LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc :

ALS Vvial : 15 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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135012.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 3 8 23 rVB3 36591 101525 2.88% 0.450%
2 4,987 489 493 498 rVB 599019 634362 18.01% 2.813%
3 5.399 559 563 574 rVB 1328359 1140228 32.37% 5.056%
4 6.404 730 734 746 rBV 744628 718106 20.39%  3.184%
5 6.575 760 763 766 rBV 335229 273159 7.75% 1.211%
6 6.604 766 768 772 rVB 194055 148099 4.20% 0.657%
7 6.704 780 785 788 rBV 1180772 1115104 31.66% 4.945%
8 6.769 793 796 799 rBV 1160329 963408 27.35% 4.272%
9 6.804 799 802 805 rVB 902221 710708 20.18% 3.151%
106 7.175 862 865 868 rBV 103025 83187 2.36% 0.369%
11 7.334 887 892 895 rBV 2117453 2115302 60.05% 9.380%
12 8.051 1009 1014 1017 rBV 1458469 1269433 36.04% 5.629%
13 8.598 1101 1107 1112 rBvV2 35912 39262 1.11% 0.174%
14  9.134 1192 1198 1201 rBV 3597989 3522420 100.00% 15.619%
15 9.251 1213 1218 1222 rVB3 48411 49128 1.39% 0.218%
16 9.434 1245 1249 1251 rBV 114658 102242 2.90% 0.453%
17 9.681 1285 1291 1294 rBV2 32818 44503 1.26% ©0.197%
18 9.810 1308 1313 1316 rBV 1382993 1292134 36.68% 5.730%
19 10.016 1340 1348 1350 rBV8 19902 37614 1.07% 0.167%
20 10.234 1381 1385 1388 rVB 211224 169442 4.81% 0.751%
21 10.310 1394 1398 1403 rVB5 45999 48008 1.36% 0.213%
22 10.598 1443 1447 1451 rBV 1571066 1324099 37.59% 5.871%
23 10.816 1482 1484 1488 rVB2 31460 35547 1.01% 0.158%
24 10.969 1506 1510 1513 rVB2 62186 74302 2.11% 0.329%
25 11.298 1562 1566 1570 rVB 1239717 1070771 30.40% 4.748%

26 11.839 1652 1658 1668 rBV2 679637 872954 24.78%
27 12.633 1787 1793 1804 rBV 516991 586334 16.65%
28 12.898 1834 1838 1841 rBV 2322451 2051826 58.25%

w o wvuNWw
[
O
(o]
R

29 13.816 1991 1994 2002 rVB 113989 132221 3.75% 586%
30 13.957 2014 2018 2022 rBV 936200 805172 22.86% 570%
31 15.427 2263 2268 2275 rBV 712999 841670 23.89% 3.732%
32 16.574 2459 2463 2470 rVB2 107609 179234 5.09% 0.795%

Sum of corrected areas: 22551504
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135012.D\data.ms
3500000

3000000

2500000

7.334
2000000

1500000 5.399
68069

1000000 61804
6.404
4.987

500000 6.57
7.175

6460
134

Om\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\"\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF135012.D\data.ms
3500000 9.134

L
T T

3000000
2500000 12.898

2000000

10.598

1500000 8.051

1000000

500000

L

0 8.598 9.259434 9.681| 10,
i A ‘ =

—T 7 T T — T 7
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF135012.D\data.ms
3500000

3000000
2500000
2000000
1500000
13.957

1000000 15.427

500000 13.81 16.574

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 unknown2.134 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
2.134 2.11 ng 101525 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanone, 1l-methoxy- 88 C4H802 005878-19-3 45
2 2-Nonanol 144 C9H200 000628-99-9 32
3 Isoamyl lactate 160 C8H1603 019329-89-6 28
4 2-Hexadecanol 242 C16H340 014852-31-4 25
5 1-Pentanol, 5-methoxy- 118 C6H1402 004799-62-6 25
Abundance Scan 8 (2.134 min): BF135012.D\data.ms (-3) (-) m/z 43.00 100.00%
43,0
. jAk\“v«wNWVANNAVVNWA
710 T T[T T T T[T T T T[T T T rrrrT
H\ “ 920 125.0 2.202.302.402.50
S m/z 45.00  94.07%
m/z--> 20 40 60 80 100 120 140
Abundance #2302: 2-Propanone, 1-methoxy-
45.0
5000 AT T
2.202.302.402.50
57.95 39.55%
29.0 m/z
0 L e10 88.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #24375: 2-Nonano
45.0
2.202.302.402.50
5000 m/z 71.00 17.32%
27.0 69.0
o b L0 o
m/z--> 20 40 60 80 100 120 140
Abundance #36643: Isoamyl lactate ‘H‘HA‘““W“H,‘H“
45.0 2.202.302.402.50
m/z 38.95 13.26%
5000
70.0
27.0
SN R .1 S-S o 1Y
miz--> 20 40 60 80 100 120 140 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.987 13.17 ng 634362 1,4-Dichlorobenzene-d4 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 493 (4.987 min): BF135012.D\data.ms (-489) (-) m/z 43.00 100.00%

3.0
59.0
5000
1010 [T T T[T T T[T T[T T 11
83.0 4.60 4.80 5.00 5.20 5.40
obrr el e m/z 59.60 57.32%
m/z--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B B
4.60 4.80 5.00 5.20 5.40
59.0 m/z 101.60  18.02%
101.0
0\\\‘ij.‘?\\“”}\\‘i‘\\\\8‘3"\.0\\\“‘\\\\’\\\\’\\
m/z--> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0

4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 57.95 15.35%

H ‘ 87.0
20 ] HH\
m/z--> 20 40 60 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ‘ m
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.05 8.53%

5000 41.0 J
0 MJ L ‘ 12§01420

m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2-Propanol, 1-(2-methoxy-1-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.575 5.67 ng 273159 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 59
3 2-Propanol, 1-(2-ethoxypropoxy)- 162 C8H1803 010143-32-5 56

4 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 50
5 Ethane, 1-ethoxy-1-methoxy- 104 C5H1202 010471-14-4 50

Abundance Scan 763 (6.575 min): BF135012.D\data.ms (-760) (-) m/z 59.00 100.00%

59.0
5000
103.1

‘ 6.20 6.40 6.60 6.80
Ol e 100 2970 m/z 45.00  51.58%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-

o

59.0

5000 R e AR R
6.20 6.40 6.60 6.80
103.0 5
31.0 ‘ m/z 103.10 29.68%
0\\‘\‘\‘\“\‘\“‘H\\\\”\\\\‘\\\\‘}\\\’\\\.\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17331: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
T e
6.20 6.40 6.60 6.80
5000 m/z 41.05 24.67%
103.0
31.0 ‘
0‘“MJLWM‘HM‘H“H"_“W‘H“H“_“w“u“u‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38407: 2-Propanol, 1-(2-ethoxypropoxy)-
59.0 6.20 6.40 6.60 6.80

m/z 73.00 24.45%

5000
31.0
‘ 103.0
O T \‘ L ‘\ ,131.0
L .

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Dipropylene glycol (isomer 3) Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.604 3.07 ng 148099 1,4-Dichlorobenzene-d4 6.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 72
2 Dipropylene glycol (isomer 3) 134 C6H1403 1000506-25-5 53
3 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 53
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 53
5 Dipropylene glycol (isomer 2) 134 C6H1403 1000506-25-4 53
Abundance Scan 768 (6.604 min): BF135012.D\data.ms (-766) (-) m/z 59.00 100.00%
59.0
5000
103.1
R
‘ 6.20 6.40 6.60 6.80 7.00
Obrrr oo el b b e e 2900 m/z 45.00 64.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #26719: 2-Propanol, 1-(2-methoxy-1-methylethoxy)-
59.0
5000 DAL B B e e e
6.20 6.40 6.60 6.80 7.00
31.0 103.0 m/z 103.10 29.41%
0 \\‘\‘\‘\“\‘\“‘H\\\\”\\\\‘\\\\‘}\\\’\\\.\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17321: Dipropylene glycol (isomer 3)
59.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 41.10 27.34%
31.0 103.0
A —
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17330: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0 6.20 6.40 6.60 6.80 7.00
m/z 73.05 25.56%
5000
31.0 103.0
0 I
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 unknown6.704 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.704  23.15 ng 1115100 1,4-Dichlorobenzene-d4 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethoxypentan-3-ol 132 C7H1602 100910-92-7 45
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 40
3 Carbonic acid, 2-ethoxyethyl 2-m... 192 C8H1605 1000331-46-1 40
4 Di-sec-Butyl ether 130 C8H180 006863-58-7 38
5 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 37

Abundance Scan 785 (6.704 min): BF135012.D\data.ms (-780) (-) m/z 59.00 100.00%

59.0
101.0
5000 41.
o ARBEEEEEEEE R
‘ 83.0 6.40 6.60 6.80 7.00
bl T wm/z 44.95  84.99%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16534: 1-Ethoxypentan-3-ol
59.0
5000 LB L e e
6.40 6.60 6.80 7.00
41.0 85.0 103.0 m z 57.00 72.04%
0\\‘\\\\‘\'&#‘\ ‘H‘\\‘\‘\‘\‘\\\“\\\‘\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
R RREEEE R
27/0 87.0 6.40 6.60 6.80 7.00
5000 m/z 73.05 70.29%
‘ 69.0
P [ O O -
m/z--> 20 40 60 80 100 120 140 160
Abundance #67266: Carbonic acid, 2-ethoxyethyl 2-methoxyethyl est
59.0 6.40 6.60 6.80 7.00
m/z 101.00  53.48%
5000 31.0
o | 890 4160 1480
et  RRRREE e e
mlz--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.839 16.31 ng 872954  Phenanthrene-di10 11.298
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1658 (11.839 min): BF135012.D\data.ms (-1652) (- m/z 43.05 100.00%
43.0 (73.0
5000
129.0
213.2 T T T
| H\ LS T e ME0 1200
(A ‘w“““www A m/z 0.0 94.58%
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 — ==
129.0 11.50 12.00
213.0 m/z 73.00 91.29%
‘ H(ﬂ 157.0185.0 ‘
01\?‘0\\\\ HH\H\M{‘\‘HH\H““HH‘N“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— ==
11.50 12.00
5000 129.0 m/z 57.05 77 .45%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid = TS
43.0 73.0 11.50 12.00
m/z 41.00 74.03%
5000 129.0
O
O1§RhHLMWNM“NwAWJM_NH_‘JMJH_MHM‘HM‘HM‘H_ — e
m/z--> 20 40 60 80 100120 140 160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.633 14.56 ng 586334  Chrysene-d12 13.957
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1793 (12.633 min): BF135012.D\data.ms (-1787) (- m/z 43.10 100.00%

431 73.0
5000 HLM 129.0
. ] .

—— —
‘ 12.50 13.00
e m/z 73.00  92.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0

o

5000 129.0 12.50 1356
m/z 60.00 81.57%

185.0 2410 284.C )
01
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
== —
43.0 129.0 256.0 12.50 13.00
m/z 57.05 80.97%
5000 213.0
“ 1710
0 ““H““‘H”!”“‘M ”“‘ !
m/z--> 20 40 60 80100120140160180200220240260280
Abundance #126203: Pentadecanoic acid T T
430 730 12.50 13.00

m/z 55.00  73.27%

5000 129.0
199.0 242.0
“ H\ i \\hH\ M‘\ Al ‘ Sﬁq ‘ ‘ :

— —
m/z--> 20 40 6 80 00120140160180200220240260280 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Henicos-1-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.816 3.28 ng 132221  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Henicos-1-ene 294 C21H42 001599-68-4 94
2 1-Hexacosene 364 C26H52 018835-33-1 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance Scan 1994 (13.816 min): BF135012.D\data.ms (-1991) (- m/z 57.00 100.00%

57.0
97.1
5000
T W
0 “prM‘WWM”M‘ ?Jm??ﬁjw\w2799§njp““‘ m/z. 55.05 .99.49%
m/z--> 50 100 150 200 250 300 350
Abundance #192005: Henicos-1-ene
55.0
97.0
5000 “ ——
13.50 14.00
294.0 ITI/Z 43.00 90.20%
.0
0 \\“\ ‘\““\“‘\ ‘H “‘i‘\‘h “\1‘\82022\4\0\‘\\\\“\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
510 970
— —
13.50 14.00
5000 m/z 97.10 75.90%
oL LU ‘m h ““1\8‘1‘0‘ 2380 2920 364
m/z--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0 1350 1400
m/z 83.05 67.25%
97.0
5000
oo [ 111 | 1010 080
m/z--> 50 100 150 200 250 300 350 1350 1400
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07

Operator : CG\JU

Sample : 04152-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9 17.alpha.H-Trisnorhopane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.574 4.26ng 179234  Perylene-di2 15.427
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17.alpha.H-Trisnorhopane 370 Co7Has 053584-59-1 87

2 (7S,7aR,13aS)-9-Methoxy-

4,4,7,7a... 344 C22H3203

3 17.alpha.(H),21.beta. (H)-Hopane 412 C30H52
4 28-Nor-17.alpha. (H)-hopane 398 C29H50

5 Anthracene, 9-butyl-

234 C18H18

1000482-45-3 53
013849-96-2 46
053584-60-4 46
001498-69-7 38

Abundance Scan 2463 (16.574 min): BF135012.D\data.ms (-2459) (- m/z 191.15 100.00%
191.2
5000 95.1
‘ ‘ 16.50 |
397.4 :
ok M%\hh LWWM“‘””J‘Wh%ﬁiQ\H\‘?%?j‘\\\\Hﬁ\ m/z 95.10 39.79%
m/z--> 100 150 200 250 300 350 400
Abundance #279725: 17 .alpha.H-Trisnorhopane
191.0
95.0
5000 — :
16.50
149.0 370.0 m/z 81.10  32.95%
0 \‘\ \H‘ ‘hh H‘\ \‘\\‘m‘ ‘H\‘ - H‘ ‘2“‘16“0‘ : ‘3‘1‘4"0“ “‘ !\ R
miz--> 50 100 150 200 250 300 350 400
Abundance #253696: (7S,7aR,13aS)-9-Methoxy-4,4,7,7a-tetramethyl
191.0
T
16.50
5000 m/z 69.10  29.98%
95.0
ol ‘M H\\ I H\ \H M L 2450 3440
m/z--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha.(H),21.beta.(H)-Hopane 7 ‘
191.0 16.50
m/z 123.10 27.98%
69.0
5000
123.0
‘ 412.(
O L ‘ : ‘\ \H “H‘ \‘M \‘M\‘“\‘ \h\ bl | h\‘ 1| ‘2?‘9 ‘0‘3‘0‘1‘0‘ - ?99 ‘0‘ “ “ : —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135012.D

Acqg On : 30 Aug 2023 19:07
Operator : CG\JU

Sample : 04152-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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|
unknown2.134 2.134 2.1 ng 101525 1 6.769 963408 20.0
2-Pentanone, 4-... 4.987 13.2 ng 634362 1 6.769 963408 20.0
2-Propanol, 1-(... 6.575 5.7 ng 273159 1 6.769 963408 20.0
Dipropylene gly... 6.604 3.1 ng 148099 1 6.769 963408 20.0
unknown6.704 6.704 23.1 ng 1115100 1 6.769 963408 20.0
n-Hexadecanoic ... 11.839 16.3 ng 872954 4 11.298 1070770 20.0
Octadecanoic acid 12.633 14.6 ng 586334 5 13.957 805172 20.0
Henicos-1-ene 13.816 3.3 ng 132221 5 13.957 805172 20.0
17.alpha.H-Tris... 16.574 4.3 ng 179234 6 15.427 841670 20.0
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