LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

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

Signal : TIC: BF132352.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.290 408 417 426 rBV 949741 1161850 29.94%  3.995%
2 5.672 477 482 485 rBV 2872438 2857530 73.63% 9.826%
3 6.666 645 651 654 rBV 2747075 2804289 72.26% 9.643%
4 7.048 713 716 720 rVB 1023658 816142 21.03% 2.806%
5 7.613 807 812 815 rBV 2196083 1879333 48.42% 6.462%
6 8.337 931 935 938 rBV 1432479 1111588 28.64% 3.822%
7 9.413 1114 1118 1121 rBV 4755652 3881089 100.00% 13.345%
8 10.101 1231 1235 1238 rBV 1521435 1290404 33.25% 4.437%
9 10.813 1350 1356 1359 rBV 226362 173945 4.48% 0.598%
10 10.889 1365 1369 1373 rBV 2705037 2574969 66.35%  8.854%
11 11.595 1485 1489 1492 rBV 1603993 1360538 35.06% 4.678%
12 11.619 1492 1493 1497 rVB 205134 116707 3.01% 0.401%
13 11.672 1497 1502 1504 rBV2 45553 72523 1.87% 0.249%
14 12.107 1572 1576 1579 rBV ~ 580451 518202 13.35% 1.782%
15 12.213 1591 1594 1597 rBV2 48972 61208 1.58% 0.210%
16 12.819 1693 1697 1700 rBV 320352 273166 7.04% 0.939%
17 12.895 1706 1710 1716 rBV2 114149 132735 3.42% 0.456%
18 13.048 1729 1736 1742 rBV 329696 360314 9.28% 1.239%
19 13.189 1756 1760 1763 rBV 4163563 3677526 94.76% 12.645%
20 13.619 1828 1833 1837 rBV2 59924 80175 2.07% 0.276%

21 14.077 1908 1911 1924 rVB2 210382 386679  9.96%
22 14.254 1937 1941 1944 rBV 985364 973528 25.08%
23 14.277 1944 1945 1951 rVB 115503 94919 2.45%
24 14.342 1951 1956 1963 rBV 796559 874832 22.54%
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25 15.130 2087 2090 2095 rVB 105164 102466 2.64% 352%
26 15.354 2124 2128 2131 rBV 102142 150663 3.88% 0.518%
27 15.689 2182 2185 2192 rVB 62637 83865 2.16% 0.288%
28 15.760 2193 2197 2203 rVB 87774 121297 3.13% 0.417%
29 15.830 2204 2209 2214 rBV2 704818 953264 24.56% 3.278%
30 17.454 2480 2485 2495 rVB2 35163 80053 2.06% 0.275%
31 17.948 2565 2569 2575 rVB3 29020 56069 1.44% 0.193%
Sum of corrected areas: 29081868
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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

Abundance TIC: BF132352.D\data.ms

4000000
3000000 5.672 6.666

7.613
2000000

1000000 5.290 7.048

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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 7.80 8.00

Abundance TIC: BF132352.D\data.ms
9.413

13.189
4000000

3000000 10.889

2000000
11595
8.337 10.101

1000000
12.107

0 10.8 ﬁ 1 '6.(132 /ﬁz.zls
—— — - P ——t —r— —— e L P
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF132352.D\data.ms

12.81%3.04
.895
\‘“\‘iﬁ [ e

4000000
3000000

2000000

14,254
1000000 4.342 15.830

0 T T T T T T

17.454 17.948
T T T ‘ T T T T ‘ T T T T ‘ ‘ T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T ‘ T T ’
18.00 18.50

8270-BF013123.M Wed Feb 08 11:36:54 2023 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.290 28.47 ng 1161850 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): BF132352.D\data.ms (-408) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
A RaE o AmAREE T
| 111 831 5.00 5.20 5.40 5.60
b e e e e m/z 59.10 71.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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5000 UL L B I AL BN
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150 1010 m/z 101.10  34.04%
O \\\‘\\‘\.\‘\\\ﬁ‘]r(\)\\“H{\\‘\\‘}\‘\\\\‘\\\\8‘§\.\0\‘\\\}“\.\\\‘\
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Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
Ea e RERRR
5.00 5.20 5.40 5.60
m/z 58.10  18.91%
5000 101.0
28.0 59.0
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0 mﬁ?{(‘)_m“‘lWW"_:‘m"‘7‘1};”“ulu_wmw
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Abundance #296: Guanidine A ma e e R
43.0 59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.20%
5000 18.0
1.0
o 1 — SRS S—
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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 : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 5
R.T. EstConc Area Relative to ISTD R.T.
10.813 2.70 ng 173945  Acenaphthene-di0 10.101
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzilic acid 228 C14H1203 000076-93-7 50
3 Benzoic acid, pentafluorophenyl ... 288 C13H5F502 1000360-67-9 47
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 Vinyl benzoate 148 C9H802 000769-78-8 43
Abundance Scan 1356 (10.813 min): BF132352.D\data.ms (-1350) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0 T T
152.0 | 10.50 11.00
O b e e e b e e M/ 77.000 55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 - ——
10.50 11.00
51.0 m/z 182.10  50.60%
‘ 152.0 |
O \\‘\\\\‘\\\\’\\\H“‘\\\\‘\\\\’\\\\‘\\1”\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109115: Benzilic acid
105.0 183.0
— ]
o 10.50 11.00
5000 m/z 51.00 16.30%
51.0
O 200 e W20 L 2100
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #183449: Benzoic acid, pentafluorophenyl ester - -
105.0 10.50 11.00
m/z 181.10 8.40%
5000 o
51.0
0 27.0 \‘ il 155.0 183'0 ﬂ/\ LA
T ma R BAARE A a R P Pho o L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 7.62 ng 518202  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 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1576 (12.107 min): BF132352.D\data.ms (-1572) (- m/z 73.00 100.00%
73.0
43.1
5000 129.1
213.2 — —
| ‘ M ‘ 15‘7'1185 1 ‘ 256.1 12.00 12.50
0"WH‘JLNWW‘ﬂu‘Nmbﬁwmwuuq‘wwmwﬁ‘um‘hw‘HM“ m/z 60.00 69.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 — e
213.0 12.00 12.50
‘ 157.0185.0 m/z 43.10 61.80%
O TTT ‘\‘\‘\ \“‘i‘\ \H!H‘\h \ \ T \U‘\ \H‘U‘l ‘ \H\‘\ \“‘\ T \“ T \‘\ T ‘ \“\ \‘\“ T \‘\ ‘ \‘\ TT ‘ TTT \“ T
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
== ==
12.00 12.50
5000 m/z 57.05 59.07%
129.0
H ‘ 171.0 2140
O‘H‘mmwﬁmw“UNM%MHuuuwhuuuhwﬂuwukwuw‘uwu
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid == —
43.0 ,73.0 12.00 12.50
m/z 55.05 54.37%
5000 129.0
99.0
s e
S EXT 10 O O P O 0 N
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 4 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.077 7.94 ng 386679  Chrysene-di12 14.254
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 93
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 1-Docosene 308 C22H44 001599-67-3 90
5 1-Heneicosanol 312 C21H440 015594-90-8 81
Abundance Scan 1911 (14.077 min): BF132352.D\data.ms (-1908) (- m/z 57.05 100.00%
57.0
7.0
5000
oo
2341 .
- \M ‘H‘ L “*‘8‘2‘2 3020 m/z 83.10  86.64%
m/z--> 50 100 150 200 250 300 350
Abundance #87654: Cyclopentadecane
55.0
5000 — :
14.00
m/z 97.05 76.41%
L \
O\\h\ " \\’%‘h’\\\‘\’1\\\’\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
T T \
14.00
5000 m/z 43.10 72.90%
0 ‘\ ‘\ ! ‘ \H\ J{ \‘\ d\ \\81 0222 0264.0 308.0
A e
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T ‘
57.0 97.0 14.00
m/z 55.05 67.72%
5000
9.0
o b LAk g 1 1810222.0264.0306.0 378
i “, A e —
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF013123.M Wed Feb 08 11:36:59 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 5 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.342 17.97 ng 874832  Chrysene-di12 14.254
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32
Abundance Scan 1956 (14.342 min): BF132352.D\data.ms (-1951) (- m/z 277.05 100.00%
277.1
5000 Jk
77.0 198.9
‘ 1150 15‘20 ‘ H 14.00 14.50
ol 390 L IS0 b hoh20 L h/z 078.10  32.49%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0
152.0 14. 00 14 50
m/z 77.05 22.45%
18
oLt ‘ ‘M‘u‘m\‘ ‘\ “\‘Huh‘\\‘ \H\‘ i \‘ I ‘23‘3‘0 .
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14. 00 14 50
5000 m/z 198.95 21.36%
o 183.0
SEECT . LY \\ ‘u 2280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 1400 1450
m/z 182.95 20.99%
5000
77.0 183.0
me
) SN ES N R RS N ) S
m/z--> 50 100 150 200 250 300 1400 1450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acq On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS Vial : 13  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 6 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.130 2.15 ng 102466  Perylene-di12 15.830
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 Farnesol formate 250 C16H2602 917105-98-7 80
4 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 64
5 (3E,7E)-4,8,12-Trimethyltrideca-... 218 C1l6H26 062235-06-7 59

Abundance Scan 2090 (15.130 min): BF132352.D\data.ms (-2087) (- m/z 69.10 100.00%

69.1
5000

121.0 15.00 15.50

! w“‘w‘k 3631 2182 2701 3411 ., 81.1e  56.30%

m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0

o

5000 — —
15.00 15.50
m/z 41.10 17.10%
121.0
0270 il 11,1750 23102730 3410 410,
\\\‘\ \‘\\\\’\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
—— —
15.00 15.50
5000 m/z 95.05 14.79%
137.0
ON‘A“MWA‘ 191.0 273.0 3410 410.
e e A o
m/z--> 50 100 150 200 250 300 350 400
Abundance #135967: Farnesol formate —— —
69.0 15.00 15.50

m/z 68.05 11.60%

5000
121 .0
| ‘ H“ ‘HW h\‘ \\u ‘\‘MH\ M | ?O 250.0

\ T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020723\
Data File : BF132352.D

Acqg On : 07 Feb 2023 19:15
Operator : CG\JU

Sample : 01464-03

Misc

ALS vial : 13 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 28.5 ng 1161850 1 7.048 816142 20.0
Benzophenone 10.813 2.7 ng 173945 3 10.101 1290400 20.0
n-Hexadecanoic ... 12.107 7.6 ng 518202 4 11.595 1360540 20.0
Cyclopentadecane 14.077 7.9 ng 386679 5 14.254 973528 20.0
Triphenylphosph... 14.342  18.0 ng 874832 5 14.254 973528 20.0
Squalene 15.130 2.1 ng 102466 6 15.830 953264 20.0
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