LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc :

ALS vial : 4 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 M\Methods\8270-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BM@44819.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.505 67 71 78 rBV 72591 111266 2.43% 0.184%
2 5.281 366 373 387 rBV 2661790 3769402 82.32% 6.241%
3 6.852 631 640 652 rBV 2597019 4097940 89.50% 6.785%
4 7.669 772 779 786 rBV 570451 883847 19.30% 1.463%
5 8.834 968 977 988 rBV 1499298 2533827 55.34% 4.195%
6 10.446 1238 1251 1258 rBV 720411 1209611 26.42% 2.003%
7 11.204 1374 1380 1394 rBV2 45092 107687 2.35% 0.178%
8 12.651 1621 1626 1629 rBV5 25439 50281 1.10% ©0.083%
9 12.728 1636 1639 1645 rVB4 36494 52759 1.15% 0.087%
10 12.887 1661 1666 1667 rBV2 46974 64216 1.40% 0.106%

11 12.934 1667 1674 1681 rVB 3081871 4578720 100.00%
12 13.075 1693 1698 1701 rBV4 74289 125240 2.74%
13 13.616 1788 1790 1796 rBV5 49427 96632 2.11%
14 13.716 1803 1807 1812 rVB 331121 458064 10.00%
15 13.792 1817 1820 1824 rVV2 110109 151790 3.32%
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B

16 14.040 1858 1862 1868 rBV8 186017 417818 9.13%
17 14.134 1874 1878 1886 rVB 575294 911897 19.92%
18 14.210 1887 1891 1896 rBV5 151347 321680 7.03%
19 14.269 1897 1901 1904 rBV3 272467 503542 11.00%
20 14.316 1905 1909 1915 rVB 1046277 1579821 34.50%

NOORrRrO
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w
w
R

21 14.845 1995 1999 2005 rBv4 385171 682043 14.90%
22 15.098 2038 2042 2047 rBV 1020383 1523097 33.26%
23 15.816 2160 2164 2170 rVB 2161043 3206084 70.02%
24 16.069 2200 2207 2214 rBV2 1243442 3012947 65.80%
25 16.728 2315 2319 2328 rVB2 2085182 3096693 67.63%

uih Ui R
w
(]
]
R

26 16.898 2344 2348 2356 rVB 1536979 2562852 55.97%
27 17.080 2376 2379 2384 rVB 883606 1104247 24.12%
28 19.721 2824 2828 2835 rVB 3012608 3894061 85.05%
29 20.039 2879 2882 2886 rVB 684086 729145 15.92%
30 20.539 2964 2967 2971 rVB 973721 1028691 22.47%

PR OR N
IS
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N
R

31 21.004 3042 3046 3055 rVB 1365818 1678979 36.67%
32 21.274 3088 3092 3096 rBV = 794261 987930 21.58%
33 21.439 3117 3120 3125 rVB 1218070 1346319 29.40%
34 21.880 3191 3195 3206 rVB 927840 1502906 32.82%
35 22.345 3270 3274 3282 rVB 620045 875233 19.12%

P NMNNEDN
N
N
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B

36 22.851 3356 3360 3365 rBV 1354034 2003912 43.77%  3.318%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM044819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 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 M\Methods\8270-BM032824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 22.904 3366 3369 3379 rVB 403784 712472 15.56%  1.180%
38 23.509 3467 3472 3479 rVB 588486 1089261 23.79% 1.803%
39 24.080 3564 3569 3576 rVB 574527 1095212 23.92% 1.813%
40 27.533 4148 4156 4169 rVB2 938131 3166043 69.15% 5.242%

41 27.939 4219 4225 4246 rVB4 813739 3076689 67.20% 5.094%

Sum of corrected areas: 60400856
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 29 Mar 2024 17:37
: MA/JU
. P1894-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
BM044819.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BM044819.D\data.ms

5.281 6.852

8.834

7.669 10.446

3.505 11.204

350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BM044819.D\data.ms
19.721

20.039 20.5:

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BM044819.D\data.ms

21.00

4
21.439 02 851
21273 51 ggo
22.345 27533
i zsﬁijw/\j:ﬁw

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Isopropyl Alcohol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
3.505 2.52 ng 111266 1,4-Dichlorobenzene-d4 7.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 72
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 50
3 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 50
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 Propylene Glycol 76 C3H802 000057-55-6 40
Abundance  Scan 71 (3.505 min): BM044819.D\data.ms (-67) (-) m/z 44.95 100.00%
45.0
5000 Jk
REREEEREEE S
3.20 3.40 3.60 3.80
Obrrrprrr el 729,961 1290 1780 2078 ' n/z 43.00  22.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #342: Isopropyl Alcohol
45.0
5000 | L DU R |
3.20 3.40 3.60 3.80
m/z 60.90 5.84%
19.
O' ‘\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2375: Propane, 2-ethoxy-
45.0
R e L R
3.20 3.40 3.60 3.80
5000 m/z 44.00 4.65%
73.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #2325: Formic acid, 1-methylethyl ester Rama e ERRARREEE
45.0 3.20 3.40 3.60 3.80
m/z 58.95 4.47%
5000
73.0
15\'0 ‘\‘\ W
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 unknownl3.716 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.716 5.80 ng 458064  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 43
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 4H-1,3,2-Dioxaborin, 4-ethenyl-2... 208 C12H21B02 074630-04-9 32
4 2-Anthracenamine 193 C14H11N 000613-13-8 25
5 1-Anthracenamine 193 C14H11N 000610-49-1 25

Abundance Scan 1807 (13.716 min): BM044819.D\data.ms (-1803) (- | m/z 193.10 100.00%

198.1
41.0
5000 g31 1231
Pt

LA 0 R g
om_m ‘1“”‘_‘\‘1 m‘ww‘,ﬁﬁ?’9_”WJHW,HH_%‘?RT m/z 41.00  60.35%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T T
13.50 14.00

m/z 69.00 58.29%

\\\‘\H\’\H‘\’\‘U‘H“H\!‘H“\\‘!H\E?E?\H‘H\‘\‘\!\\‘\H\’\\H‘\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67695: 1-(p-Fluorophenyl)-4-piperidone
198.0

—
123.0 13.50 14.00
5000 m/z 55.00 52.68%

420 750 ‘ “ LG“O ‘
e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #85015: 4H-1,3,2-Dioxaborin, 4-ethenyl-2-ethyl-4-methy!- —— ——
193.0 13.50 14.00

m/z 123.10  44.98%

95.0
5000 43.0
151.0 M
L) o

O bbbt b e

7 T
m/z--> 20 40 60 80 100120140160180200220240260280 13.50 14.00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 3 unknownl4.040 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

14.040 5.29 ng 417818  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 46
2 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 41
3 Cyclopentane, 1-methyl-1-(2-meth... 138 C10H18 074764-47-9 38
4 1H-Pyrazole, 1-methyl-4-(4,4,5,5... 208 C10H17BN202 1000319-69-0 30
5 Pentylidenecyclohexane 152 C11H20 039546-79-7 30

Abundance Scan 1862 (14.040 min): BM044819.D\data.ms (-1858) (- | m/z 55.00 100.00%
55.0

109.0

81.0 193.1

;

5000
T \
2916 14.00
(o} = m/z 69.00 91.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
1938.0
123.0
14.00
m/z 109.00 83.38%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #29340: 3-Cyclohexene-1-carboxaldehyde, 1,3,4-trimethy
41.0 67.0 109.0

5

T
14.00

5000 m/z 41.00 83.33%
152.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19548: Cyclopentane, 1-methyl-1-(2-methyl-2-propenyl) —— ‘
81.0 123.0 14.00
410 m/z 193.10 76.83%
) M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 unknownl4.134 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.134 11.54 ng 911897  Acenaphthene-di1e 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 46
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 38
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 30
4 N-(2,5-Dichlorophenyl)-2-[4-(fur... 381 C17H17C12N303 1010482-48-3 27
5 N-(4-Bromo-2-chlorophenyl)-2-[4-... 425 C17H17BrC1N303 1000482-48-9 27

Abundance Scan 1878 (14.134 min): BM044819.D\data.ms (-1874) (- m/z 193.10 100.00%
1

198,
41.0
97.0
5000
37.1
L

H‘ “ . 14.00 1450
. £ m/z 41.e0 78.72%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #67959: 4-[(2-Fluorophenyl)methyl]piperidine
56.0 109.0 193.0

5000

o

T
14.00 14.50
m/z 55.00 73.57%

2710 ‘FAS.O
0! ”"‘\“H\‘\‘ }‘ \‘ \“\“1““\‘1‘\‘1 ‘h\ W!" \”‘!H\ T Frfy TT \“\ RARRRRRRRNRRRRR RN R
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19564: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al
41.0

——
95.0 14.00 14.50
5000 m/z 69.00 73.00%

.
Obrrrprereil b e
miz—-> 20 40 60 80 100120140160180200220240260280

Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- ——
55.0 5.0 14.00 14.50
m/z 97.00 66.45%

b AJkNA/MVﬁwAMJAx/M\/VV

26,0 \‘\ ‘\12 0

o

T T
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 wunknownl4.210 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.210 4.07 ng 321680  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(1-Methylcyclopropyl)thiophene 138 C8H1eS 1000100-02-7 43
2 3,3,5,5-tetramethylcyclohexene 138 C10H18 1000510-60-7 30
3 2-Fluorobenzoic acid, 4-tridecyl... 322 C20H31F02 1000280-61-2 27
4 Bicyclo[3.1.1]heptan-2-one, 6,6-... 138 C9H140 038651-65-9 27
5 N-(1-Cyano-3-methyl-but-2-enyl)-... 152 C8H12N20 1000192-62-7 25
Abundance Scan 1891 (14.210 min): BM044819.D\data.ms (-1887) (- | m/z 123.05 100.00%
123.1
41.0
69.0
5000
95.0 193.1
P e
152.0 ‘ 14.00 14.50
0! TR EWRVRIBTE A ‘2‘1‘ O wz al.e0 80.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20070: 2-(1-Methylcyclopropyl)thiophene
123.0
5000 —r— —
14.00 14.50
48.0 97.0 m/z 57.00  79.10%
O ’
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19458: 3,3,5,5-tetramethylcyclohexene
82.0 1238.0
P e
14.00 14.50
5000/ 41.0 m/z 55.00 78.09%
o AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #227120: 2-Fluorobenzoic acid, 4-tridecyl ester —— ——
123.0 14.00 14.50
m/z 43.00 71.86%
5000 41.0
69.0 95.0
‘ 182.0
0 T N . W S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 6 Oxalic acid, allyl pentadec... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.845 8.63 ng 682043  Acenaphthene-di10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, allyl pentadecyl ester 340 C20H3604 1000309-24-3 53
2 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 53
3 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 53
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35
5 Tritetracontane 605 C43H88 007098-21-7 27
Abundance Scan 1999 (14.845 min): BM044819.D\data.ms (-1995) (- | m/z 57.00 100.00%
51.0 133.0
5000 97.0
— ——
‘ | 204.1 14.50 15.00
ob— H ‘H L \MM“ | \‘mhmh\\‘\‘Mw\ | \‘H]T‘\G?':‘L\ : ‘\‘m ‘2‘36‘-1‘ : %899 ‘ m/z 43.00 89.93%
miz-> 50 100 150 200 250
Abundance #248558: Oxalic acid, allyl pentadecyl ester
41.0
5000 — ——
71.0 14.50 15.00
m/z 133.00 84.56%
11.0
0 T “\ ‘\H “‘\ h! \HH T ‘ﬁ \‘ T - T T ‘ T T T T ‘ T T T \2‘55\.0\ T T
miz--> 50 100 150 200 250
Abundance #289288: Oxalic acid, allyl octadecyl ester
41.0
— ——
14.50 15.00
5000 ITI/Z 55.00 75.82%
71.0
‘ “ Fn.o
N0 0 - 1
miz--> 50 100 150 200 250
Abundance #263801: Oxalic acid, allyl hexadecy! ester — —
41.0 14.50 15.00
m/z 41.00 69.52%
5000
71.0
11.0
AR B
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 unknownl5.098 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.098 19.28 ng 1523100  Acenaphthene-d10 14.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 47
2 Benzamide, 3-fluoro-N-(2-phenyle... 313 C20H24FNO 1000451-30-4 43
3 Phorone 138 C9H140 000504-20-1 43
4 1-Butanone, 1-bicyclo[4.1.0]hept... 166 C11H180 054764-62-4 43

5 4-Fluoro-N-(3-pyridinyl)benzamid... 312 C14H8F4N202 1010487-94-4 38

Abundance Scan 2042 (15.098 min): BM044819.D\data.ms (-2038) (- | m/z 123.10 100.00%
123.1
5000 55.0
173'1207.2 —r— —
‘ ‘ 15.00 15.50
0! & wl“w“‘u“‘w“ ddl e L m/z 55.00  42.98%
m/z--> 50 100 150 200 250 300
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0
43.0
5000 179.0 — 1 ]
2920 15.00 15.50
' m/z 69.00 42.11%
0 \“\ ‘\L [”“\“‘\8“\‘3".%“‘ 4 ‘\“L\ “\ “‘ \M‘\ 1 I e L S
miz--> 50 100 150 200 250 300
Abundance #216051: Benzamide, 3-fluoro-N-(2-phenylethyl)-N-(3-me
128.0
—— —
15.00 15.50
5000 ITI/Z 41.00 41.03%
166.0
42.0
200l || 20450 g
e e S
miz-> 50 100 150 200 250 300
Abundance #20147: Phorone T ‘
123.0 15.00 15.50
m/z 95.00 37.93%
5000 39.0
83.0
0 J“N‘w“st‘u‘w‘u s — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.069 54.57 ng 3012950  Phenanthrene-d10 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 96
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 93
3 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 93
4 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 90
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80

Abundance Scan 2207 (16.069 min): BM044819.D\data.ms (-2200) (- | m/z 57.05 100.00%

57.0 '
5000
85.1
T I
16.00
183.1 2151
0,14102462280‘ m/z 71.10  69.22%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl-

%.

57.0
5000 e :
16.00
850 130 m/z 43.85 63.78%
29.0 183.0
O ’\‘\‘H‘\HU‘HH}\HHV“H”\‘\\]-\%‘]T\(\)\‘\H\“‘HH‘\\%‘zﬁ\o\‘z\ﬁﬁ‘q\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107223: Tridecane, 5-propyl-
57.0
T \
16.00
5000 m/z 41.00 30.87%
50 W
o b ioa10 1830 5360
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158619: Hexadecane, 2,6,10-trimethyl- —— ‘
57.0 16.00

m/z 85.10  26.40%

5000

1130 183.0
H\u‘ F | 1550 \‘ 225.0253.0

0 !““\““‘H\””\””\““\‘“‘\““‘\‘“‘\““\““\““\““\““\“

m/z--> 20 40 60 80 100120140160180200220240260280 16.00

[e2]
(4]
o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
BM044819.D

: 29 Mar 2024 17:37

: MA/JU

: P1894-04

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Tridecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.898 46.42 ng 2562850  Phenanthrene-die 17.081
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 80

Abundance Scan 2348 (16.898 min): BM044819.D\data.ms (-2344) (- | m/z 57.10 100.00%
57.1
5000 WA«MW
po.1 184.0 1650  17.00
145.0 to% ‘ . .
obd b L L APT 2332 2781 3540 0 7119 69.54%
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 — —
16.50 17.00
m/z 43.10 57.61%
oLl L1580 1010 1840
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
P P
16.50 17.00
5000 m/z 85.10 39.60%
o LI 0 s MJLM
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — —
57.0 16.50 17.00
m/z 41.00 28.46%
5000 NMJwrf“wu]KvawmwAﬁ”
0 L‘ I ‘\ y 14191830 2390 2960
il A P P
m/z--> 50 100 150 200 250 300 350 16.50 17.00

8270-BM032824.M Mon Apr 01 15:54:45 2024 12
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.039 14.76 ng 729145  Chrysene-di12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 87
Abundance Scan 2882 (20.039 min): BM044819.D\data.ms (-2879) (- | m/z 57.10 100.00%
57.1
5000 W
T \
9 1 20.00
141 0 225.0 | :
ol AL AR 188 AT 28118242 4000 nyz 43.10  73.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 —— :
20.00
9.0 m/z 71.10 64.78%
Ol\s\d } ‘“ “ \“‘\““ \“‘ \1\4%“0\1\8\3\0’\ \2\4?‘()\ LI ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #158610: Octadecane, 2-methyl-
43.0
T \
20.00
5000 m/z 85.10 45.72%
5.0
27 225.0
ol LLii 12 0e00 220680
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane T
57.0 20.00
m/z 41.00 30.27%
5000 M
9.0
ol L | I % | ;141.0183.0225.0267.0 323.0 380.0
e L e e e e ——
m/z--> 50 100 150 200 250 300 350 400 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 11 Eicosane, 10-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.539 20.83 ng 1028690  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Tetracosane 338 (C24H50 000646-31-1 94
3 Nonadecane 268 C19H40 000629-92-5 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2967 (20.539 min): BM044819.D\data.ms (-2964) (- | m/z 57.10 100.00%
57.1
5000 w
T 1 \
131 169.1 2251 2611 20.50
oL Al i [ 109122512811 3380 4149 489 .. 4305  70.71%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 —— :
20.50
m/z 71.10 63.44%
154.0
Ot \‘r“ \‘” \"‘\A‘ \d\”‘\ t ‘hwlw \\2%\1\-9\ ‘\2\8\1\.?\ LA L R B B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane
57.0
T \
20.50
5000 m/z 85.10 44.14%
ol Ll ITP,169.0 2250 2810 338.0
Al e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane T
57.0 20.50
m/z 41.00 27.94%
2000 \/Mu
ol il 11301600 2680
A A A A e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.004 33.99 ng 1678980  Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Methoxyacetic acid, 2-tetradecyl... 286 C17H3403 1000282-04-8 91
Abundance Scan 3046 (21.004 min): BM044819.D\data.ms (-3042) (- m/z 57.05 100.00%
57.0
5000 ﬂw\/xw/VM/AywﬁﬂywawA\
21.00 |
7.1 :
- ‘J‘R‘lfm,m“???":‘1‘2‘9‘“:1” 3869 4763 . m/z 43.00 73.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #132769: 2-Bromo dodecane
57.0
5000 —— :
21.00
m/z 71.10 60.22%
169.0
0‘\\1’\\‘\j\\J\JLJYl\IV\L\\‘\\A[S\.\O\\‘\H\‘\\\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
T T
21.00
5000 m/z 85.10 42.77%
0 ‘] ‘ j 127.0197.0267.0337.0  463.0533.0 604.0
A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane — ‘
57.0 21.00
m/z 55.00 30.48%
e w
0 } ‘ |12701970267.0337.0  463.0 5610
e A e e e e e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 21.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\

Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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
Peak Number 13 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
21.439  27.26 ng 1346320 Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Nonadecane 268 C19H40 000629-92-5 91

Abundance Scan 3120 (21.439 min): BM044819.D\data.ms (-3117) (- | m/z 57.05 100.00%
57.0
5000 /AMNJ\N\NA\jWNM\J\
——
1 ] 169 1 21.50
oAb 30912251 2811 352.340524610 4/, 43,00  71.84%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
5000 T
21.50
m/z 71.10 62.07%
ol \ 11301690225.0281.0  380.0
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262011: Pentacosane
57.0
——
21.50
5000 m/z 85.10 45.76%
0l ‘ \‘ |‘ il ‘\116?"02‘25"0 281.0 352.0
‘H“‘H‘ A e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141056: Octadecane —
57.0 21.50
m/z 41.00 27.18%
5000
1L 11\301690 254.0
O b e b e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 21.50

8270-BM@32824.M Mon Apr 01 15:54:50 2024 Page: 16



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\

BM044819.D
: 29 Mar 2024 17:37
: MA/JU
: P1894-04
: 4 Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Pentadecane, 8-hexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.880 30.43 ng 1502910 Chrysene-d12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3195 (21.880 min): BM044819.D\data.ms (-3191) (- | m/z 57.10 100.00%
57.1

5000 VA\AANAAVJ\XQ\JNAJ\
— ——
‘ 13.1 1691 2421 21.50 22.00
oL AT I 1691 2421 322136914161 /7 43.10  70.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0
5000 — —
21.50 22.00
m/z 71.10 62.87%
O ‘\“ \l\]ﬂ‘l\“s\‘(\)f]‘_\e\g\()\‘\\zﬁio‘.o\\\\‘\\\\‘\\\\‘\\\\

miz--> 50 100 150 200 250 300 350 400

N
w
— |

Abundance #194597: Pentadecane, 8-hexyl-
21.50 22.00
5000 ITI/Z 85.05 45.,98%
196.0
o T Tiame
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane “ —
57.0 21.50 22.00
m/z 55.00 27.14%
H““““H““H““W““_““H““H‘ — ——
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\

Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS Vvial : 4

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 15 Octadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.345 17.72 ng 875233  Chrysene-di12 21.274
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Heneicosane 296 C21H44 000629-94-7 94
4 Tricosane 324 C23H48 000638-67-5 94
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94

Abundance Scan 3274 (22.345 min): BM044819.D\data.ms (-3270) (- m/z 57.10 100.00%
57.1

5000

-

— —
L B272 2000 281 22.00 22.50
Ol ALY, 2090 281034014010 5031 ./, 43.00 67.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
5000 — ——
22.00 22.50
m/z 71.10 63.49%
7.0
O‘H“\‘}‘J\!rh\lﬁfl\{l‘l\%1\9\?.\(\)\2\5‘\4\.\()\\‘\\\\‘H\\‘HH‘HH‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #123961: Heptadecane
57.0
— —
22.00 22.50
5000 ITI/Z 85.10 48.22%
0 \‘\ [ 1270 240.0
e A A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194587: Heneicosane — T
57.0 22.00 22.50
m/z 55.00 22.46%
o M
| } || [0 1070 2960
)RS B D Bt S it S — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

8270-BM@32824.M Mon Apr 01 15:54:52 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 16 Cyclodocosane, ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.904 13.08 ng 712472  Perylene-di12 23.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 95
2 1-Tetracosene 336 C24H48 010192-32-2 94
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Cyclotetracosane 336 C24H48 000297-03-0 91
5 Heptacos-1-ene 378 C27H54 015306-27-1 91
Abundance Scan 3369 (22.904 min): BM044819.D\data.ms (-3366) (- | m/z 57.10 100.00%
57.1
5000 ~AM\~/K\JMAJ
23.00
187.0 269.0 | :
om_mmww""W‘H‘?’ﬁ‘:ﬁ("f??‘?““?‘c’”l‘_‘5““?‘ m/z 43.00 90.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244234: Cyclodocosane, ethyl-
57.0
5000 U
23.00
m/z 83.10 85.15%
1 | 125.0 307.0
O\J\J‘\L\\“‘\I\‘\J\‘J\W\\‘.Wq\\‘\\\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene
43.0
——
110 23.00
5000 ’ m/z 55.10 82.97%
0.11.1\1‘6?03360 JLW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene —
57.0 23.00
m/z 69.00 74.19%
5000
125.0
0 M“‘hﬂ?z-ozgz-o%“-o —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 17 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.080 20.11 ng 1095210  Perylene-di12 23.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 96
2 Heptadecane 240 C17H36 000629-78-7 95
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3569 (24.080 min): BM044819.D\data.ms (-3564) (- | m/z 57.05 100.00%
57.0
200 _J\LW
24.00 |
169.1 : :
0 m‘_h ﬁ" Loy, 22522810 353.2 4322490 1/, 43.00 64.03%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #212282: Docosane
57.0
5000 —— :
24.00
m/z 71.05 62.85%
LT as02300 3100
\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #123961: Heptadecane
57.0
T T \
24.00
5000 m/z 85.10 47 .44%
B T R A R E e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl- —
57.0 24.00
m/z 55.00 24.46%
- MN/\AW
N lﬁf’ 2100 3090 544
0 m_m_‘H_‘H‘mwmWm_m_m_m‘ e
m/z--> 50 100 150 200 250 300 350 400 450 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 18 .alpha.-Amyrin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.533 58.13 ng 3166040  Perylene-d12 23.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 91
2 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 87
3 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 78
4 3-Hydroxy-4,6a,6b,8a,11,12,14b-h... 484 C32H5203 1000495-27-7 72
5 Urs-12-en-23-oic acid, 3-(acetyl... 512 C33H5204 1000505-76-4 64
Abundance Scan 4156 (27.533 min): BM044819.D\data.ms (-4148) (- | m/z 218.20 100.00%
218.2
5000 55.0
122.1
=
[
424.4 .
oh ” A “ ‘”‘ ”H \‘ u‘“ j‘ﬂ‘u Ay 2861 86317507 490.0549. /7 s5.00  38.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316497: .alpha.-Amyrin
218.0
5000 — :
27.50
550 122.0 m/z 203.10  36.03%
426.0
O T 1 \“ ‘J\‘LJ\‘ \‘”‘m\ M\\"\\l'g \M\l\ \ ‘“\ \ T ‘ \2\8\6\‘9\ \\3‘6\5\\0\ ‘ \ L ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)-
218.0
N
27.50
5000 m/z 122.05 27 .47%
43.0 122.0
o bl || amosmo soomme
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #96833: 2(1H)Naphthalenone, 3,5,6,7,8,8a-hexahydro-4, = ‘
218.0 27.50
m/z 135.00  26.81%
41.0 133.0
5000
0 u\‘uwmhwH""H_Ww_ww_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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 19 Urs-12-ene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.939 56.49 ng 3076690  Perylene-d12 23.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Amyrin 426 C30H500 000638-95-9 95
2 Urs-12-ene 410 C30H50 000464-97-1 72
3 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 70
4 7-Isopropenyl-1,4a-dimethyl-4,4a... 218 C15H220 000473-08-5 60
5 Brasiliamide A, Me derivative 452 C25H28N206 1000495-27-9 58

Abundance Scan 4225 (27.939 min): BM044819.D\data.ms (-4219) (- | m/z 218.20 100.00%

218.2
5000 j\
520 1350 e
H H‘ J‘ \” W W N\ L \\ 286.1 355.0 426.3 503.2 oo
T L e A m/z 55.00  29.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #316497: .alpha.-Amyrin
218.0
5000 L
28.00
55.0 122.0 m/z 203.10 29.77%
426.0
O T 1 \“ ‘J\‘LJ\‘ \‘”““\ mfm\l'g \il\l\ \ ‘“\ T ‘ \2\8\6\‘()\\ \\3‘6\5\\q ‘ \ \\\ T ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #308262: Urs-12-ene
218.0
e
28.00
5000 ITI/Z 95.00 24 .05%
41.0
ik
obrbbbbdgaadl L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #331395: Urs-12-en-3-ol, acetate, (3.beta.)- —
218.0 28.00
m/z 189.10 23.73%
5000
43.0 122.0
0 ‘w”‘lm»hn\2810338040904680 o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32924\
Data File : BM@44819.D

Acqg On : 29 Mar 2024 17:37
Operator : MA/JU

Sample : P1894-04

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32824.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|
Isopropyl Alcohol 3.505 2.5 ng 111266 1 7.669 883847 20.0
unknownl13.716 13.716 5.8 ng 458064 3 14.316 1579820 20.0
unknown14.040 14.040 5.3 ng 417818 3 14.316 1579820 20.0
unknownl14.134 14.134 11.5 ng 911897 3 14.316 1579820 20.0
unknown14.210 14.210 4.1 ng 321680 3 14.316 1579820 20.0
Oxalic acid, al... 14.845 8.6 ng 682043 3 14.316 1579820 20.0
unknown15.098 15.098 19.3 ng 1523100 3 14.316 1579820 20.0
Pentadecane, 2,... 16.069 54.6 ng 3012950 4 17.081 1104250 20.0
Tridecane 16.898 46.4 ng 2562850 4 17.081 1104250 20.0
Heptadecane 20.039 14.8 ng 729145 5 21.274 987930 20.0
Eicosane, 10-me... 20.539 20.8 ng 1028690 5 21.274 987930 20.0
2-Bromo dodecane 21.004 34.0 ng 1678980 5 21.274 987930 20.0
Heptacosane 21.439 27.3 ng 1346320 5 21.274 987930 20.0
Pentadecane, 8-... 21.880 30.4 ng 1502910 5 21.274 987930 20.0
Octadecane 22.345 17.7 ng 875233 5 21.274 987930 20.0
Cyclodocosane, ... 22.904 13.1 ng 712472 6 23.509 1089260 20.0
Docosane 24.080 20.1 ng 1095210 6 23.509 1089260 20.0
.alpha.-Amyrin 27.533 58.1 ng 3166040 6 23.509 1089260 20.0
Urs-12-ene 27.939 56.5 ng 3076690 6 23.509 1089260 20.0
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