LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124268.D

Acqg On : 11 Jun 2021 19:06
Operator : JU/CG

Sample : M2625-04

Misc :

ALS Vvial : 13  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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124268.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 11 15 20 rBB2 15837 20315 1.64% 0.275%
2 5.051 500 504 511 rBV 67572 80216 6.46% 1.087%
3 5.469 571 575 586 rVB 936407 853600 68.70% 11.570%
4 6.481 743 747 750 rBV 1014775 866447 69.74% 11.744%
5 6.839 804 808 811 rBV 270882 203314 16.36% 2.756%

6 7.404 899 904 907 rBV 722735 587838 47.31% 7

7 8.027 1007 1010 1015 rBV2 30282 32566 2.62% ©

8 8.122 1022 1026 1029 rBV 323183 249079 20.05% 3.376%

9 9.198 1205 1209 1212 rBV 1481320 1136546 91.48% 15.
9.880 1321 1325 1328 rBV 389305 316824 25.50% 4

11 10.669 1455 1459 1468 rBV 981920 841326 67.72% 11.404%
12 11.368 1574 1578 1581 rBV 383677 339768 27.35%  4.605%

13 11.892 1664 1667 1672 rBV2 37599 31956  2.57% 0.433%
14 12.957 1843 1848 1851 rBV 1405893 1242431 100.00% 16.840%
15 13.874 1993 2004 2015 rBVve 31970 95915  7.72%  1.300%

16 14.009 2024 2027 2031 rVB 293051 244959 19.72%  3.320%
17 15.486 2273 2278 2284 rVB 186801 234617 18.88% 3.180%

Sum of corrected areas: 7377717
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Data Path :
Data File :
Acqg On
Operator
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Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 11 Jun 2021 19:06
. M2625-04

. 13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
BF124268.D

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124268.D

Acqg On : 11 Jun 2021 19:06
Operator : JU/CG

Sample : M2625-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Guanidine Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.051 7.89 ng 80216 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CHS5N3 000113-00-8 59
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
3 3-Octanol 130 C8H180 000589-98-0 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 38
Abundance Scan 504 (5.051 min): BF124268.D\data.ms (-500) (-) m/z 43.00 100.00%
43.0
59.0
5000
R REaEEE
| 100.9 4.80 5.00 5.20 5.40
H\‘\\\\‘\\\\‘\H\“‘HH\‘\‘\‘\‘\‘\Hw\uﬁ\g\-\l\‘\\\\‘HH‘HH‘HH‘HH m/Z 59.00 79.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #256: Guanidine
43.0 59.0
5000 18.0 T T T T T
4.80 5.00 5.20 5.40
m/z 100.90 16.40%
H\‘H}‘\‘\H‘\“‘H\\[‘\}H‘H\\i\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
\\\\‘\\\\’\\A\\‘\\\\‘\\\
4.80 5.00 5.20 5.40
5000 =00 m/z 58.10 14.69%
27\\.\ L M Il 8?’\0 101.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13639: 3-Octanol e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.56%
5000
27.0 41.0 83.0
101.0
H""""‘:1_H“MMMWEMMHui""":"‘w“w‘;uwl“z‘?:p“ SN | —| B
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124268.D

Acqg On : 11 Jun 2021 19:06

Operator : JU/CG

Sample : M2625-04

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.027 2.61 ng 32566 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 53
3 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 47
4 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 42

5 Butane, 1,1'-[oxybis(2,1-ethaned... 218

C12H2603

Abundance Scan 1010 (8.027 min): BF124268.D\data.ms (-1007) (-)
57.1

000112-73-2 42

m/z 57.10 100.00%

5000
41.0 S
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\\\‘\\\\“\‘\\H‘\\1\‘\“\‘\\“.\\\\‘\\\\‘\\\\ m/Z 45.00 79.85%
miz--> 20 40 60 80 100 120 140
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 R o s AR N
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750 m/z 41.080  26.37%
L ‘ \‘H“\‘ T “ ‘H‘\ T ‘!‘HH\ T ‘1“\‘ ‘ \‘ ‘\‘ \lP?.\0\1;§.‘0\1??.\0‘ UL
miz--> 20 40 60 80 100 120 140
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
e e
7.80 8.00 8.20 8.40
5000 m/z 75.00 16.55%
41.
75.0
180 M‘M A ‘ B2
miz--> 20 40 60 80 100 120 140
Abundance #4469: 3,3-Dimethylbutane-2-ol R REEEEEE
57.0 7.80 8.00 8.20 8.40
m/z 43.00 15.55%
41.
5000
87.0
103.0
m/z--> 20 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\BF061121\
Data File : BF124268.D

Acqg On : 11 Jun 2021 19:06
Operator : JU/CG

Sample : M2625-04

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 1-Hexacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 7.83 ng 95915 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 86
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 83
4 17-Pentatriacontene 491 C35H70 006971-40-0 74
5 Behenic alcohol 326 C22H460 000661-19-8 72

Abundance Scan 2004 (13.874 min): BF124268.D\data.ms (-1993) (1  m/z 55.00 100.00%

5!:
5000
148.9
‘ "H ‘ 13.50 14.00
L 20ee oz 57.60  96.35%
mlz--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosano
43.0
5000 83.0 MﬂMMWM‘ T ‘WWM
13.50 14.00
m/z 83.10 87.61%
I 1 \H M 129016802000 2520 3220364
T T \\\!‘\\\\‘\\ \\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43.0
13.50 14.00
5000 83.0 ITI/Z 43.10 86.87%
Ll N | 1220 16802100 252.0 204.0 336.0
e e e e R
miz--> 50 100 150 200 250 300 350 W WW
Abundance  #190374: Pentafluoropropionic acid, tetradecyl ester BERES e
57.0 13.50 14.00
7.0 m/z 69.20 78.29%
5000
196.0
150 || |1 H“?‘? > 2410 342.0
“““ ““““‘“““““““““
m/z--> 50 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061121\
Data File : BF124268.D

Acqg On : 11 Jun 2021 19:06
Operator : JU/CG

Sample : M2625-04

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Guanidine 5.051 7.9 ng 80216 1 6.839 203314 20.0
Ethanol, 2-(2-b... 8.027 2.6 ng 32566 2 8.122 249079 20.0
1-Hexacosanol 13.874 7.8 ng 95915 5 14.009 244959 20.0
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