LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc :

ALS Vvial : 22 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-BF101323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135876.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.963 485 489 499 rBV 41672 60968 2.77% 0.510%
2 5.040 499 502 510 rVB 20976 28360 1.29% 0.237%
3 5.381 557 560 581 rBV 779596 976427 44.31%  8.163%
4 6.398 730 733 747 rBV 446517 606144 27.51% 5.067%
5 6.739 787 791 800 rBV 459255 395224 17.94%  3.304%
6 7.310 884 888 891 rBV 1495359 1283569 58.25% 10.731%
7 7.586 932 935 946 rBV 172803 178608 8.11% 1.493%
8 8.016 1005 1008 1014 rBV 574874 480964 21.83% 4.021%
9 8.086 1018 1020 1028 rVV 46355 58988 2.68% 0.493%
10 8.186 1033 1037 1040 rBV 725895 608470 27.61% 5.087%
11  8.757 1131 1134 1139 rBV 19805 33892 1.54% 0.283%
12 9.098 1188 1192 1195 rBV 2686082 2203485 100.00% 18.421%
13 9.316 1226 1229 1233 rBV 63647 48125 2.18% 0.402%
14  9.775 1304 1307 1315 rVB 550756 442290 20.097% 3.698%
15 10.310 1394 1398 1404 rVB2 42723 45661 2.07% ©0.382%
16 10.575 1439 1443 1454 rBV 1156757 1064632 48.32% 8.900%
17 10.657 1454 1457 1462 rVV 104610 103813 4.71% 0.868%
18 10.698 1462 1464 1469 rVB3 24964 28417 1.29% 0.238%
19 11.010 1514 1517 1523 rBV 51133 68551 3.11% 0.573%
20 11.274 1558 1562 1570 rVB 465572 400731 18.19% 3.350%
21 11.474 1592 1596 1600 rBV 41373 41977 1.91% ©0.351%
22 11.810 1650 1653 1665 rBV2 92541 117964 5.35% 0.986%
23 12.521 1769 1774 1784 rBV4 40603 92671 4.21% 0.775%
24 12.598 1784 1787 1795 rVV2 80363 93283 4.23% 0.780%
25 12.751 1810 1813 1823 rBV2 27475 48778  2.21% ©.408%

26 12.874 1829 1834 1837 rBV 1670215 1691211 76.75% 14.139%

27 13.827 1992 1996 2003 rBV6 22652 47118 2.14%  ©.394%
28 13.939 2012 2015 2020 rBV 382300 362635 16.46% 3.032%
29 14.774 2154 2157 2162 rVB 43402 46439 2.11% 0.388%
30 15.421 2262 2267 2274 rBV 236897 302206 13.71% 2.526%

Sum of corrected areas: 11961601
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135876.D\data.ms
2500000

2000000

1500000 7.310

1000000
5.381

500000 6.398 6.739

7.586
4.86%0

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: BF135876.D\data.ms
9.098

o

2500000

2000000
12.874

1500000
10.575
1000000

8.016 9.775
500000 11.274

: 9.316 10310 YPBds 11.010 | 11.474 11810 12550875
ob—— -t Y e e e e
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: BF135876.D\data.ms

2500000

2000000

1500000

1000000

13.939
500000 15.421

13.82 14.774

Time-->  13.50 14.00

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
4.963 3.09 ng 60968 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 25
Abundance Scan 489 (4.963 min): BF135876.D\data.ms (-485) (-) m/z 43.00 100.00%
59.0
5000
101.1 RN R
‘ 831 0 4.60 4.80 5.00 5.20
Ol bl i et M/Z 59.00  63.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \‘\\\\‘\\\\‘\\\\’\\\\‘/\\
4.60 4.80 5.00 5.20
59.0 m/z 58.00  17.05%
101.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
R RRRREEaE S
4.60 4.80 5.00 5.20
5000 41.0 m/z 101.10 16.51%
29.0
87.0
0 15.0 70.0 98.0
e e B mama s oL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn- Py
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.73%
41.0
5000
86.0
ol bt 90 1010
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzenamine, N-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.586 7.43 ng 178608 Naphthalene-d8 8.016

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, N-ethyl- 121 C8H11N 000103-69-5 95
2 Benzenamine, 2-ethyl- 121 C8H11N 000578-54-1 90
3 Benzenamine, 4-ethyl- 121 C8H11N 000589-16-2 80
4 4-Isopropylpyridine 121 C8H11N 000696-30-0 80
5 Aniline, N-methyl- 107 C7HSN 000100-61-8 72
Abundance Scan 935 (7.586 min): BF135876.D\data.ms (-932) (-) m/z 106.10 100.00%
106.1
5000
121.1
77.0 P
51.0 910 7.20 7.40 7.60 7.80 8.00
Obrrererreree 370yl LSOl wiz 121010 35.33%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10889: Benzenamine, N-ethyl-
106.0
5000 BEEEEEEEEE RN N
121.0 7.20 7.40 7.60 7.80 8.00
77.0 m/z 77.00 22.33%
51.0
0 27.0 \‘u A ‘ gluo | ‘ Al
H‘HH‘\\H‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘H \‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
106.0
RREE L R RRAR
7.20 7.40 7.60 7.80 8.00
5000 m/z 51.00 12.50%
121.0
390 77.0
15.0 "~ 53.0 91.0
) R N 1| N NN A -
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10891: Benzenamine, 4-ethyl- mwfa‘ﬁ“‘_“‘_“‘ﬁ{
106.0 7.20 7.40 7.60 7.80 8.00
m/z 79.10 11.72%
5000 121.0
77.0
0 15.0 39\0 59'0 L L 9]‘..‘0 ‘ ly A A /\
T T e e e e el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00

Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 N,N-Diethylaniline

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.186  25.30 ng 608470  Naphthalene-d8 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N,N-Diethylaniline 149 C10H15N 000091-66-7 97
2 2-Coumaranone 134 C8H602 000553-86-6 58
3 3-Methylisoxazolo[5,4-b]pyridine 134 C7H6N20 ©58035-50-0 53
4 3-Pyridinecarbonitrile, 1,4-dihy... 134 C7H6N20 000767-98-6 50
5 Benzenamine, 3-(1,1-dimethylethyl)- 149 C1@H15N 005369-19-7 50
Abundance Scan 1037 (8.186 min): BF135876.D\data.ms (-1033) (-) m/z 134.05 100.00%
134.1
5000 106.1
77.1 149.1 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
51.0 7.80 8.00 8.20 8.40 8.60
) SRS VTR N -, SV " - m/z 106.10  46.78%
m/z--> 20 80 100 120 140
Abundance #27001: N,N-Diethylaniline
134.0
5000 106.0 R RS
7.80 8.00 8.20 8.40 8.60
149.0 .
77.0 m/z 149.05 25.97%
29.0 51.0
0 ‘\‘i‘\\“\\‘\\‘\\\\“|\\‘\\‘1”\\\‘i\\\‘\‘\1‘\\
m/z--> 20 80 100 120 140
Abundance
134.0
R AR
7.80 8.00 8.20 8.40 8.60
5000 78.0 106.0 m/z 77.10  25.34%
51.0
28.0
Ol el el el
m/iz--> 20 80 100 120 140
Abundance #17436: 3-Methylisoxazolo[5,4-b]pyridine R R
134.0 7.80 8.00 8.20 8.40 8.60
m/z 104.10 10.92%
106.0
5000
64.0 790
m/z--> 20 60 80 100 120 140 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1H-Isoindole, 3-methoxy-4,7... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.316 2.18 ng 48125  Acenaphthene-d10 9.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Isoindole, 3-methoxy-4,7-dime... 175 C11H13NO 100813-60-3 87
2 2,2,4-Trimethyl-1,2,3,4-tetrahyd... 175 C12H17N 004497-58-9 80
3 2H-Indol-2-one, 1,3-dihydro-1,3,... 175 C11H13NO 020200-86-6 68
4 1H-Isoindole-1,3(2H)-dione, N-et... 175 C10HONO2 005022-29-7 64
5 2,6-Diethylphenyl isocyanate 175 C11H13NO 020458-99-5 59

Abundance Scan 1229 (9.316 min): BF135876.D\data.ms (-1226) () | m/z 160.10 100.00%
160.1

5000

70 o Sh0550 3658
3%'0 28.9 ‘ il 10?'1 \ ‘\‘ | | | : : . . 9
bl ey b b L L T m/z 175018 57.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50073: 1H-Isoindole, 3-methoxy-4,7-dimethyl-

160.0
5000 \\‘\\\\‘\\\\‘\\\/\\‘\\\\‘
9.00 9.20 9.40 9.60
m/z 132.05 22.78%
117.0
270 510 770 ¢gg | 1420
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
160.0
S Y | S |
9.00 9.20 9.40 9.60
5000 m/z 117.10 18.17%
130.0
0L27.0 510 77.0 103.0
R I T o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #50091: 2H-Indol-2-one, 1,3-dihydro-1,3,3-trimethyl- “‘W“‘L“‘Hﬁ“m“
160.0 9.00 9.20 9.40 9.60

m/z 161.00  12.21%

5000

770 1150 1420 | |
T i e T SRR SRR, .

m/z--> 20 40 60 80 100 120 140 160 180 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 N-(1-Methyl-3-oxobutylidene... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.310 2.06 ng 45661  Acenaphthene-d10 9.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(1-Methyl-3-oxobutylidene)-4-c... 209 C11H12CINO 050519-24-9 64
2 5-(4-Methoxyphenyl)-1,3,4-oxathi... 209 C9H7NO3S 052533-09-2 35
3 4-Amino-6,8-difluoro-2-methylqui... 194 C1OH8F2N2 288151-32-6 25
4 2-Chlorobenzo[d]thiazole-6-carbo... 194 C8H3CIN2S 080945-83-1 25
5 N-(3,4-Dimethoxy-alpha-methylben... 209 C11H15NO3 083834-92-8 25
Abundance Scan 1398 (10.310 min): BF135876.D\data.ms (-1394) (- m/z 194.10 100.00%
194.1
135.1
5000
159.1 — S
50.9 769 102.0 ‘ ‘ ‘ ‘ 10.00 10.50
[ ‘HH“MH\H}\ \‘N‘\‘\H‘h HM‘H‘H\M‘\‘\h\mm\ ‘\MH‘\“‘\‘\‘HH\}H’H“\‘H‘M‘ m/z 209.10 65 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #86070: N-(1-Methyl-3-oxobutylidene)-4-chloroaniline
194.0
5000 43.0 . ——
10.00 10.50
750 1310 166.0 m/z 135.05 51.86%
O\\\‘\\\\“‘\\‘\\’\‘\\‘\‘!\\\‘\\‘\‘\’\‘\H\\‘\\\\‘\‘h\‘\\’\\\\‘\}“\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
PN LV SV SNy
10.00 10.50
5000 209.0 m/z 131.05 37.47%
77.0
500 107.0 165.0
1 LSRN WL WA NAR SO RIS | MENIIES NI
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #68633: 4-Amino-6,8-difluoro-2-methylquinoline — A - M
194.0 10.00 10.50
m/z 196.10  29.41%
5000
166.0
125.0
ohomosorsoso (80 L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00

Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-methoxy Ketamine Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.657 5.18 ng 103813  Phenanthrene-di10 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual

ethoxy Ketamine

12-m

2 N-(2,6-Diethylphenyl)-2,2,3,3,3-..
3 2-(2,3-Dihydro-1,4-benzodioxin-6...
4 2-Cyanomethyl-2-methyl-8-methoxy...
5 4-Methoxy-7-methylindan-1-one

233 C14H19NO2
. 295 C13H14F5NO
205 C12H15N02
216 C13H16N20
176 C11H1202

007063-51-6 53
1000467-22-6 47
524674-08-6 46
1000287-23-5 45
103988-25-6 43

Abundance Scan 1457 (10.657 min): BF135876.D\data.ms (-1454) (-} | m/z 176.10 100.00%
176.1
5000
—r —
. 77.0 117.0 ‘ ‘ _ 10.50 11.00
b et e d b L 3290 s 960 10 29.45%
miz--> 50 100 150 200 250 300
Abundance #114890: 2-methoxy Ketamine
176.0
5000 e et
10.50 11.00
91.0 % m/z 162.18  26.63%
133.
ok, ‘ﬁ%RNWMJWMNWWHMNLJ‘!%h{Q S
miz--> 50 100 150 200 250 300
Abundance
176.0
A — ‘A“ ‘
10.50 11.00
5000 ITI/Z 205.10 25.18%
119.0 295.0
ol T2 Ly | | mpe20 |
miz--> 50 100 150 200 250 300
Abundance #81388: 2-(2,3-Dihydro-1,4-benzodioxin-6-yl)pyrrolidine P P
176.0 10.50 11.00
m/z 160.10 16.79%
5000
700 1200
0\%QQﬂHWM1MNN$HHWA\M\,H\\\ T N Am — VR
m/z--> 50 100 150 200 250 300 10.50 11.00

8270-BF101323.M Thu Oct 19 ©8:14:28 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00

Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Oxazolidin-2-one, N-[(E)-bu... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.616 3420 68551 Phenanthrene-d16 11.275

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 52

2 Glutaric acid, 3-methylbut-2-en-... 310 C16H19C1l04 1000390-45-9 38
3 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 38
4 Cyclopropanecarboxylic acid, 2-m... 170 C10H1802 1000354-65-8 36
5 Succinic acid, 3-methylbut-2-en-... 296 C15H17Cl04 1000389-79-8 33
Abundance Scan 1517 (11.010 min): BF135876.D\data.ms (-1514) (- m/z 69.00 100.00%
69.0
5000 ymﬁ\vav”w~hm
41.0 o :
| 1030 1551 4959 11.00
0 e b b m/z 41.05 21.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 —
410 11.00
m/z 43.05 14.68%
155.0
0 \\\‘\‘\‘\\‘“\H\‘\ ‘\\‘\\\6\.‘()\\\\1‘2\?\.\0‘\\H‘\\\\‘\\\\‘\\\\‘\\\\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69.0
T \
11.00
5000 128.0 m/z 87.00 13.98%
41.0
0 97.0 155.0 197.0 225.0
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0 11.00
m/z 45.10 10.97%
5000
41.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Caffeine Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.474 2.10 ng 41977  Phenanthrene-d10 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caffeine 194 C8H1ON402 000058-08-2 96
2 1,4-Dimethyl-4,5,7,8-tetrahydroi... 194 C8H10N402 130063-15-9 50
3 1H-Benzimidazole, 2-phenyl- 194 C13H1eN2 000716-79-0 43
4 2,5-cyclohexadiene-1,4-dione, 2,... 194 C10H14N202 1000400-30-4 38
5 6-Amino-1,3-dimethyl-1,6-dihydro... 194 C8H10N402 1000301-21-5 37

Abundance Scan 1596 (11.474 min): BF135876.D\data.ms (-1592) (- m/z 194.10 100.00%
194.1

—_—

109.1
5000
55.0
82.0
e
‘ ‘ 137.1 165.0 11.50
Ol b e L L m/z 109.85  48.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69697: Caffeine
194.0
5000 109.0 s S
67.0 11.50
m/z 55.00 37.57%
42-0‘ ‘ 136.0 165.0
0‘\\\\N\\{M‘\H‘\\“‘\\\‘\‘\H\\‘\\\}“\\\\’M\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
194.0
e
11.50
5000 ITI/Z 67.00 36.31%
138.0 165.0
67.0 109.0
1 EMBEREMDNBINE [OF M UNNIMSI /HSIMMSSY AMMSBIMS MMM AN,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69232: 1H-Benzimidazole, 2-phenyl- —
194.0 11.50
m/z 82.00 26.54%
5000
o 300 030 900 14501390 1660
R A R o e e e L A RBARARARS
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.810 5.89 ng 117964  Phenanthrene-die 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 60
Abundance Scan 1653 (11.810 min): BF135876.D\data.ms (-1650) (- m/z 43.05 100.00%
43.0 ,73.0
213.2
— ——
‘ H ‘ 157.1185.2 256.3 11.50 12.00
0“wu‘ﬂwwﬂJWHWWUMN“Ww“ﬂmdwwuﬂmﬂwhuwu‘wuj_ m/z 73.00 95.05%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 560 | M/Z 60.60  93.55%
O \H‘HH“}‘HH!H \H‘\\‘H\‘\\‘}““‘H”‘M\“\‘H‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
Lo ‘ T T ‘ T
11.50 12.00
5000 129.0 m/z 57.10 80.54%
171.0
101.0 214.0
0 15.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #126203: Pentadecanoic acid = T
43.0 73.0 11.50 12.00
m/z 55.10 76.27%
5000 129.0
199.0 242.0
s L
om_‘m‘i‘wM”"“Hw‘:“l‘Mw‘H“_“H_‘mwhwww - —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 trans-13-Octadecenoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.521 4.63 ng 92671  Phenanthrene-d1e 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 72
2 Cyclooctane, methyl- 126 C9H18 001502-38-1 64
3 1-Tridecene 182 C13H26 002437-56-1 53
4 Z-8-Methyl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 53
5 9-Oxabicyclo[6.1.0]nonane 126 C8H140 000286-62-4 52
Abundance Scan 1774 (12.521 min): BF135876.D\data.ms (-1769) (- m/z 55.00 100.00%
55.0
5000 WJ\J\W\M
97.0
T \
H ‘ 1281‘ 185.0 222.0 26?1 12.50
oL—— H’\W ‘\\‘\Mw TN TN EERES B m/z 41.10 65.06%
miz-> 50 100 150 200 250
Abundance #176229: trans-13-Octadecenoic acid
55.0
5000 —— :
97.0 12.50
m/z 43.05 50.42%
264.0
Jiso | ||| 310 100 2220 2640
miz--> 50 100 150 200 250
Abundance
55.0
T \
12.50
5000 m/z 69.10 47 .05%
97.0
127.0
o
miz--> 50 100 150 200 250
Abundance #56947: 1-Tridecene :
43.0 12.50
83.0 m/z 83.00 41.48%
5000
\ 250 1820
oww‘“M:JMW‘HM_H_H —
m/z--> 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00

Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Concentration Rank 5

Peak Number 11 unknownl2.598

R.T. EstConc Area Relative to ISTD R.T.
12.598 4.66 ng 93283  Phenanthrene-d1e 11.275
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, N-2-propynyl- 97 C5H7NO 065881-41-6 43
2 Carbonic acid, but-3-en-1-yl hep... 214 C12H2203 1000383-22-8 38
3 Crotyl alcohol, trifluoroacetate 168 C6H7F302 1000352-26-6 38
4 Carbonic acid, but-3-en-1-yl und... 270 C16H3003 1010383-23-2 38
5 Aziridine, 2-methylene-1-(1-meth... 97 C6H11N 055268-35-4 38

Abundance Scan 1787 (12.598 min): BF135876.D\data.ms (-1784) (| m/z 54.00 100.00%
54.0 193.1
e e
12.50 13.00
0" m/z 43.05 98.95%
miz-> 50 100 150 200 250
Abundance #3332: Acetamide, N-2-propynyl-
55.0
5000 —— :
12.50 13.00
m/z 193.10 92.81%
97.0
01\5‘.\0“‘1 “i“‘ ’M\ H\ \‘ \“ LB LI L B B B B T T
m/z--> 50 100 150 200 250
Abundance
54.0
12.50 13.00
5000 m/z 60.00 82.36%
117.0
ob—it i J830 | 1570 o
m/iz--> 50 100 150 200 250
Abundance #43818: Crotyl alcohol, trifluoroacetate
55.0 12.50 13.00
m/z 57.05 78.79%
5000
99.0
168.0
050l L1 ‘\H‘\_‘l‘sq-quu S A
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl12.751 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.751 2.69 ng 48778  Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropanecarboxylic acid, 2,3... 230 C10H8C1202 959085-02-0 38
2 1,2-Hexanediol 118 C6H1402 006920-22-5 38
3 3-Methyl-3-(3-hydroxy-3-methylbu... 190 C10H2203 1000432-16-8 33
4 Geraniol 154 C10H180 000106-24-1 28
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 28

Abundance Scan 1813 (12.751 min): BF135876.D\data.ms (-1810) (- m/z 69.05 100.00%

69.0
5000

41.1 155.1

103.0
“w‘uﬂmwm‘AwqJm‘mww%?qudwuwﬁ?ﬁ7w?%?f‘u‘ m/z 41.10 20.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #110879: Cyclopropanecarboxylic acid, 2,3-dichlorophen
69.0

o

5000 — —
12.50 13.00
41.0 m/z 155.18  19.37%
o | 980 1330 1620 2300
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
69.0
12.50 13.00
5000 41.0 m/z 87.00 17.93%
0 15.0 101.0
A e e R RR AT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 N ()/H
Abundance #64375: 3-Methyl-3-(3-hydroxy-3-methylbutoxy)butanol : f\‘ : fW o HWMMMM
69.0 12.50 13.00

m/z 43.05 13.26%

5000
43.0
H 145.0
1 ‘ 11 ‘

‘ 119.0
S 0 1 —

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1-Pentadecanethiol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.827 2.60 ng 47118 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 64
2 Cycloeicosane 280 C20H40 000296-56-0 60
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 49
4 1-Eicosanol 298 C20H420 000629-96-9 49

5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 49

Abundance Scan 1996 (13.827 min): BF135876.D\data.ms (-1992) (- m/z 55.05 100.00%
55,0
97.1 MWMM
5000
41.0 T L
| T | 197.1 2510 3021 363, 13.50 14.00
ol ;‘ ‘\ L \L \} \L‘H U\‘m‘ \M HJ‘H\‘M\“H M UHAH\L \‘H‘\H \“H‘“L j\ ‘ \M 1 ‘h “‘ m/z 57.10 99.95%
miz--> 50 100 150 200 250 300 350
Abundance #128528: 1-Pentadecanethiol
55.0
97.0
5000 — —
244.0 13.50 14.00
J m m/z 83.05 89.91%
.0 182.0
OL\S\\ ‘W‘ ‘\\‘H““l‘\‘\s??\\\‘\‘!‘\\\‘L‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— ——
13.50 14.00
5000 7.0 m/z 43.16 87.51%
. 139.0 189 0 9940 280.0
e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)- — —
55.0 13.50 14.00
m/z 41.00 72.15%
5000 7.0
oLl o000
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 2,6,10,14,18-Pentamethyl-2,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.774 3.07 ng 46439  Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 72
2 Geranyl bromide 216 C1OH17Br 006138-90-5 64
3 Supraene 410 C30H50 007683-64-9 64
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 3,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-70-4 64

Abundance Scan 2157 (14.774 min): BF135876.D\data.ms (-2154) (- m/z 69.10 100.00%

69.1
5000

‘ 1371 T T
‘H‘

14.50 15.00
197.1 249.2  324.0
“‘upuhﬂﬂhlhw";mu“““‘H“““?§7?“H m/z 81.85 51.39%

m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosa
69.0

5000 — e
14.50 15.00

m/z 41.00  25.86%

121.0
0 \2\6“\ \“ ““\ ”‘\“ \‘H“H\ \h \M\ ‘| 1 \2\0‘5\ (\)\ T ‘2\7\3\(\)‘ T \3\4\2‘(\)\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance

o

69.0
7 —
14.50 15.00
5000 m/z 68.05 18.07%
137.0
0 26.0 217.0
R B e B B B e IR
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene —
69.0 14.50 15.00

m/z 137.05 16.05%

5000
J 137.0
.

0260, | || 4| 1910 2730 3410 410(
260 a bl dy 22RO 2730 5210 40,

T T
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101823\
Data File : BF135876.D

Acqg On : 19 Oct 2023 06:00
Operator : CG\JU

Sample : 04740-05

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101323.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-... 4.963 3.1 ng 60968 1 6.739 395224 20.0
Benzenamine, N-... 7.586 7.4 ng 178608 2 8.016 480964 20.0
N,N-Diethylaniline 8.186 25.3 ng 608470 2 8.016 480964 20.0
1H-Isoindole, 3... 9.316 2.2 ng 48125 3 9.775 442290 20.0
N-(1-Methyl-3-o0... 10.310 2.1 ng 45661 3 9.775 442290 20.0
2-methoxy Ketamine 10.657 5.2 ng 103813 4 11.275 400731 20.0
Oxazolidin-2-on... 11.010 3.4 ng 68551 4 11.275 400731 20.0
Caffeine 11.474 2.1 ng 41977 4 11.275 400731 20.0
n-Hexadecanoic ... 11.810 5.9 ng 117964 4 11.275 400731 20.0
trans-13-Octade... 12.521 4.6 ng 92671 4 11.275 400731 20.0
unknown12.598 12.598 4.7 ng 93283 4 11.275 400731 20.0
unknown12.751 12.751 2.7 ng 48778 5 13.939 362635 20.0
1-Pentadecanethiol 13.827 2.6 ng 47118 5 13.939 362635 20.0
2,6,10,14,18-Pe... 14.774 3.1 ng 46439 6 15.421 302206 20.0

8270-BF101323.M Thu Oct 19 08:14:35 2023 Pag 17



