LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc :

ALS Vvial : 17 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-BF070924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138508.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 7 16 22 rBV 1644809 2155747 72.62% 10.136%
2 3.405 221 224 242 rBV 68033 137929 4.65% 0.648%
3 5.093 508 511 518 rVB 170218 211747 7.13% 0.996%
4 5.493 575 579 583 rBV 2578314 2634828 88.76% 12.388%
5 6.498 745 750 753 rBV 2622721 2800084 94.32% 13.165%
6 6.863 808 812 815 rBV 693028 529061 17.82% 2.487%
7 7.428 902 908 911 rBV 1917261 1821738 61.37% 8.565%
8 8.145 1025 1030 1033 rBV 776106 703594 23.70%  3.308%
9 8.451 1078 1082 1095 rBV 65731 75518 2.54% 0.355%
10 9.222 1207 1213 1216 rBV 3329857 2968644 100.00% 13.958%
11  9.763 1302 1305 1307 rBV 41434 39295 1.32% 0.185%
12 9.804 1309 1312 1315 rVB 65512 65381 2.20% 0.307%
13 9.898 1321 1328 1331 rBV 948820 792403 26.69% 3.726%
14  9.992 1340 1344 1350 rVB2 77024 100897 3.40% 0.474%
15 10.304 1394 1397 1401 rBV2 74770 69178 2.33% 0.325%

16 10.686 1458 1462 1467 rBV 1866587 1732941 58.37%
17 10.810 1480 1483 1485 rBV 75491 63535 2.14%
18 11.381 1577 1580 1584 rBV 737085 670158 22.57%
19 11.910 1666 1670 1676 rBV 240926 297442 10.02%
20 12.692 1800 1803 1808 rBV2 74298 86487 2.91%

O r wWwo o
[y
Ui
[y
R

21 12.969 1845 1850 1853 rBV 2347072 2042367 68.80%
22 13.863 1998 2002 2015 rVB 183141 249183 8.39%
23 14.016 2025 2028 2032 rVB 487845 427043 14.39%
24 15.045 2192 2203 2204 rBV9 16159 38645 1.30%

NONPER LV
[
[
(o]
B

25 15.480 2272 2277 2286 rVB2 385733 486715 16.40% 288%
26 16.010 2363 2367 2375 rBV5 27143 68576 2.31% ©0.322%
Sum of corrected areas: 21269136
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138508.D\data.ms

3000000
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2500000
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Abundance TIC: BF138508.D\data.ms
9.222

3000000
2500000 12.969
2000000 10.686

1500000
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8.451 oorep-092 10304 e 12292 t¥~VM&N
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0 7 = T T 7 — —
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Abundance TIC: BF138508.D\data.ms

— —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1
R.T. EstConc Area Relative to ISTD R.T.
2.181 81.49 ng 2155750  1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 23
Abundance  Scan 16 (2.181 min): BF138508.D\data.ms (-7) (-) m/z 73.10 100.00%
73.1
5000 431 /\
87-1 \H‘\\H‘HH‘HH‘HH‘HH
| ‘ ‘ Lg 1 | 1010 2.202.302.402.502.60
Ot et e il e e e e m/z 43.10  49.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRERRRRRRRRRRRRRE)

43.0 2.202.302.402.502.60
87.0 m/z 55.05 34.31%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0

2.202.302.402.502.60

o

5000 ITI/Z 87.10 25.78%
55.0
27.0 41l
0230 L 1L 980 150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol N ARRAARREARAEEEIEELE
73.0 2.202.302.402.502.60
87.0 m/z 41.10 16.49%
5000 41.0 55.0
27.0
0 1L ‘ 112.0 129.0
HWH‘WHH‘HH‘HHM‘HMH‘MH‘_HW‘HWH‘WH‘WHH‘HH R ABEamsasuEsmEcEAE R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 (S)-(+)-1,2-Propanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.405 5.21 ng 137929 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 Isopropyl Alcohol 60 C3H80 P00067-63-0 56
3 Propylene Glycol 76 C3H802 000057-55-6 43
4 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
5 Propane, 2-ethoxy- 88 C5H120 000625-54-7 40
Abundance Scan 224 (3.405 min): BF138508.D\data.ms (-221) (-) m/z 45.10 100.00%
45.1
5000
T R
61.0 3.00 3.20 3.40 3.60 3.80
O ol e 840 myz 43,10 18.79%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
5000

3.00 3.20 3.40 3.60 3.80
m/z 44.10 6.41%

31.0

0 19.0 7 1] 53.06L0 750
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #342: 1sopropyl Alcohol
45.0
3.00 3.20 3.40 3.60 3.80
5000 ITI/Z 61.00 5.61%
19.0 2.0
I N £ .
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol R
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.00 3.88%
5000
29.0
o180 30 53072 760 4 LM
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
BF138508.D

: 10 Jul 2024 18:45
¢ CG\JU
. P3170-03

: 17  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.093 8.00 ng 211747 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 511 (5.093 min): BF138508.D\data.ms (-508) (-) m/z 43.05 100.00%
5000
R RRARAEEE S
| 10‘1-1 4.80 5.00 5.20 5.40
ol 289 /7 s9.05 52.97%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L B I NI LA LR
4.80 5.00 5.20 5.40
m/z 58.05 14.79%
101.0
O\‘\“\H\\“H}\\w‘\\.\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
Ramma AR
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.90%
29.0 101.0
R N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15660: 3-Octanol R mmaa e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.59%
5000
20.0 83.0
0 B ‘112.0
: e
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 1-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.451 2.15 ng 75518 Naphthalene-d8 8.145

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 91
3 Benzene, propoxy- 136 C9H120 000622-85-5 53
4 2-Hexen-4-yne, 2-methyl- 94 C7H1e0 058275-93-7 53
5 Benzene, (2-methylpropoxy)- 156 C1eH140 001126-75-6 53
Abundance Scan 1082 (8.451 min): BF138508.D\data.ms (-1078) (-) m/z 94.10 100.00%
94.1
5000
77.1

45.1 LB e e

‘ ‘ ‘ “ ‘ 119.0 152.1 8.20 8.40 8.60 8.80
oww_m‘””m‘ ‘m‘,”u“_m_m_m‘ m/z 77.10  25.02%

m/z--> 20 100 120 140

Abundance #30123 1- Phenoxypropan -2-0

94.0
5000 L B I LI LN B
8.20 8.40 8.60 8.80
7.0 1520 Mz 78.18  18.96%
m/z--> 100 120 140
Abundance #30139.l—PropanoLS—phenoxy—
94.0
e
8.20 8.40 8.60 8.80
5000 m/z 45.10 18.54%
77.0 152.0
27.
m/z--> 20 100 120 140
Abundance #18813.Benzene,propoxy—
94.0 8.20 8.40 8.60 8.80
m/z 51.10 18.42%
5000
136.0
77.0
ol 150 30560, "0 | us0 o
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45

Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 unknown9.992 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6992  2.55ng 100897 Acenaphthene-die 5.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Nomyl acetate 186 C11H2202 1010429-16-2 25

1000420-35-2 22
001619-26-7 10
004864-61-3 10
073947-30-5 10

2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO

3 (1S,2R,4R,7R)-4-Isopropyl-7-meth... 168 C10H1602
4 3-Octanol, acetate 172 C10H2002
5 Decanoic acid, 2-ethylhexyl ester 284 C18H3602

Abundance Scan 1344 (9.992 min): BF138508.D\data.ms (-1340) (-) m/z 43.10 100.00%
3.1

5000
97.1 137.2 W‘j\,/\/ww
‘ 70.1 —
10.00
1e12 197.2 P
Ol bbbk P22 UTN2222 0 s 57,10 48.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60688: 3-Nonyl acetate
43.0
5000 T
10.00
m/z 59.00 40.23%
70.0 101.01260
O?‘\5\“0\‘\‘\\“\\\h”“\\“‘\.\“}\\\“‘\\\\‘\\.\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
A ‘/\‘M‘ [
10.00
) W

0,
mlz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43250: (1S,2R,4R,7R)-4-Isopropyl-7-methyl-3,8-dioxatri T
43.0 10.00
m/z 137.15 37.18%
5000 97.0
71.0
o180 Ll By m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.910 8.88 ng 297442  Phenanthrene-di10 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 1670 (11.910 min): BF138508.D\data.ms (-1666) (- m/z 43.10 100.00%
43.1 \73.0
5000 A/VV\JLM
129.1
213.2 —r—
‘ 171.1 ‘ 256.3 12.00
0‘H‘HH;MWM“‘NHWMWMWMqLHWmHMLmy‘mwh‘wuw‘uw m/z 60.10 94.54%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
1710 2130 2560 m/z 73.05 91.29%
O,
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
R
12.00
5000 129.0 m/z 55.10 84.99%
‘ 199.0 2420
b ALl o | |
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid —
3
230|730 12.00
m/z 57.10 82.33%
5000 129.0
171.0
Al e
0“w“‘“wﬁﬂWﬂﬁh‘mmbumhwh:hu‘wh‘wuﬂwu‘wu‘wu‘w —
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45

Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 7 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.692  2.58ng 86487 Phenanthrene-dio 11.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 octadecanoic acid 284 Cl8H3602 000057-11-4 97

2 Pentadecanoic acid 242 C15H3002 001002-84-2 78
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 43
Abundance Scan 1803 (12.692 min): BF138508.D\data.ms (-1800) (- m/z 43.10 100.00%
43.1 731
5000
— —
12.50 13.00
oLl I m/z 41.16 89.61%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — —
12.50 13.00
1850 o410 200 m/z 73.10  87.44%
oL ““ H‘ ‘1‘”“\“‘1 w“‘ ‘ L, ’L “\‘ ‘[ . \‘ “\ T
miz-> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
e T
12.50 13.00
5000 129.0 ITI/Z 57.10 84.67%
‘ 199.0 2420
oL “\‘ H‘H‘M “HM\‘\‘ Hhu\ M‘u} “‘ ‘l‘sﬂ‘q“ L — “\‘ S
miz--> 50 100 150 200 250
Abundance #46963: n-Decanoic acid 7 —
60.0 12.50 13.00
m/z 60.05 82.56%
29.0
5000
129.0
‘H | gro, 120
O e e T
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF070924.M Thu J
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 Tricosyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.863 11.67 ng 249183  Chrysene-di2 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91
Abundance Scan 2002 (13.863 min): BF138508.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
T T 7
‘ ’ 125-2 1972 13.50 14.00
o bbbl 2072267 e m/z 43.10 77.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #320429: Tricosyl trifluoroacetate
57.0
5000 — —
13.50 14.00
5.0 m/z 55.10 74.26%
0 [ LJ H{ },195.0 294.0 367'0 ,
TTT ‘HH‘HH[\H\‘HH[\H\‘\TH‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #336402: 17-Pentatriacontene
43.0
— —
13.50 14.00
5000 m/z 83.10 52.45%
1.0
0 1 ] |,182.0 267.0 490.0
A H A e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester “ —
57.0 13.50 14.00
m/z 97.10 47.34%
5000
5.0 252.0
ol L P77 360.0 648,
R A e e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.010 2.82 ng 68576  Perylene-di12 15.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 58
2 1-Eicosanol 298 C20H420 000629-96-9 50
3 Eicosyl methyl ether 312 C21H440 1000406-29-4 49
4 E-15-Heptadecenal 252 C17H320 1000130-97-9 45
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502 1000351-81-5 45
Abundance Scan 2367 (16.010 min): BF138508.D\data.ms (-2363) (- m/z 57.10 100.00%
57.1
5000 \WW\NV\AJ\/\/\WM
111.0 2071 —r—
e 2T
0 ‘\MH“\“MW&“MJ‘H“"Mmﬁu_MW_MW‘ m/z 43.10  90.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene
43.0
5000 ——
7.0 16.00
m/z 55.10 79.91%
. ‘ | ” | | 153.0 210.0 267.0321.0 490.(
‘\\\‘\\\\‘\\\\’\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197433: 1-Eicosano
43.0
T \
16.00
97.0 -
5000 m/z 97.10 72.47%
0 ‘ ‘ ‘ \J\ ‘\}11\53'0 252.0
_“ o R A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215088: Eicosyl methyl ether —— ‘
83.0 16.00
m/z 83.10 57.00%
- WWM
‘ | ‘ 1F90 280.0
YL R O -
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071024\
Data File : BF138508.D

Acqg On : 10 Jul 2024 18:45
Operator : CG\JU

Sample : P3170-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF070924.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... 2.181 81.5 ng 2155750 1 6.863 529061 20.0
(S)-(+)-1,2-Pro... 3.405 5.2 ng 137929 1 6.863 529061 20.0
2-Pentanone, 4-... 5.093 8.0 ng 211747 1 6.863 529061 20.0
1-Phenoxypropan... 8.451 2.1 ng 75518 2 8.145 703594 20.0
unknown9.992 9.992 2.5 ng 100897 3 9.898 792403 20.0
n-Hexadecanoic ... 11.910 8.9 ng 297442 4 11.381 670158 20.0
Octadecanoic acid 12.692 2.6 ng 86487 4 11.381 670158 20.0
Tricosyl triflu... 13.863 11.7 ng 249183 5 14.016 427043 20.0
17-Pentatriacon... 16.010 2.8 ng 68576 6 15.480 486715 20.0
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