LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc :

ALS vial : 4 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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134664.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.152 3 11 16 rVB 3902661 6064693 85.52% 13.126%
2 3.416 214 226 239 rBV 379494 1238467 17.46% 2.680%
3 5.434 564 569 572 rBV 4036586 4065679 57.33% 8.799%
4 6.428 733 738 741 rBV 3372963 3261645 45.99%  7.059%
5 6.792 797 800 804 rBV 1212492 1078769 15.21%  2.335%

6 7.363 890 897 899 rBV 3771420 4510528 63.60%
7 8.075 1013 1018 1021 rBV 1530079 1468163 20.70%
8 8.539 1093 1097 1106 rBV 133739 144904  2.04%
9 9.157 1195 1202 1205 rBV 6525326 7091940 100.00% 15.

9.828 1310 1316 1320 rBV 1853129 1629622 22.98%
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11 10.545 1435 1438 1442 rBV 120793 113473 1.60%
12 10.622 1445 1451 1454 rBV 4144902 4452042 62.78%
13 11.316 1565 1569 1573 rBV 1703039 1483328 20.92%
14 11.710 1634 1636 1645 rVB2 140432 125000 1.76%
15 11.863 1658 1662 1670 rVB2 702224 799232 11.27%
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16 12.645 1792 1795 1808 rVB 325775 409178 5.77%
17 12.916 1836 1841 1845 rBV 5498131 5994789 84.53% 12.
18 13.821 1992 1995 2002 rBV 237710 281947 3.98%
19 13.963 2016 2019 2023 rBV 1146974 1009940 14.24%
20 15.433 2264 2269 2275 rBV 846579 980922 13.83%
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Sum of corrected areas: 46204261
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

4

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\

BF134664.D
: 08 Aug 2023 11:03
: CG\JU
: 03881-01
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF134664.D\data.ms

5.434
152 7.363

6.428
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3.416

Time-->
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TIC: BF134664.D\data.ms

9.157

12.916

10.622

9.828

11.316

8.075

12.645
I

0
Time-->
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TIC: BF134664.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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.
2.152 112.44 ng 6064690 1,4-Dichlorobenzene-d4 6.798

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 11 (2.152 min): BF134664.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000 43.1
87.1
R RRRRAREIEE
91 2.202.302.402.502.60
Oy T m/z 43.10  39.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T T [ TT T T[T TTT 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10 27.91%
29.
30 \‘\“ %90 ‘\
O \H‘\H\‘H\HHH‘HH‘HH“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
73.0
87.0 e
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.31%
27.0
0 112.0 129.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R RRRE AR e
30.0 2.202.302.402.502.60
m/z 41.10 13.06%
5000 87.0
44.0
15.0 72.0
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\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03

Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 2 (S)-(+)-1,2-Propanediol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
3.416  22.96 ng 1238470  1,4-Dichlorobenzene-d4 6.798
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 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
Abundance Scan 226 (3.416 min): BF134664.D\data.ms (-214) (-) m/z 45.05 100.00%
45.0
5000 /L
AR RR R
460 610 3.00 3.20 3.40 3.60 3.80
53.0 7T 75. S
Obrererrr e e e m/z 43,00 17.08%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
3.00 3.20 3.40 3.60 3.80
m/z 61.00 5.65%
0 19.0 ‘?%0380 | 530610 750
‘HH‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45.0

3.00 3.20 3.40 3.60 3.80
5000 m/z 44.05 5.24%

27.0
19.0 380 59.0
T [T PP [ P [T e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance :

#1083: Propylene Glycol T T T T T T
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.00 3.04%

o

o

m/z-->

5000
20.0
190 7 380, 530%0 760

5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

‘\\\V‘\\V\‘\\\\‘\\\\‘\\

3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.863 10.78 ng 799232  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1662 (11.863 min): BF134664.D\data.ms (-1658) (- m/z 73.00 100.00%
43.1 73.0
5000 129.0
1 213.2 — —
| le 1 185.1 ‘ 256.1 11.50 12.00
0 Ww‘i‘:‘w L T A mu‘u‘L‘_‘Hu\wmlew m/z 43.10 90.59%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — —
213.0 11.50 12.00
‘ 157 0135 0 m/z 60.00 86.44%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
73.0
— ==
430 11.50 12.00
5000 129.0 m/z 55.10 71.33%
171.0
214.0
101.0
O Ll A Al b e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid “ ‘
73.0 11.50 12.00
43.0 m/z 41.10 70.12%
5000 129.0
185.0
228.0
LA e |
01?9M“LN”W“WHAMWMMHJHMHHWHHMH‘_HWHHMH — —
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.645 8.10 ng 409178 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1795 (12.645 min): BF134664.D\data.ms (-1792) (-] ' m/z 43.10 100.00%

43.1
5000
129.1

3.1
— —
18‘5'1 2412 ons 12.50 13.00
0 “‘H‘ WWWWNJW"HH‘MLMM‘Ju““““‘ m/z 73.00 86.85%
mi/z--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 s s
12.50 13.00

m/z 60.00  85.30%

' 284.0
‘ 1850 241.0 ‘
0 “¢\M MHWAwh\J‘Hj“‘HH‘M“ S B
miz--> 50 100 150 200 250 300 350
Abundance
43.0 256.0

\
12.50 13.00
5000 m/z 57.05 78.57%

129.0
83.0 213.0
171.0
QSRR 18 ) VA N A ——
miz—-> 50 100 150 200 250 300 350

Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e —— ——
43.0 12.50 13.00

m/z 55.10  75.25%

5000 284.0
3.0 129.0
1850 2410

L WL e | e

7 —
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.821 5.58 ng 281947  Chrysene-di2 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1995 (13.821 min): BF134664.D\data.ms (-1992) (- m/z 57.05 100.00%
57.0
97.1
5000
1ge0  1dos
39.0 1850 2482 : :
ol il M‘\ L1 i 2801 m/z 43.05 89.81%
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol
83.0
43.0
5000 — ——
13.50 14.00
25.0 m/z 55.18  78.85%
0 \“\‘ ‘\“‘H\ ‘\‘ T “ ‘H‘ \‘L‘\ ‘h ﬂ_\ez(\) \2‘1(\)\0\ T \2\8\0.\0‘ T
miz--> 50 100 150 200 250 300
Abundance
57.0
97.0 ‘ T T ‘ T
13.50 14.00
5000 m/z 83.10 75.29%
0 1390 1820 2220 294.0 440,
e T
miz--> 50 100 150 200 250 300
Abundance #209741: 1-Docosene o T
55.0 13.50 14.00
m/z 97.10 70.14%
97.0
5000
dao L1l 0o o e
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080823\
Data File : BF134664.D

Acqg On : 08 Aug 2023 11:03
Operator : CG\JU

Sample : 03881-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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... 2.152 112.4 ng 6064690 1 6.798 1078770 20.0
(S)-(+)-1,2-Pro... 3.416 23.0 ng 1238470 1 6.798 1078770 20.0
n-Hexadecanoic ... 11.863 10.8 ng 799232 4 11.316 1483330 20.0
Octadecanoic acid 12.645 8.1 ng 409178 5 13.963 1009940 20.0
Behenic alcohol 13.821 5.6 ng 281947 5 13.963 1009940 20.0
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