LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 8 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-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125306.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.163 6 13 18 rBV 2819918 3655210 61.72% 11.554%
2 5.516 580 583 592 rBV 802566 786675 13.28% 2.487%
3 6.528 751 755 763 rBV 573981 523538 8.84% 1.655%
4 6.904 816 819 823 rBV 1275844 981162 16.57% 3.101%
5 7.469 910 915 918 rBV 2873596 2777118 46.89% 8.778%

6 8.086 1017 1020 1034 rBV 931860 1090664 18.42%  3.448%
7 8.186 1034 1037 1041 rVB 1434327 1296801 21.90% 4.099%
8 9.263 1216 1220 1224 rBV 5062414 4886879 82.51% 15.447%
9 9.375 1236 1239 1244 rBV 156976 146160 2.47% 0.462%

9

10 .528 1261 1265 1270 rBV2 82851 94531 1.60% 0.299%
11 9.657 1284 1287 1290 rVB3 69632 68835 1.16% ©.218%
12 9.945 1331 1336 1339 rBV 1929461 1525943 25.77%  4.823%
13 10.351 1402 1405 1410 rVB4 40733 61694 1.04% 0©.195%
14 10.586 1442 1445 1450 rVB 74651 86933 1.47% ©.275%
15 10.733 1467 1470 1481 rVB 2078321 1811840 30.59% 5.727%

16 10.857 1487 1491 1493 rBV 120766 110178 1.86%
17 11.322 1566 1570 1576 rVB3 61746 79766 1.35%
18 11.433 1585 1589 1593 rBV 1936502 1675787 28.30%
19 11.816 1651 1654 1657 rBV 200248 164311 2.77%
20 11.951 1671 1677 1682 rBV2 267369 302717 5.11%

OOV
N
\e]
~N
R

21 12.610 1786 1789 1793 rVB 148275 114224 1.93% 0.361%
22 12.739 1807 1811 1819 rBV2 53347 77917  1.32%  0.246%
23 13.021 1854 1859 1862 rBV 6041880 5922466 100.00% 18.721%
24 13.945 2012 2016 2031 rVB6 94826 284144 4.80%  ©.898%
25 14.074 2035 2038 2042 rVB 1553831 1515783 25.59% 4.791%

26 14.851 2165 2170 2173 rBV2 50898 63423 1.07% 0.200%

27 14.927 2180 2183 2187 rBV 105558 104878 1.77% 0.332%

28 15.198 2226 2229 2236 rVB 52767 61742 1.04% 0.195%

29 15.574 2288 2293 2306 rVB2 1031680 1364721 23.04% 4.314%
Sum of corrected areas: 31636040
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF090121\

BF125306.D
1 Sep 2021 14:59
Ju/CG

: M3561-19

: 8 Sample Multiplier: 1

d : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BF125306.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.163 74.51 ng 3655210 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 13 (2.163 min): BF125306.D\data.ms (-6) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0
871 H\‘\H\‘\H\‘HH‘HH‘H\
‘ 2.202.302.402.502.60
O bbb A wyz a2.95  a4.e8%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T T [T T [ TT T TTT
43.0 2.202.302.402.502.60
~ 850 87.0 m/z 55.00  34.88%
w0 |
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 87.0 2.202.302.402.502.60
Y B5.0 S
5000 m/z 87.10 25.14%
29.0
150 ‘W\ ‘ ‘\ w
ot e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2247: Silane, tetramethyl- R EARARREEEAEEAEE
73.0 2.202.302.402.502.60
m/z 41.00 14.22%
5000
45.0
o 290 || 590 | 880
A ma s o AR R RRARsEEEAE TR
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.086 16.82 ng 1090660 Naphthalene-d8 8.192

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
3 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 53
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50

Abundance Scan 1020 (8.086 min): BF125306.D\data.ms (-1017) (-) m/z 56.95 100.00%
57.0

5000
41.0
R RERRRRaEES o e
| 75"0 1011 1apg 7.80 8.00 8.20 8.40
0l el R 182D s 44,95 95.15%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
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5000 LI L L L L R L LI B
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75.0 m/z 41.e0  33.81%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lrofo‘.rowlwlg‘owlwswz.\o‘ T T
miz--> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
R RRRmmre S SRR
7.80 8.00 8.20 8.40
5000 m/z 56.60  16.34%
41.0
75.0
e e e e e e
miz--> 20 40 60 80 100 120 140
Abundance #24736: DL-Lactamide, butyl ether R RARERERRERES S
57.0 7.80 8.00 8.20 8.40
101.0 m/z 75.00  15.30%
5000 41.0
73.0
ol 30 Wl (1460 S S
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_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.951 3.61 ng 302717 Phenanthrene-d10 11.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
Abundance Scan 1677 (11.951 min): BF125306.D\data.ms (-1671) (-, 43.00 100.00%
43.0 |73.0
5000
129.0
213.1
| 101.0 157.1185.1 256.3 12.00
— m/z 73.00  99.12%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 ”
129.0 1200
213.0 m/z 60.00 96.62%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘H‘H\\‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
43.0 73.0
=
12.00
5000 129.0 m/z 57.00 85.52%
171.0
214.0
OISD?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.00 78.71%
5000 129.0
199.0
s e
osol WAl A [0 1L, | S
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 1-Hexadecanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.945 3.75 ng 284144 Chrysene-d12 14.080
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 76
2 n-Heptadecanol-1 256 C17H360 001454-85-9 70
3 1-Tetracosene 336 (C24H48 010192-32-2 64
4 1-Heneicosanol 312 C21H440 015594-90-8 64
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 64

Abundance Scan 2016 (13.945 min): BF125306.D\data.ms (-2012) (- m/z 43.00 100.00%

43.Q 97.1
149.0
5000
——
‘ 207.0 282.0 14.00
ol L “‘H Ay m/z 55.00  92.85%
m/z--> 50 100 150 200 250 300
Abundance #126376: 1-Hexadecano
55.0
97.0
5000 T T
14.00
m/z 97.10 90.95%
L] H | 1400 1960
O\\\M“‘\\‘\\H“E\‘\‘W"\‘\\\“\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #143654: n-Heptadecanol-1
55.0
97.0 —
14.00
5000 ITI/Z 57.00 88.27%
39.0
pos L LLLL Bp0  moo
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene —
43.0 83.0 14.00
m/z 83.10 82.90%
5000
25.0
ol LLLLLL LG gss0 2100 s )
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@90121\
Data File : BF125306.D

Acqg On : 1 Sep 2021 14:59
Operator : JU/CG

Sample : M3561-19

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.163 74.5 ng 3655210 1 6.904 981162 20.0
Ethanol, 2-(2-b... 8.086 16.8 ng 1090660 2 8.192 1296800 20.0
n-Hexadecanoic ... 11.951 3.6 ng 302717 4 11.433 1675790 20.0
1-Hexadecanol 13.945 3.8 ng 284144 5 14.080 1515780 20.0
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