LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc :

ALS Vvial : 10 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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132349.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.290 405 417 426 rBvV 995168 1356442 27.65% 4.091%
2 5.678 477 483 486 rBV 3224960 3315852 67.60% 10.001%
3 6.666 646 651 654 rBV 2957206 3310710 67.49%  9.986%
4 7.048 713 716 720 rVB 1100027 870970 17.76%  2.627%
5 7.613 807 812 815 rBV 2504983 2227166 45.40% 6.718%

6 8.336 931 935 938 rBV 1535029 1182899 24.11%
7 9.413 1114 1118 1121 rBV 5269774 4515830 92.06% 13.
8 1@.101 1231 1235 1238 rBV 1682676 1397474 28.49%
9 10.813 1350 1356 1360 rVB 220969 167076  3.41%
10 10.895 1365 1370 1373 rBV 3711680 3284886 66.97%

Ve wWww
N
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11 11.595 1485 1489 1492 rBV 1812273 1510044 30.78%
12 12.107 1571 1576 1591 rBV 708042 693215 14.13%

OO ONM
w
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<]
B

13 12.818 1691 1697 1703 rBV 112115 118528 2.42%
14 12.895 1705 1710 1720 rBV 158577 170543 3.48% 514%
15 13.048 1730 1736 1742 rVB 135986 156148 3.18% 471%

16 13.189 1756 1760 1764 rBV 4793249 4905304 100.00% 14.795%

17 14.077 1907 1911 1929 rBV 376458 635929 12.96% 1.918%
18 14.254 1937 1941 1944 rBV 1245830 1102207 22.47% 3.324%
19 14.342 1951 1956 1963 rBV 826533 891812 18.18%  2.690%

20 14.601 1990 2000 2011 rBV1e 47866 170975 3.49% 0.516%

21 15.130 2086 2090 2095 rVB 76755 80829 1.65% 0.244%

22 15.830 2203 2209 2221 rBV2 746542 1004896 20.49% 3.031%

23 16.418 2302 2309 2322 rBvV2 18851 84610 1.72% 0.255%
Sum of corrected areas: 33154345
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 07 Feb 2023 17:38
: CG\JU
: 01466-03

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
BF132349.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.290 31.15 ng 1356440 1,4-Dichlorobenzene-d4 7.048

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 417 (5.290 min): BF132349.D\data.ms (-405) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1
e AAEEERREEESS R
83.0 5.00 5.20 5.40 5.60
bbbl e 89 sz 59010 71.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I B B AL B
59.0 5.00 5.20 5.40 5.60
m/z 101.10  32.85%
15.0 101.0
2%\ Ly | 83.0 | ‘
O H\‘\\!\‘H!\[HH[\!‘H‘\!‘H‘\H\‘\H\‘\‘\H‘HH’HH’\\H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
e EEERamEEs R
5.00 5.20 5.40 5.60
m/z 58.10  18.52%
5000 101.0
28.0 59.0
84.0
150 ) |
O+t e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #296: Guanidine R B
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.10 8.71%
5000 18.0
o SR L WSOA—,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 2 Benzophenone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.813 2.39 ng 167076  Acenaphthene-di10 10.101
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 Methyl benzilate 242 C15H1403 000076-89-1 47
4 2-(2-0x0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
Abundance Scan 1356 (10.813 min): BF132349.D\data.ms (-1350) (- m/z 105.00 100.00%
105.0
77.1
5000 182.1
>1.0 10‘56 El.l‘Od
152.0 . :
bt e b A2 R m/z 77.10 56.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56926: Benzophenone
105.0
5000 77.0 182.0 — T
10.50 11.00
51.0 m/z 182.10 50.21%
oL 270 i | 126.0 152.0 I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 17.02%
51.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #126040: Methyl benzilate I LV
105.0 10.50 11.00
183.0 m/z 181.10 7.60%
5000 0
0 15\.0 5:5.0 Il | 127.0 15\2'0\ I A
R o B L A Lo o ——
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\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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.
12.107 9.18 ng 693215 Phenanthrene-d10 11.595
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1576 (12.107 min): BF132349.D\data.ms (-1571) (- m/z 73.00 100.00%

73.0
5000 129.1
213.2

3900 h ‘ ‘17‘11‘ ‘ 256.1 ‘ 12,00 12.50
0 g ULl b L 8290y 6e.00  73.75%
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
129.0 256.0
5000

213.0 12 00 12 50

7 m/z 43.05 61.59%

29. ‘
0 wumlﬂ X “LJ 8 ) R
m/z--> 50 100 150 200 250 300
Abundance #92068: Tridecanoic acid
73.0

1200 1250
5000 ITI/Z 57.05 59.60%
29.
129.0
‘ 171.0 214.0
m/z--> 50 100 150 200 250 300
Abundance #126203: Pentadecanoic acid

73.0 1200 1250

m/z 55.05 51.69%

5000 129.0
29.
199.0 242.0
0 “\\hU\ H;M‘\ ’ \Ml " ‘\ :‘I‘$‘3"‘0; ‘\‘ ‘\ ‘

m/z--> 50 100 150 200 250 300 1200 1250
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF020723\

Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS vial : 10

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 4 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.895 2.26 ng 170543 Phenanthrene-d10 11.595
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1710 (12.895 min): BF132349.D\data.ms (-1705) (- m/z 73.00 100.00%
73.0

-

5000
185.1 241.2 o
284.3 12.50 13.00

ob—, m/z 60.00 76.21%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid

43.0
5000 129.0 - ~

12.50 13.00
284.0 P
185.0 2410 m/z 43.05 70.72%

oL
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
‘ ——

T
12.50 13.00

5000 284.0 m/z 57.05 68.72%
3.0 1290
185.0 2410
0 \‘ﬂ‘\ uhH ““‘\‘M“‘\ ‘\“‘\‘ ‘\‘\‘ “““““““3)‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #126203: Pentadecanoic acid e —
73.0 12.50 13.00

m/z 55.05 60.73%

5000 129.0 NL//L/
29.
1990242.0
mime |
1

o

\hH\ \M‘\ al
m/z--> 50 OO 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\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 6 n-Tetracosanol-1 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.077 11.54 ng 635929  Chrysene-di12 14.254
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 (C24H500 000506-51-4 95
2 Cyclopentadecane 210 C15H30 000295-48-7 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan1911(14077num BF132349.D\data.ms (-1907) (- m/z 83.05 100.00%
3.0
43.Q
5000
25.1 —T
‘ 681 2201 2803 1499
oL dh m‘ iy e82 2291 2803 m/z 57.05 97.51%
miz--> 50 100 150 200 250 300
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 el ;
14.00
m/z 97.05 87.45%
O :I\-g\.q ‘\“ “ ‘ \ T M‘ % ‘h ‘h T “\8\‘]- \0 222\0\ ‘26\4\()\ \3?8\ \O\ T
miz--> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
T [
14.00
5000 97.0 m/z 69.18  79.92%
210.0
AT
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcohol — ‘
a3.d 83.0 14.00
' m/z 55.05 75.53%
5000
25.0
oLl e 00 oo J
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 7 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.342 16.18 ng 891812  Chrysene-di12 14.254
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 37

5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 17

Abundance Scan 1956 (14.342 min): BF132349.D\data.ms (-1951) (- m/z 277.05 100.00%

277.1
5000
77.0 182.9

14. 00 14 50
o des1) | | 2281 355

o399 1. G2y ll281 4 385 .5 078.05  32.71%
m/z--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14. 00 14 50
77.0 199.0 m/z 77.5  22.78%
152.0
O \2\7\.0\ ‘}‘ T \“\ T ‘ T T “H\ T \“\ M L ‘ T T T ’ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14. 00 14 50
5000 ITI/Z 182.95 21.15%

o

77.0 183.0
39 | 1280) \\ \H 228.0
m/z--> 5 100 150 200 250 300 350

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

1400 1450
m/z 198.9 20.57%
5000
7.0 183.0
131.0
P O e W R
m/z--> 50 100 150 200 250 300 350 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acq On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 8 unknownl4.601 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.601 3.10 ng 170975  Chrysene-d12 14.254
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-91-9 45
2 d-Norandrostane (5.alpha.,14.alp... 246 C18H30 1000281-13-8 41
3 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-41-8 38
4 4-Fluoro-benzoic acid (2-ethyl-c... 248 C14H17FN20 1000296-19-8 38
5 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 38

Abundance Scan 2000 (14.601 min): BF132349.D\data.ms (-1990) (- m/z 123.10 100.00%

81.0, 1281
5000 205.2
fll 63.0 2731

M“ T ]
341. 14.50 15.00
0’ m/z 95.05 96.15%
m/z--> 50 100 150 200 250 300
Abundance #82844: Cyclohexanone, 2,3,3-trimethyl-2-(3-methyl-1,3- LK%VAM%ﬂJﬁ\WM%WAW%W
123.0
206.0
5000 41.0 e —
79.0 14.50 15.00
m/z 81.05 88.60%
\

o

L e
|
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #131109: d-Norandrostane (5.alpha.,14.alpha.)
81.0

149.0
41.0 189.0

——
14.50 15.00
5000 m/z 69.10  86.54%

231.0
0 ”\ | “L‘ \L‘ | “L‘ S
miz--> 50 100 150 200 250 300

Abundance  #19539: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo- —
95.0 14.50 15.00
m/z 109.10  75.15%

55.0
5000
13‘8.0
n

T
m/z--> 50 100 150 200 250 300 14.50 15.00

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132349.D

Acqg On : 07 Feb 2023 17:38
Operator : CG\JU

Sample : 01466-03

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.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-... 5.290 31.1 ng 1356440 1 7.048 870970 20.0
Benzophenone 10.813 2.4 ng 167076 3 10.101 1397470 20.0
n-Hexadecanoic ... 12.107 9.2 ng 693215 4 11.595 1510040 20.0
Octadecanoic acid 12.895 2.3 ng 170543 4 11.595 1510040 20.0
n-Tetracosanol-1 14.077 11.5 ng 635929 5 14.254 1102210 20.0
Triphenylphosph... 14.342 16.2 ng 891812 5 14.254 1102210 20.0
unknownl4.601 14.601 3.1 ng 170975 5 14.254 1102210 20.0
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