LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132593.D

Acqg On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc . SAMPLE-1-COMP-1

ALS Vvial : 11  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: BF132593.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.240 446 451 463 rVB 1704051 2131380 49.24% 6.271%
2 5.634 513 518 521 rBV 4480248 4275820 98.78% 12.581%
3 6.628 682 687 690 rBV 4130662 4171373 96.37% 12.274%
4 7.004 747 751 754 rBV 1368189 1108184 25.60% 3.261%
5 7.569 842 847 850 rBV 2932251 2750334 63.54% 8.093%

6 8.287 966 969 972 rBV 1729355 1310693 30.28%
7 9.363 1148 1152 1155 rBV 5107927 4328596 100.00% 12.
8 10.051 1265 1269 1272 rBV 1489979 1300039 30.03%
9 10.763 1386 1390 1393 rVB 246494 203622 4.70%
10 10.839 1399 1403 1407 rBV 2670517 2456990 56.76%
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11 11.545 1519 1523 1525 rBV 1402812 1213161 28.03%
12 11.569 1525 1527 1530 rVB 184960 148213 3.42%
13 12.057 1605 1610 1618 rBV2 472745 534737 12.35%
14 12.763 1726 1730 1734 rBV 282341 271862  6.28%
15 12.845 1741 1744 1749 rBV2 83555 106246 2.45%
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16 12.998 1764 1770 1776 rBV 214058 237335 5.48%
17 13.133 1789 1793 1796 rBV 4396250 4051017 93.59% 11.
18 14.045 1943 1948 1959 rBV3 155611 408109  9.43%
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19 14.198 1970 1974 1977 rBV 1304668 1379907 31.88% 060%
20 14.227 1977 1979 1984 rVB 89946 95662 2.21% 281%
21 15.063 2117 2121 2125 rVB 375499 385459 8.90% 1.134%
22 15.757 2234 2239 2246 rBV 829300 1117026 25.81% 3.287%

Sum of corrected areas: 33985765
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132593.D

Acq On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc . SAMPLE-1-COMP-1

ALS Vial : 11 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

Abundance TIC: BF132593.D\data.ms
5000000

5.634

6.628
4000000

3000000 7.569

2000000 5.240

7.004

1000000

o\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\
Time--> 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 7.80

Abundance TIC: BF132593.D\data.ms
5000000 9.363

13.133

4000000

3000000 10.839

2000000 8.287

10.051 11.545

1000000
12.057
10-@& 11//569
0 . — — e

pgese

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF132593.D\data.ms
5000000

4000000

3000000

2000000

14.198

1000000

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 18.00 18.50
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Data\B
BF132593.D

: 01 Mar 2023 16:11
: CG\JU
: 01739-01

: 11 Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Met
: ASP BNA STANDARDS FOR 5 POIN

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

FO30123\

SAMPLE-1-COMP-1

hods\8270-BF022223.M
T CALIBRATION

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.
5.240 38.47 ng 2131380 1,4-Dichlorobenzene-d4 7.004
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 451 (5.240 min): BF132593.D\data.ms (-446) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T
| ‘ 83.0 500520540560o
oAbl e e m/z 59.08  62.81%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
5.00 5.20 5.40 5.60
101.0 m/z 101.00 22.99%
7.0 | ‘ 83.0 |
O\\\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
D
5.00 5.20 5.40 5.60
5000 2410 m/z 58.00 16.39%
126.0
bl L 12001459
miz-> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl- “H““W““‘H“,‘H
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.66%
5000
15.0 710 101.0
O bt SRR C—
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132593.D

Acq On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc SAMPLE-1-COMP-1

ALS Vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
10.763 3.13 ng 203622  Acenaphthene-die 10.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Azobenzene 182 C12H1eN2 000103-33-3 64
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 47
Abundance Scan 1390 (10.763 min): BF132593.D\data.ms (-1386) (- m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0 - —
10.50 11.00
152.1
O i 2280 R myz 77.00 63.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0
5000 P —
10.50 11.00
51.0 m/z 182.00 51.69%
O ‘\\\\‘\\‘\\‘\\\H“‘\\\\‘\‘\\\1‘2\6\.9\‘\]_\5%.\0‘\\\\‘“\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
770 105.0
—— —
10.50 11.00
5000 182.0 m/z 51.00 19.65%
51.0
32.0 Ll 150.0 I
Ot e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene o pong poospedtpr
77.0 10.50 11.00
m/z 181.00 8.81%
182.0
5000
51.0 105.0
L L e e AL m s T — T e
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\BF030123\
Data File : BF132593.D

Acq On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc SAMPLE-1-COMP-1

ALS Vial : 11 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.
12.057 8.82 ng 534737  Phenanthrene-d10 11.545
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 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 76
5 Isopropyl palmitate 298 C19H3802 000142-91-6 50
Abundance Scan 1610 (12.057 min): BF132593.D\data.ms (-1605) (- m/z 72.95 100.00%
73.0
43.0
5000
129.0
213.2 —r ‘
‘ ‘ 171.1 256.1 12.00
o“wu‘ﬂ‘wwﬂﬂ‘ m/z 59.95  82.23%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143508: n-Hexadecanoic acid
3 2
43.0 73.0 256.0
5000 e
129.0 12.00
213.0 m/z 43.00 72.43%
171.0
o140
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid
73.0
43.0
T 7 I
12.00
5000 m/z 57.10 64.97%
129.0
H ‘ 171.0 214.0
0“W“mHV$$Mwwuwmuuumm‘w_w‘ﬂuWHJWHH‘HH_H‘_
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid =
43.0 73.0 12.00
m/z 55.00 57.92%
5000 129.0
‘ 199.0 2420
o,Bq o
m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\
Data File : BF132593.D

Acq On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc SAMPLE-1-COMP-1

ALS Vial : 11 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 4 Henicos-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.045 5.92 ng 408109  Chrysene-d12 14.204
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Henicos-1-ene 294 C21H42 001599-68-4 98
2 3-Eicosene, (E)- 280 (C20H40 074685-33-9 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 93
5 n-Heptadecanol-1 256 C17H360 001454-85-9 91
Abundance Scan 1948 (14.045 min): BF132593.D\data.ms (-1943) (- m/z 83.10 100.00%
83.1
5000 41,0 J\Wv
25.1 230.1 — :
14.00
183.1 302.1
o LALLLY “ i St 30040209 10 97.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #192005: Henicos-1-ene
55.0
7.0
5000 —— :
14.00
294.0 ITI/Z 69.05 89.73%
O \\“\ ‘\““\‘ “‘\]~‘\‘h “‘\1\8\2\(‘)2\2\4.\(\)‘\\\\“\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #173731: 3-Eicosene, (E)-
57.0
T
14.00
5000 m/z 55.00 85.26%
11.0
ol bl 1115301960 2800
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #179253: n-Nonadecanol-1 7
83.0 14.00
m/z 57.10 78.87%
41.0
5000
25.0
h 1y “ 168.0 238.0
oLy ——
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\BF030123\
Data File : BF132593.D

Acq On : 01 Mar 2023 16:11

Operator : CG\JU

Sample : 01739-01 :
Misc . SAMPLE-1-COMP-1

ALS Vial : 11 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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.063 6.90 ng 385459  Perylene-di12 15.757
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 84
3 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
4 1-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 78
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72

Abundance Scan 2121 (15.063 min): BF132593.D\data.ms (-2117) (- m/z 69.10 100.00%
69.1

%

5000
15.00
or el T 2001 P30 an1z a2 4981wy grte sa.en
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 — :
15.00
m/z 41.00 18.90%
137.0
bbb dd 4 |, 203.0 273.0 341.0 410.0
‘\\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0
RN \
15.00
5000 ITI/Z 95.05 14.02%
137.0

‘\hwmhh 203.0 273.0 341.0 410.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0 15.00

m/z 68.00 11.77%

o

%

5000

137.0
L1, 2080 2730 3410 4090 4770 546

S BEFEE Y S VM so i as i il St

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00

i
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030123\

Data File : BF132593.D

Acqg On : 01 Mar 2023 16:11
Operator : CG\JU

Sample : 01739-01

Misc

ALS vial : 11 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---|
RT Resp Conc|

7.004 1108180
10.051 1300040
11.545 1213160
14.204 1379910

SAMPLE-1-COMP-1

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.240 38.5 ng 2131380 1
Benzophenone 10.763 3.1 ng 203622 3
n-Hexadecanoic ... 12.057 8.8 ng 534737 4
Henicos-1-ene 14.045 5.9 ng 408109 5
Supraene 15.063 6.9 ng 385459 6
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