LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF031523\
Data File : BF132804.D

Acqg On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc : HILLBOR-DRUMS-0314

ALS vial : 9 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-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132804.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.204 440 445 463 rVB 1685134 2343258 43.94% 6.027%
2 5.604 508 513 527 rBV 4240314 4685949 87.88% 12.052%
3 6.598 677 682 685 rBV 4234025 4692275 88.00% 12.068%
4 6.963 741 744 748 rBV 1510925 1207571 22.65% 3.106%
5 7.533 836 841 844 rBV 3161326 3157617 59.22% 8.121%
6 8.245 959 962 966 rBV 1745280 1494154 28.02% 3.843%
7 9.322 1141 1145 1148 rBV 5743870 5332384 100.00% 13.715%
8 10.004 1258 1261 1265 rBV 2049780 1891912 35.48% 4.866%
9 10.721 1379 1383 1386 rVB 434369 376183 7.05% 0.968%
10 10.804 1392 1397 1400 rBV 3595578 3504154 65.71% 9.013%
11 11.498 1512 1515 1519 rBV 2118786 1952920 36.62% 5.023%
12 12.015 1597 1603 1617 rBV2 497228 687842 12.90% 1.769%
13 12.257 1641 1644 1649 rVB 73767 68404 1.28% 0.176%
14 12.721 1718 1723 1729 rBV8 24948 54682 1.03% 0.141%

Q.

15 12.798 1732 1736 1746 rBV2 107304 168709  3.16%

16 13.092 1781 1786 1789 rVB 4760182 4787451 89.78% 12.
17 13.980 1933 1937 1954 rBV3 155782 376568 7.06%
18 14.151 1963 1966 1978 rVB 1234212 1255492 23.54%
19 15.203 2138 2145 2147 rBV7 48227 101743 1.91%
20 15.686 2222 2227 2234 rBV 550474 741576 13.91%
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Sum of corrected areas: 38880844
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@31523\
BF132804.D

: 15 Mar 2023 15:41
: CG\JU
: 01908-01

: 9 Sample Multiplier: 1

HILLBOR-DRUMS-0314

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\

Data File : BF132804.D

Acq On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc . HILLBOR-DRUMS-0314

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5204 38.81ng 2343260 1,4-Dichlorobenzene-d4  6.963
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 56

2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202

3 Acetic acid, cyano-,

1,1-dimethy... 141 C7H11NO2

000540-88-5 39
001116-98-9 17

4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 445 (5.204 min): BF132804.D\data.ms (-440) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\
650 ‘ 4.80 5.00 5.20 5.40 5.60
0 el e m/z 59.00  64.83%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 24.29%
0 27\\\ Ll ’ 830 10‘10
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e
4.80 5.00 5.20 5.40 5.60
5000 5b 0o m/z 58.00  16.61%
101.0
0+ ‘1‘?‘.0‘“1“ “‘w R ‘8‘3"0“ e
miz--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R ‘ u
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.59%
5000 41.0
0 \H \‘ \‘ if ‘ 126.0 142.0
— e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\
Data File : BF132804.D

Acq On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc : HILLBOR-DRUMS-0314

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.721 3.98 ng 376183  Acenaphthene-di0 10.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
3 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
4 Methyl 2-benzoyl-4-cyanobutanoate 231 C13H13NO3 1010486-83-8 43
5 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 43
Abundance Scan 1383 (10.721 min): BF132804.D\data.ms (-1379) (- m/z 104.95 100.00%
105.0
.0 182.0
5000
51.0 ‘0\ 0‘ ‘ \00‘
10.5 11.
152.0
Ol it e e 2200 RS m/z 76.95  58.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 e ——
10.50 11.00
51.0 m/z 182.00  53.40%
O \\\‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\‘\\\112\6\.9\‘?_\5\%\.0‘\\\\“\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 18.93%
51.0
0 29.0 N | 136.0 164.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19859: Benzenecarbothioic acid — o
105.0 10.50 11.00
m/z 181.00 9.22%
77.0
5000
51.0
o280 | | 1330
B e B o e AR —— —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\
Data File : BF132804.D

Acq On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc HILLBOR-DRUMS-0314

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.015 7.04 ng 687842  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1603 (12.015 min): BF132804.D\data.ms (-1597) (- m/z 72.95 100.00%
73.0
43.1
5000
129.0
213.1 —_ :
| ‘ M‘ cr | 171 1 256.1 12.00
0brrerrrelbb Ll b d L Lt bt LT myz 6e.00  76.44%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 — :
129.0 12.00
213.0 m/z 43.10 68.10%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M}‘\ ‘H\L \‘\““\ \H‘”h “\H\‘\HHH‘H‘H‘\‘\ \‘N‘\H\‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
T T
12.00
5000 m/z 57.05 60.12%
129.0
H ‘ 171.0 214.0
0“ww‘WMNNMUﬂw‘ﬂhHu‘mwhwm‘wwﬂuw‘uh‘uw‘uw‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid s :
73.0 12.00
1290 m/z 55.00 54.30%
5000 43.0
185.0 228.0
157.
0 ﬂ =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\

Data File : BF132804.D

Acq On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc . HILLBOR-DRUMS-0314

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 3-Eicosene, (E)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
13.980 6.00 ng 376568  Chrysene-d12 14.156
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Triacontan-15-0l 438 C30H620 031849-26-0 91

4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
5 2- Chloropropionic acid, octadec... 360 C21H41C102

1000406-04-8 91
088104-31-8 91

Abundance Scan 1937 (13.980 min): BF132804.D\data.ms (-1933) (- m/z 57.05 100.00%
57.0

5000
111

=

14.00
83.05

167.9 225.0 280.0
0l o byl M h%m T m/z

m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
5000 T
11.0 14.00
m/z 69.10 74.42%
0 \‘\ 1 | ,167.0 2240 2800
T T ‘\ \\ L L T T LI LI L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215083: 1-Heneicosano
55.0
——
14.00
5000 11.0 ITI/Z 43.05 73.84%
o LU asr0 zmpzss0
m/z--> 50 100 150 200 250 300 350 400
Abundance #321443: Triacontan-15-ol 7
57.0 14.00
m/z 97.00 72.49%
111.0
5000
‘ 241.0
ol Ll LLpere [ soeo se20 ara )M
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\
Data File : BF132804.D

Acq On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc HILLBOR-DRUMS-0314

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 .beta.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.204 2.74 ng 101743 Perylene-d12 15.686
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 64
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 55
4 Carbamothioic acid, (1,7,7-trime... 303 C18H25NOS 1000337-85-0 35
5 2,4-Hexadienamide, N-(4-methylph... 201 C13H15NO 1000362-68-5 30
Abundance Scan 2145 (15.203 min): BF132804.D\data.ms (-2138) (-]  m/z 213.20 100.00%
57.0 218.2
105.0
159.1
329.2
5000
396.2
p74.1 WAMMMWK\ —r—
15.00 15.50
0l m/z 57.00 91.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 —r ——
107.0 4140 15.00 15.50
161.0 m/z 81.00 84.32%
213.0 303.0
n 257. 354.0
O T " \‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
15.00 15.50
5000 5.0 m/z 105.00  82.37%
145.0 414.(
213.0 303.0
0 ‘\“ | ’M“ . .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ——
43.0 15.00 15.50
m/z 95.00 79.72%
5000
368.0
>0 145.0
’ 414.(
213.0
0l ’\ b ‘H H\L\ \h“m‘”\\‘\‘wh’ \md o, : g \‘,57\‘5\.(\),‘?\’2\%'9,“‘\“‘0 oy — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF©31523\
Data File : BF132804.D

Acqg On : 15 Mar 2023 15:41

Operator : CG\JU

Sample : 01908-01 :
Misc : HILLBOR-DRUMS-0314

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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|
2-Pentanone, 4-... 5.204 38.8 ng 2343260 1 6.963 1207570 20.0
Benzophenone 10.721 4.0 ng 376183 3 10.004 1891910 20.0
n-Hexadecanoic ... 12.015 7.0 ng 687842 4 11.498 1952920 20.0
3-Eicosene, (E)- 13.980 6.0 ng 376568 5 14.156 1255490 20.0
.beta.-Sitosterol 15.204 2.7 ng 101743 6 15.686 741576 20.0
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