LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acqg On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc :

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-BF010923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132026.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.334 378 382 387 rBV 29743 35124 1.25% ©.197%
2 4.987 486 493 496 rBV 862839 1072422 38.15% 6.024%
3 5.398 559 563 576 rVB 1215504 1108996 39.45% 6.229%
4 6.428 733 738 751 rBV 2042906 1984654 70.61% 11.148%
5 6.775 794 797 801 rBV 560094 487175 17.33% 2.737%

.351 889 895 898 rBV 1439080 1401566 49.86% 7.873%
.069 1012 1017 1020 rBV 714466 639107 22.74%  3.590%
.151 1195 1201 1204 rBV 3095322 2810893 100.00% 15.789%
.828 1308 1316 1320 rBV 883835 757787 26.96%  4.257%
10 10.545 1434 1438 1442 rVB 425353 343373 12.22%  1.929%

11 10.622 1448 1451 1455 rBV 92592 74772  2.66% 0.420%
12 10.998 1507 1515 1519 rVWV 50932 79194  2.82%  0.445%
13 11.039 1519 1522 1527 rVB 84590 70359  2.50% ©.395%
14 11.322 1564 1576 1573 rBV 971085 802818 28.56% 4.509%
15 11.851 1654 1660 1663 rBv4 37639 58621 2.09% ©.329%
16 11.998 1682 1685 1689 rBv2 45819 61830 2.20% 0.347%
17 12.039 1689 1692 1699 rVB2 59080 92366 3.29% ©.519%
18 12.733 1807 1810 1814 rBV 71211 60171 2.14% ©.338%

19 12.916 1836 1841 1845 rBV 2618857 2666420 94.86% 14.978%
20 13.404 1917 1924 1931 rBV 1781762 1987489 70.71% 11.164%

21 13.474 1933 1936 1940 rVvv2 37639 42378 1.51% ©.238%
22 13.821 1991 1995 2002 rBV 152198 233439 8.30% 1.311%

23 13.974 2017 2021 2025 rBV 477346 408185 14.52%  2.293%
24 15.033 2194 2201 2206 rBVlie 49602 145947 5.19% ©.820%
25 15.439 2266 2270 2277 rBV 299327 377746 13.44%  2.122%

Sum of corrected areas: 17802832
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132026.D\data.ms
3000000

2500000

6.428
2000000

1500000 7.351
5.398

1000000 4.987

6.775
500000

4.334

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: BF132026.D\data.ms
3000000 9.151

o

12.916
2500000

2000000
1500000

1000000 9.828 11.322
8.069

500000 10.545

10.622 119089 12.733
1 .J\/\ T T T

11.6849089
o5 —— e S T e ey e e e e

I
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: BF132026.D\data.ms
3000000

2500000

2000000 404

1500000

1000000

13.974
500000 15.439

474 13821 15.033

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\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51

Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.M
: 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 2

R.T EstConc Area Relative to ISTD R.T.
4.987 44.03 ng 1072420 1,4-Dichlorobenzene-d4 6.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 493 (4.987 min): BF132026.D\data.ms (-486) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R RmmaE L RBRRERREEC
4.60 4.80 5.00 5.20 5.40
830 P
o) A A PR S R — m/z 59.00  64.35%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 [TT T T[T I T[T rrro Tt
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  23.38%
270 83.0
O\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR L R RRRRE
4.60 4.80 5.00 5.20 5.40
5000 41.0 ITI/Z 58.00 14.997%
126.0
ol L 1250130
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R REaE e o RARA
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.33%
5000
58.0
15.0 100.0
R A [T e e e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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.
10.545 9.06 ng 343373  Acenaphthene-di0 9.828
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
4 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
5 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
Abundance Scan 1438 (10.545 min): BF132026.D\data.ms (-1434) (- m/z 104.95 100.00%
105.0
77.0
181.9
5000
51.0
U
| | 152.0 10.50
Obrrrprrrederprr il e b e e e m/z 76.95  71.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 - :
10.50
510 m/z 181.95 52.82%
R 1520
O\\\‘\\H“\\\\’H\\‘\\H‘\\\\’H\\‘\\\‘\‘\\\\’H\\‘\\H‘\\\\’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32010: Acetophenone, 2-chloro-
105.0
T
77.0 10.50
5000 m/z 51.00 26.63%
51.0
. \‘ T ‘ 154.0
Ol el et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115943: Benzoic acid, 3,5-difluophenyl ester —
105.0 10.50
m/z 50.00 8.93%
5000 77.0
51.0
0 ‘ | 1300 1770 234. .
T R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 trans-Sinapyl alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.039 2.30 ng 92366  Phenanthrene-d1e 11.322
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 trans-Sinapyl alcohol 210 C11H1404 020675-96-1 91
2 cis-Sinapyl alcohol 210 C11H1404 104330-63-4 83
3 Syringylacetone 210 C11H1404 019037-58-2 60
4 2-methyl-3-(phenylethynyl)cycloh... 210 C15H140 1010466-55-6 47
5 4-Ethyl-2,6-dimethoxyphenol 182 C10H1403 014059-92-8 41

Abundance Scan 1692 (12.039 min): BF132026.D\data.ms (-1689) (- m/z 167.05 100.00%

167.1 210.1
5000
77.0
121.0
39.0

‘ 12.00
0 ol sz 210005 92.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86880: trans-Sinapyl alcoho
210.0
167.0
5000
12 00

70 1510 ‘ m/z 154.05  45.50%
I

o ‘ i ‘\‘\‘ ‘w ““\“ : “H\‘ MM‘ ‘HH\‘\ : \‘\H\“\‘\ : \mm‘ ‘\‘ i ‘\\‘\L : ‘M““ R “‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86878: cis-Sinapyl alcoho
167.0 210.0
nAan‘ T

o

12.00
5000 77.0 m/z 77.05 35.50%
121.0
53,0
29.0 ‘
0 L‘L\““\HWu““‘ﬂu‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86874: Syringylacetone
167.0 1200

m/z 182.00  27.99%

5000
210.0
430 123.0
0 N | | ‘ Y Y T

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 4 Heptanamide, 4-ethyl-5-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.733 2.95 ng 60171  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptanamide, 4-ethyl-5-methyl- 171 C1OH21NO 054789-40-1 83
2 Dodecanamide 199 C12H25NO 001120-16-7 81
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 78
4 Nonanamide 157 C9H19NO 001120-07-6 72
5 Hexadecanamide 255 C16H33NO 000629-54-9 64

Abundance Scan 1810 (12.733 min): BF132026.D\data.ms (-1807) (- m/z 59.00 100.00%
59.0
5000
H 12.50 13.00
114.0 212.1 C : :
ob— w‘ “ LT 2989 e 2808 s 71,95 48.41%
m/z--> 100 150 200 250
Abundance #46324: Heptanamide, 4-ethyl-5-methyl-
59.0
5000 . - pncs
1250 13.00
114.0 m/z 23.91%
29.0 ‘
O\\\\H“H \H\‘\i\‘\\\“]\-7\1.\0\‘\\\\‘\\\\
miz--> 100 150 200 250
Abundance #74752: Dodecanamide
59.0
1250 1300
5000 m/z 22.55%
29.
oL 0 1140 1560 1000
e s
m/z--> 50 100 150 200 250
Abundance #174773: 9-Octadecenamide, (2)-
59.0 12 50 13 00
m/z 16.54%
5000
o2 ; L 140 15401840 220025007
m/z--> 100 150 200 250 1250 1300

8270-BF010923.M Thu Jan 12 12:49:24 2023 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.404 97.38 ng 1987490  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Octanamide 143 C8H17NO 000629-01-6 47
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Undecanamide, 11-bromo- 263 C11H22BrNO 005875-26-3 47
5 Dodecanamide 199 C12H25NO 001120-16-7 47
Abundance Scan 1924 (13.404 min): BF132026.D\data.ms (-1917) (- m/z 58.95 100.00%
59.0
5000
050 e
ok J ‘HH‘Hl““1“““\“‘”“. WL L 1eal 2382 2811 .75 00 73.59%
miz--> 50 100 150 200 250
Abundance #174777: 9-Octadecenamide, (2)-
59.0
5000 T
13.50
1260 m/z 55.05 40.56%
. 281.
oL ‘h ‘\H‘ H‘ \H\‘ M m“ ‘\‘\ algl ‘18‘\4‘0‘ ‘ “2‘3?? y ‘8‘\ F
miz--> 100 150 200 250
Abundance #23422: Octanamide
59.0
13 50
5000 m/z 41.10 35.54%
29.0‘” 1000 143.0
S
miz--> 50 100 150 200 250
Abundance #34432: Nonanamide
59.0 13 50
m/z 43.05 26.42%
- V‘LM
29.0
ol 4o 0 570
m/z--> 50 100 150 200 250 13'50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 Octanamide Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.474 2.08 ng 42378  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octanamide 143 C8H17NO 000629-01-6 78
2 Dodecanamide 199 C12H25NO 001120-16-7 78
3 Hexadecanamide 255 C16H33NO 000629-54-9 78
4 Tetradecanamide 227 C14H29NO 000638-58-4 64
5 Octadecanamide 283 C18H37NO 000124-26-5 64

Abundance Scan 1936 (13.474 min): BF132026.D\data.ms (-1933) (- m/z 59.00 100.00%

59.0
5000

““‘Ms 01140 1509 1030 2401 1350 }
0‘H‘H‘wuwmuuwu‘M‘ﬂwwhuum‘wu‘uu‘_‘uw‘uw‘uw m/z 72.00  50.26%
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance #23422: Octanamide
59.0
5000
1350

43.00 34.37%

200 ) |%1 11401430
Ll L L
\H‘\H\‘H\\‘\\\\‘\\H‘\H\‘H\\‘\H\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #74753: Dodecanamide
59.0

o

1350
5000 57.05 26.97%
28.0
oL am0is0 e
H‘_‘H‘H‘w‘H‘“‘H‘H‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘q‘u‘_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #142059: Hexadecanamide
59.0 1350

m/z 55.00  23.19%

5000
0 290 | 1860 114014501700 2120 255

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 1350

T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.821 11.44 ng 233439  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1995 (13.821 min): BF132026.D\data.ms (-1991) (- m/z 43.05 100.00%
97.0
5000
- ==
H {401 1961 2803 1350 14.00
ol AARRIAR S A90E 2803 m/z 57.85  99.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 — =
13.50 14.00
m/z 55.00 91.78%
L ‘H\ |1 16702100 2020 3640
\\\‘ \\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
e
13.50 14.00
m/z 83.10 88.52%
5000 111.0 {
169.0
o kb Ly T apozss0 4o
m/z--> 50 100 150 200 250 300 350 400
Abundance #155961: 1-Nonadecene S T
43.0 97.0 13.50 14.00
m/z 69.00 79.15%
5000
40.0
0 ,‘419902660 = Aﬁ“ﬁ~7~?ﬂ7
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acq On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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 unknownl5.033 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.033 7.73 ng 145947  Perylene-d12 15.439
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 35
2 5-Benzhydryl-3H-[1,3,4]oxadiazol... 252 C15H12N202 1000318-50-4 27
3 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 27
4 Phenol, 4,4'-(3-ethenyl-1-propen... 252 C17H1602 017676-24-3 16
5 Stigmasta-3,5-diene 396 C29H48 004970-37-0 14
Abundance Scan 2201 (15.033 min): BF132026.D\data.ms (-2194) (- m/z 43.05 100.00%
e
430 106.9
252.0
5000
163.2 303.1
381.4 — :
1 Tl .4 i
ol Il w”““‘”” UL w2 ar.e0  83.20%
m/z--> 50 100 150 200 250 300 400
Abundance #310609: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 — :
368.0 15.00
5.0 o
145.0 "y m/z 106.90 81.91%
L Lbgly, 2eomsomone) | |
ok “h‘r "H‘\““‘\’m\‘\\‘m‘\“\H““H“‘H}‘“u‘\‘\““\‘\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance  #138084: 5-Benzhydryl- 3H [1 3,4]oxadiazol-2-one
105.0 2.0
T \
15.00
5000 m/z 57.05 79.82%
51.0 147.0
A U = 1 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta. —— ‘
107.0 394.0 15.00
41.0 283.0
) m/z 81.00 71.08%
5000 61.0
213.0
337.0
0, T T T
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011123\
Data File : BF132026.D

Acqg On : 11 Jan 2023 16:51
Operator : CG\JU

Sample : 01072-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF010923.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-... 4.987 44.0 ng 1072420 1 6.775 487175 20.0
Benzophenone 10.545 9.1 ng 343373 3 9.828 757787 20.0
trans-Sinapyl a... 12.039 2.3 ng 92366 4 11.322 802818 20.0
Heptanamide, 4-... 12.733 3.0 ng 60171 5 13.974 408185 20.0
9-Octadecenamid... 13.404 97.4 ng 1987490 5 13.974 408185 20.0
Octanamide 13.474 2.1 ng 42378 5 13.974 408185 20.0
1-Hexacosene 13.821 11.4 ng 233439 5 13.974 408185 20.0
unknownl15.033 15.033 7.7 ng 145947 6 15.439 377746 20.0
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