.0
L e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #172126: 2-[Benzyl(methyl)amino]ethanol, O-(tert-butyldi o —
134.0 24.00 24.50
91.0 .
m/z 57.10 6.26%
w N//\h
0 4]}'0‘\\ L L 22?0 279.0
ettt P e
m/z--> 50 100 150 200 250 300 350 400 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082322\
Data File : BG@54705.D

Acqg On : 23 Aug 2022 13:20
Operator : CG/JU

Sample : N4258-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG082222.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|
2-Pentanone, 4-... 5.223 5.7 ng 193080 1 8.161 678269 20.0
Benzene, (bromo... 9.548 2.1 ng 71274 1 8.161 678269 20.0
Dodecane, 2,6,1... 13.314 3.3 ng 243428 3 14.795 1461150 20.0
1-Eicosanol 13.602 2.6 ng 189191 3 14.795 1461150 20.0
Benzene, 1-cycl... 14.066 4.2 ng 306030 3 14.795 1461150 20.0
Tetradecane 14.254 7.9 ng 579446 3 14.795 1461150 20.0
Dodecane, 2,7,1... 16.510 18.9 ng 1913990 4 17.544 2023330 20.0
Heptadecane, 2,... 17.333 20.0 ng 2023330 4 17.544 2023330 20.0
Benzethonium Ch... 20.071 194.2 ng 6629040 5 21.833 682584 20.0
Benzene, l-ethe... 24.313 32.3 ng 11481560 6 25.206 711492 20.0
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