LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc :

ALS vial : 5 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_ F\Methods\8270-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF141999.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.146 3 9 19 rVB 850532 1377805 38.43% 5.761%
2 5.492 568 578 583 rBvV 1883062 2524257 70.42% 10.554%
3 5.822 630 634 652 rVB 140108 201923 5.63% 0.844%
4 6.498 742 749 754 rBV 1826701 2504653 69.87% 10.473%
5 6.704 780 784 789 rVB 129274 164814 4.60% 0.689%
6 6.875 808 813 820 rBV 741594 953682 26.60%  3.988%
7 7.434 900 908 913 rBV 1251308 1832337 51.11% 7.661%
8 7.898 980 987 990 rBV3 76810 144669 4.04%  0.605%
9 8.157 1025 1031 1038 rBV2 941542 1480827 41.31% 6.192%
10 8.663 1113 1117 1120 rBV 117197 169495 4.73% 0.709%
11  8.751 1128 1132 1135 rBvV2 212822 293052 8.17%  1.225%
12 9.233 1209 1214 1218 rBV 2715194 3584798 100.00% 14.989%
13 9.316 1224 1228 1232 rBV2 947627 1633522 45.57% 6.830%
14  9.586 1270 1274 1279 rVB 2342252 3098869 86.44% 12.957%
15 9.792 1306 1309 1312 rBV3 1268661 2087701 58.24% 8.729%

16 15.515 2277 2282 2287 rBV 588339 911214 25.42%
17 16.580 2458 2463 2470 rBV 86051 186729 5.21%
18 17.833 2669 2676 2686 rVB 231343 621859 17.35%
19 17.998 2699 2704 2714 rVB3 55492 144269 4.02%
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Sum of corrected areas: 23916475
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 19 Mar 2025 11:47
: RC/JU
: Q1590-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031925\
BF141999.D

: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0
Time-->

TIC: BF141999.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.146  28.89 ng 1377810 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 9 (2.146 min): BF141999.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000
43.0 871
R RAARRREREE
91 2.202.302.402.502.60
Okl B L m/z 43.e5  34.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T T T[T T T[T 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  27.10%
29.0
f%glo
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 N EE T
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.65%
27.0
L L 1120 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- R RRARARREEEE SR
73.0 2.202.302.402.502.60
m/z 41.10 11.24%
5000
45.0
29.0
“_‘ﬁh‘HHﬁ‘w‘ﬁ%gu‘wh‘_‘H‘Hu‘m‘w‘uw‘u‘_‘u P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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-butoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.822 4.23 ng 201923 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 83
2 Formic acid, 3,3-dimethylbut-2-y... 130 C7H1402 1000368-20-5 50
3 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 33
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 28
5 n-Butyl ether 130 C8H180 000142-96-1 17

Abundance Scan 634 (5.822 min): BF141999.D\data.ms (-630) (-) m/z 57.10 100.00%

57.1
5000
41.
87.1 e EEE BRIV RMIES
710 ‘ 1001 5.40 5.60 5.80 6.00 6.20
e i el e e e M/Z 45,18 38.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10027: Ethanol, 2-butoxy-
57.0
5000 [frrr T
41. 5.40 5.60 5.80 6.00 6.20
27 87.0 m/z 41.10 34.97%
\\‘\\\\‘\\\‘}“\\H“\H\\‘\\‘1}‘\\\7\%\.\\\‘\\\‘\‘\\1\(\)‘0\-\0\\’\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15549: Formic acid, 3,3-dimethylbut-2-yl ester
57.0
REARRREEEAREE Sy SR
5.40 5.60 5.80 6.00 6.20
5000 m/z 87.10  21.80%
41.0 87.0
20 M40 ‘ 115.0
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5036: 3,3-Dimethylbutane-2-ol RmEas e AR
57.0 5.40 5.60 5.80 6.00 6.20
m/z 56.10 8.44%
41.
5000
87.0
A 7‘1.0 102.0
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Mesitylene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.704 3.46 ng 164814 1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 93
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 784 (6.704 min): BF141999.D\data.ms (-780) (-) m/z 105.10 100.00%
105.1
5000 120.1 }\/v\ J\/\
391 570 (70 9L1 6.40 6.60 6.80 7.00
H‘\H\‘HH‘\\\\“‘\H\i‘\‘\\‘\‘\‘\‘\\‘\\\‘H‘HH“HH‘\‘\‘\‘\‘H‘\‘\“‘HH‘ m/z 129.16 41.6900
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10695: Mesitylene
105.0
120.0 /\/\/\
5000 \/\\‘\\\/\\‘\\\\‘\\\\‘\\\\’
6.40 6.60 6.80 7.00
m/z 119.10 12.68%
77.0
H‘\H\‘HH‘\\\\“‘HH“\‘H}‘G‘%\‘\O\‘H\H‘\\\g\ﬁ\\o\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
e
120.0 6.40 6.60 6.80 7.00
5000 m/z 77.05 12.10%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10717: Benzene, 1,2,4-trimethyl- ﬁ“‘u“‘u“‘u“‘u,
105.0 6.40 6.60 6.80 7.00
m/z 91.10 10.69%
120.0
5000
77.0
27.0 51.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.663 2.29 ng 169495 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 89
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 86
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 70
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 58
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 41
Abundance Scan 1117 (8.663 min): BF141999.D\data.ms (-1113) (-)| [ m/z 131.00 100.00%
131.0
5000
81.1
411 AT T T T T T
H ‘ ‘ H ‘ 80.2 341, 8.40 8.60 8.80 9.00
AR S s 118,10 86.69%
miz-> 50 100 150 200 250 300
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 LB R R I B R
300 910 8.40 8.60 8.80 9.00

m/z 146.05 64.75%

\\\\‘\\\\‘\\\\‘\\\\‘
miz-> 50 100 150 200 250 300
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl- J\M
131.0 /k /\ J/UW

8.40 8.60 8.80 9.00

5000 m/z 117.85  46.20%
39.0 910
. ‘ . H\‘ H‘ \‘\N “\\H‘h‘ “‘\ ‘\‘\‘ “ ‘H‘ ! “‘ T
miz--> 50 100 150 200 250 300
Abundance #24993: Benzene, (1-methylenebutyl)- P e
118.0 8.40 8.60 8.80 9.00

m/z 81.10 32.06%

5000
77.0

1

|
i ‘ R T T T
m/z--> 50 100 150 200 250 300 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.751 3.96 ng 293052  Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 83
3 Nonadecane 268 C19H40 000629-92-5 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Nonane 128 C9H20 000111-84-2 60

Abundance Scan 1132 (8.751 min): BF141999.D\data.ms (-1128) (-) m/z 57.10 100.00%

57.1
5000 85.1 w
T
131.1 8.40 8.60 8.80 9.00
- h Ay IR g 4310 74.12%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59029: Tridecane
57.0
5000 L LA B L BN BN R B
85.0 8.40 8.60 8.80 9.00
29.0 m/z 71.10 59.19%
\‘ \“\ H\ \‘\ A \\11%)'0\141'0 184'0
\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0
R AAAREaRRRE
8.40 8.60 8.80 9.00
5000 m/z 41.10 38.45%
85.0
29.0
L] 1250 16801960 2410
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane T
57.0 8.40 8.60 8.80 9.00
m/z 85.10 38.41%
85.0
5000
29.0
\‘ \“ ‘\‘\ HH\ \H\ h‘llu\30\14‘1016901970 268(
R S ALASAREAMEaaarsa s S AT
m/z--> 20 40 60 80 100120140160180200220240260 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Carbonic acid, tetradecyl v... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.316 15.65 ng 1633520  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 76
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 68
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Carbonic acid, tridecyl vinyl ester 270 C16H3003 1000382-54-7 64

Abundance Scan 1228 (9.316 min): BF141999.D\data.ms (-1224) (-) m/z 57.10 100.00%
57.1

5000

%

9.00 9.20 9.40 9.60
m/z 43.10 69.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester IR RRREE
57.0 9.00 9.20 9.40 9.60

m/z 55.10 44.69%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000 85.0 T T T T T T T T
9.00 9.20 9.40 9.60
m/z 71.10 62.13%
200 | ‘ |0 100 1680 1960 2410
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
R RRRRRE
9.00 9.20 9.40 9.60
5000 m/z 41.10 56.70%
85.0
2%0\ h ‘ M “1%014001680 213.0
I I It |

5000

29.0

85.0
H‘ | |10 1460 168.0 1960  241.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Phenol, 2,6-bis(1,1-dimethy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.586 29.69 ng 3098870  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,6-bis(1,1-dimethylethyl)- 206 C14H220 000128-39-2 94
2 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 83
3 2,4-Di-tert-butylphenol 206 C14H220 000096-76-4 81
4 3-(4-(tert-Butyl)phenyl)-2-methy... 206 C14H220 056107-04-1 81
5 Ethyl 4-t-butylbenzoate 206 C13H1802 005406-57-5 74
Abundance Scan 1274 (9.586 min): BF141999.D\data.ms (-1270) (-) m/z 191.10 100.00%
191.1
5000 L
131.1 17 T
57"1 911 16‘3'1 | ‘ 9.50
Ol bt bt L 1222220 /7 206,20 22.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82764: Phenol, 2,6-bis(1,1-dimethylethyl)-
191.0
5000 — ‘
9.50
57.0 131.0 163.0 m/z 131.05 17.24%
‘ 91.0 ‘ '
\\\‘2\9\.\(\)“‘\\\‘\‘\‘\ \‘\“‘\1‘\\‘\“\ \‘M\M\ “\“H\HH‘\‘\\!\‘\‘H\‘\H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82757: Phenol, 2,5-bis(1,1-dimethylethyl)-
191.0
T \
9.50
5000 m/z 163.10 15.59%
57.0
R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82739: 2,4-Di-tert-butylphenol T ‘
191.0 9.50
m/z 57.10 14.86%
5000
57.0
200 | 9101150 1630 |
L e R e e R A R RN I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 8 unknown9.792 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.792  20.00 ng 2087700  Acenaphthene-die 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 38
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 30
3 Cyclopentane, 1,1'-[3-(2-cyclope... 304 C22H40 055255-85-1 30
4 7-Hexadecene, (Z)- 224 C16H32 035507-09-6 30
5 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 30
Abundance Scan 1309 (9.792 min): BF141999.D\data.ms (-1306) (-) m/z 69.10 100.00%
69.1
5000 1.1 A/NVN\/\M
193.2
— —
512 ‘ ‘ 9.50 10.00
ol 37 “ AL ‘h!“ F ol L m“h\zgp‘.z‘ 1+ m/z 55.10 81.64%
m/z--> 50 100 150 200 250 300
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
69.0
111.0
5000 — —
9.50 10.00
21.0 m/z 41.10  68.85%
T T “‘ T M \““‘\ \‘ T “\ T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
— —
111.0 9.50 10.00
5000 m/z 83.10 67.10%
il
BT T
miz--> 50 100 150 200 250 300
Abundance #204980: Cyclopentane, 1,1'-[3-(2-cyclopentylethyl)-1,5-g — ——
41.0 83.0 9.50 10.00
m/z 97.10 55.19%
5000
25.0
‘ 206.0
bl ese o e T
m/z--> 50 100 150 200 250 300 9.50 10.00

8270-BF031025.M Thu Mar 20 04:10:19 2025 Page: 10



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

BF141999.D

: 19 Mar 2025 11:47
: RC/JU

: Q1590-02

: 5 Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031925\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentacosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.580 4.10 ng 186729  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 90
2 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 83
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 78
4 Heptacosane 380 C27H56 000593-49-7 78
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 2463 (16.580 min): BF141999.D\data.ms (-2458) (- m/z 71.10 100.00%
| U\/M
5000 131
155.1 iéSd
197.2 :
- M“ “‘MM ad ‘ “‘ Ly 2882 sa1 m/z 57.10  92.75%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — :
16.50
9.0 m/z 85.10 86.26%
AL 3018302250267.0500.0 3520
\\\‘ \\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #123970: Hexadecane, 2-methyl-
57.0
T \
16.50
5000 m/z 43.10 49.63%
9.0 197.0
‘ ]‘41.0
B
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- —
57.0 16.50
m/z 99.10 43.67%
5000
9.0
N “‘\ | | 141.01830225.0267. 03090 3650
e ““““ T e e
m/z--> 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 1-naphthalenamine, N,N-diet... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.833 13.65 ng 621859 Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-naphthalenamine, N,N-diethyl-4... 441 C33H31N 1000399-30-2 53
2 1-anthracenamine, N-[bis(2,4,6-t... 441 C32H32BN 1000399-30-0 53
3 9-0-Pivaloyl-N-acetylcolchinol 441 C25H31NO6 1000127-10-7 50
4 Silane, diethylheptyloxyoctadecy... 470 C29H6202Si 1000363-96-0 40
5 Silane, diethyldecyloxypentadecy... 470 C29H6202Si 1000363-96-6 40

Abundance Scan 2676 (17.833 min): BF141999.D\data.ms (-2669) (- m/z 441.30 100.00%
57.1 441.3

5000

4>

147.1
T T
237.1 308.3 38 17.50 18.00
5.2 :
ol b badua T T 3852 ) 8020 e 10 og. o6k
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #322666: 1-naphthalenamine, N,N-diethyl-4-(triphenylme
441.0
5000 364.0 T T
17.50 18.00
165.0 m/Z 147 .05 37.17%
9.0 243.0
\‘\\‘\\g\J\T‘()\\\f‘\\‘\‘\’\‘\\\\‘\\\3\\0’6\\0\\’\‘\\\’\\‘\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #322665: 1-anthracenamine, N-[bis(2,4,6-trimethylphenyl
441.0

ik

17.50 18.00
5000 m/z 442.30  31.38%
249.0 321.0
40 a8l
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #322504: 9-O-Pivaloyl-N-acetylcolchinol “ 7
441.0 17.50 18.00
m/z 41.10 13.33%
298.0
57.0
5000 382.0

%

| | 10901650 2400 || ‘ |

‘\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptacosane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.997 3.17 ng 144269  Perylene-di2 15.515
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Tridecane, 2,5-dimethyl- 212 C15H32 056292-66-1 64
3 Hexacosane, 1-iodo- 492 C26H53I 1000406-32-1 58
4 Tridecane, 4,8-dimethyl- 212 C15H32 055030-62-1 58
5 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 52

Abundance Scan 2704 (17.998 min): BF141999.D\data.ms (-2699) (-
Y11

5000

27.1
‘ “h\ \ ‘} I‘ \ h‘ 1’8‘\ MH ‘u\ 251 0 305 1‘355‘1 426.

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane

57.0
5000

| \ | 113.0 169.0 2250 281.0 380.0

L LA L L L L L L I B B

miz—> 0 50 100 150 200 250 300 350 400
Abundance #90201: Tridecane, 2,5-dimethyl-

57.0
5000

1400
12.0 \ d‘ ‘ | 197.0

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #336598: Hexacosane, 1-iodo-

57.0

5000

J‘ hu “\%6\“2250 281.0 36?0

m/z 71.10 100.00%

2

18.00

m/z 57.10 94.92%

-

18.00

m/z 85.10 74.94%

:

18.00

m/z 99.10  54.29%

:

18.00

m/z 43.10 47.40%

m/z--> 0 50 100 150 200 250 300 350 400

18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31925\
Data File : BF141999.D

Acqg On : 19 Mar 2025 11:47
Operator : RC/JU

Sample : Q1590-02

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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|
Butane, 2-metho... 2.146 28.9 ng 1377810 1 6.875 953682 20.0
Ethanol, 2-butoxy- 5.822 4.2 ng 201923 1 6.875 953682 20.0
Mesitylene 6.704 3.5 ng 164814 1 6.875 953682 20.0
Naphthalene, 1,... 8.663 2.3 ng 169495 2 8.157 1480830 20.0
Tridecane 8.751 4.0 ng 293052 2 8.157 1480830 20.0
Carbonic acid, ... 9.316 15.7 ng 1633520 3 9.922 2087700 20.0
Phenol, 2,6-bis... 9.586 29.7 ng 3098870 3 9.922 2087700 20.0
unknown9.792 9.792 20.0 ng 2087700 3 9.922 2087700 20.0
Pentacosane 16.580 4.1 ng 186729 6 15.515 911214 20.0
1-naphthalenami... 17.833 13.7 ng 621859 6 15.515 911214 20.0
Heptacosane 17.997 3.2 ng 144269 6 15.515 911214 20.0

8270-BF031025.M Thu Mar 20 04:10:23 2025 Pag 14



