LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc :

ALS Vvial : 14 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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60768.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.176 26 32 47 rVB 340480 709396 15.50%  1.480%
2 3.693 115 120 131 rVB 61686 109177 2.39% 0.228%
3 5.543 427 435 444 rBV 1182358 1918133 41.90% 4.002%
4 7.118 691 703 712 rBV 1247780 2112474 46.15%  4.408%
5 7.958 839 846 852 rBV 285601 476122 10.40% 0.993%

6 9.110 1032 1042 1049 rBV 796342 1359434 29.70%
7 10.755 1313 1322 1335 rBV 376465 680502 14.87%
8 11.495 1441 1448 1454 rBV2 30231 59451 1.30%
9 13.211 1733 1740 1747 rBV 1882383 2852562 62.32%
10 13.387 1762 1770 1774 rBV8 54229 130833 2.86%
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11 13.869 1848 1852 1855 rBV6 53701 78365 1
12 14.022 1873 1878 1882 rBV 233715 361172 7
13 14.092 1887 1890 1895 rVV2 100842 138582 3.03%
14 14.345 1929 1933 1940 rBVv8 93181 211481 4
15 14.433 1943 1948 1955 rVB 355788 623100 13.
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16 14.504 1956 1960 1964 rBV5 131117 234863 5.13%
17 14.586 1966 1974 1986 rBvV2 687113 1611140 35.20%
18 15.132 2063 2067 2073 rBv4 278059 481413 10.52%
19 15.391 2107 2111 2117 rVB2 509390 795427 17.38%
20 16.078 2223 2228 2234 rBV2 1559332 2419185 52.85%
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21 16.360 2273 2276 2282 rVB 888038 1158145 25.30%
22 17.183 2413 2416 2423 rVB 1281785 1880023 41.07%
23 19.968 2886 2890 2904 rVB 2797371 4410294 96.35%
24 20.297 2944 2946 2950 rVB 762198 793763 17.34%
25 20.796 3027 3031 3036 rVB 1320312 1513928 33.07%
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26 21.301 3113 3117 3128 rVB 1671697 2498876 54.59%
27 21.601 3165 3168 3173 rVB 628113 940883 20.55%
28 21.848 3205 3210 3216 rVB 1539080 2210903 48.30%
29 22.459 3308 3314 3326 rVB 1261821 2275703 49.71%
30 23.146 3426 3431 3440 rVB 772414 1454746 31.78%
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31 23.957 3561 3569 3586 rVB 1651640 4577593 100.00%
32 24.750 3699 3704 3715 rVB 429090 1102943 24.09%
33 26.037 3914 3923 3932 rBV = 622745 1827728 39.93%
34 31.537 4845 4859 4884 rVB5 676741 3920247 85.64%
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Sum of corrected areas: 47928587
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
BGO60768.D
3 Apr 2024 18:53
: MA/JU
: P1894-04

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Time-->

4000000

3000000

2000000

Abundance TIC: BG060768.D\data.ms
5000000

5.543 7.118

1000000 9.110

3.176 7.958 10.755
3.693 | 11495

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

3.00 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Time-->

Abundance TIC: BG060768.D\data.ms
5000000 19.p68

4000000 17.183

20.796

3000000 16.0173 - 20.297 21.301
: 21.848
2000000{ 13.211 21'E1 22.459

1000000

D

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Time-->

4000000

3000000

2000000

1000000 24.750

Abundance TIC: BG060768.D\data.ms
5000000

23.957

23.146
26.037 31.537

N

O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.176  29.80 ng 709396 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37

4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 17

Abundance  Scan 32 (3.176 min): BG060768.D\data.ms (-26) (-) m/z 73.10 100.00%

73.1
43.0
5000

I 320 340 3.60
el 14701928 s 43,65 57.09%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 P ——
320 3.40 3.60
43.0

‘ m/z 55.10  38.04%
ol

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 340 3.60

o

o

5000 41.0 m/z 87.10 26.43%
0 H ‘ 97.0  129.0
i R
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #2307: 1,3-Dioxolane, 2-methyl- e
73.0 3.20 340 3.60

m/z 41.05 17.12%

5000 43.0 J\/L
il ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 3.20 340 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Propylene Glycol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.693 4.59 ng 109177 1,4-Dichlorobenzene-d4 7.958

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 78
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 56
4 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 40
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40

Abundance Scan 120 (3.693 min): BG060768.D\data.ms (-115) (-) m/z 45.00 100.00%

45.
5000 /\\
T
61.0 3.40 3.60 3.80 4.00
O et il P22 809 myz 43,00 19.87%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1083: Propylene Glycol
45.0
5000 UL L B I B LA L
3.40 3.60 3.80 4.00
m/z 44.05 7.33%
29.0
61.0
O \\\‘]\-\5\.(\)“\\\‘1“‘\\\\"}‘1‘1\‘\\\‘\“\\\\‘\\\.\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1091: R-(-)-1,2-propanediol
45.0
A ARAREEEEREE S
3.40 3.60 3.80 4.00
5000 m/z 61.00 5.92%
29.0
AN T . N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1093: (S)-(+)-1,2-Propanediol ARREE ‘f‘\‘ R ARBEREEE
45.0 3.40 3.60 3.80 4.00
m/z 57.00 3.37%
5000
1.
ol 190 PO 810 750
m/z--> 10 20 30 40 50 60 70 80 90 100 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.022 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.022 4.48 ng 361172  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 37
3 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 30
4 Butan-2-one, 1-[3-(3,3-dimethyl-... 278 C16H26N202 1000303-34-2 27
5 9-Phenanthrenamine 193 C14H11N 000947-73-9 22

Abundance Scan 1878 (14.022 min): BG060768.D\data.ms (-1873) (- | m/z 193.20 100.00%
198.2

55.0
5000 83.1 1231

—

L Lo
‘H“‘ ‘M‘MJ‘uwxwu‘qluuuw“w“w‘u“m“w‘ m/z 55.85 50.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85382: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
69.0 193.0

O

123.0

41.0
5000 95.0

H ull u“ | 152.0

\‘\\\\‘\\\\‘\\\\‘\\\\’\\1\‘1\\1‘\\\\’\\\\‘\\\\‘\1\\’\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101995: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-

é

14.00
m/z 41.00 48.53%

o

é

193.0
T I
14.00
5000 55.0 m/z 69.10 47.35%
109.0
810
290
I =T -~ .
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene —
193.0 14.00

m/z 83.10 41.68%

123.0

5000 69.0 950
151.0

(¢ SRR B {1, B R MU SUNNAT M N
miz—> 20 40 60 80 100 120 140 160 180 200 220 14.00

é
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Decahydro-1,1,4a,5,6-pentam... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.345 2.63 ng 211481  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 60
2 3-Chloropropionic acid, hexadecy... 332 C19H37C102 053312-70-2 22
3 2-Dodecen-1-yl(-)succinic anhydride 266 C16H2603 019780-11-1 22
4 Cyclohexane, 1,1'-(2-methyl-1,3-... 222 C16H30 002883-08-1 20
5 1,10-Hexadecanediol 258 C16H3402 039516-54-6 14
Abundance Scan 1933 (14.345 min): BG060768.D\data.ms (-1929) (- | m/z 55.10 100.00%
55.1
97.1
193.2
5000
— —
511 14.00 14.50
11 ey 404,
O bbb T m/z 41.10  77.63%
miz--> 50 100 150 200 250 300 350 400
Abundance #85375: Decahydro-1,1,4a,5,6-pentamethylnaphthalene
193.0
123.0
5000 69.0 T U
14.00 14.50
m/z 97.10  69.81%
O\\\“\‘H“‘\“\““!“\“\‘\ ’L\\‘\ \“L\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #239250: 3-Chloropropionic acid, hexadecyl ester
55.0
— —
14.00 14.50
5000 m/z 83.10 61.91%
7.0
‘ L L M | 1400 1960 297.0
oL e S e
m/z--> 50 100 150 200 250 300 350 400
Abundance #155615: 2-Dodecen-1-yl(-)succinic anhydride — ——
41.0 14.00 14.50
m/z 95.10 57.87%
ok — e
m/z--> 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.433 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.433 7.73 ng 623100  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Toxoflavin 193 C7H7N502 000084-82-2 35
2 Acetylene, 1-(2-aminophenyl)-2-p... 193 C14H11N 1000380-73-4 25
3 2H-Spiro[1-benzofuran-3,2'-[1,3]... 193 C1OH11NO3 1000387-33-4 25
4 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 25
5 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 25
Abundance Scan 1948 (14.433 min): BG060768.D\data.ms (-1943) (- | m/z 193.20 100.00%
198.2
41.1
69.1 97.1
5000
123.1
—T
152.1 14.50
0 - ;“‘ : ‘u‘u : “ A - l 228l sz 4110 e4.46%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #68181: Toxoflavin
109.0 136.0 1938.0
83.0
5000 i4‘56
43.0 :
165.0 m/z 55.18  60.52%
O
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #68114: Acetylene, 1-(2-aminophenyl)-2-phenyl-
1938.0
——
14.50
5000 m/z 69.10 55.78%
165.0
96.0
0 39.0 63'0 i 139'0 n‘\ M“
L e e  RERRAEEE AT
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #67622: 2H-Spiro[1-benzofuran-3,2'-[1,3]dioxolane]-5-am —
105.0 193.0 14.50
m/z 97.10 55.04%
52.0 1330 1640
5000 79.0
0 e
m/z--> 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 unknownl4.504 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.504 2.92 ng 234863  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[3.1.1]heptane-2-carboxal... 152 C1@H160 004764-14-1 49
2 1,4-Hexadiene, 2,3,4,5-tetramethyl- 138 C10H18 051504-54-2 30
3 Aspidospermidin-17-0l, 1-acetyl-... 414 C23H30ON205 002122-26-1 30
4 1-(2,2,6-Trimethylcyclohexyl)hex... 268 C17H3202 1000498-96-1 27
5 N-(1-Cyano-3-methyl-but-2-enyl)-... 152 C8H12N20 1000192-62-7 25
Abundance Scan 1960 (14.504 min): BG060768.D\data.ms (-1956) (- | m/z 43.10 100.00%
43.1 123.1
5000
208.2 T
Wit L]
0 “HWM*‘J\W‘ML‘WW WA o m/z 41.10 96.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29389: Bicyclo[3.1.1]heptane-2-carboxaldehyde, 6,6-din
69.0
123.0
5000 —
14.50
‘ m/z 57.10 92.22%
01\5.\41\\“1“““\" ““L‘\‘\\“HH‘HH‘\H\‘\H\‘HH‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance #19500: 1,4-Hexadiene, 2,3,4,5-tetramethyl-
1238.0
T
14.50
5000 ITI/Z 123.10 91.87%
OW
m/z--> 50 100 150 200 250 300 350 400
Abundance #310279: Aspidospermidin-17-ol, 1-acetyl-19,21-epoxy-1 e |
69.0 14.50
m/z 55.10 82.26%
138.0
5000
0 W 202.0 370.0414.
! e e
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecyl nonyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.132 5.98 ng 481413  Acenaphthene-d10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl nonyl ether 312 C21H440 1000406-37-5 64
2 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 49
3 Decane 142 C1eH22 000124-18-5 46
4 Tridecane 184 C13H28 000629-50-5 30
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 30

Abundance Scan 2067 (15.132 min): BG060768.D\data.ms (-2063) (- | m/z 57.10 100.00%

L

97.1 133.1
- ‘:“‘M ":HM“‘\‘w‘wu“ il 2802 8025 o 43,10 80.62%

m/z--> 50 100 150 200 250 300
Abundance #215087: Dodecyl nonyl ether
57.0

5000

o

T
15.00 15.50
m/z 55.10  75.04%

97.0

ol L1

O T T \‘ ‘ “‘ \‘“ T ‘&4?.? T H\ T ]-\9‘9-\0 T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #284588: Sulfurous acid, butyl heptadecyl ester
57.0
—r —
15.00 15.50
5000 ITI/Z 71.10 60.17%
97.0
0280, | LU 190 g0 2390 01
e e
miz--> 50 100 150 200 250 300
Abundance #22067: Decane T —
43.0 15.00 15.50
m/z 41.10 59.73%
5000
85.0
‘ | ‘ 142.0
0\‘\h‘”\M\‘\N\‘\\\“\\ R T S e —— —
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_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 2,11-Dioxabicyclo[4.4.1]und... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.391 9.87 ng 795427  Acenaphthene-di10 14.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,11-Dioxabicyclo[4.4.1]undeca-3... 222 C13H1803 070412-52-1 53
2 4-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02 1000280-67-8 50
3 Bicyclo[4.1.0]heptane-7-carboxam... 222 C11H14N20S 329912-72-3 50
4 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HIN3 000767-15-7 49
5 Benzamide, 2-fluoro-N-(4-methoxy... 245 C14H12FNO2 212209-96-6 47
Abundance Scan 2111 (15.391 min): BG060768.D\data.ms (-2107) (- | m/z 123.10 100.00%
123.1
55.1
5000
207.2
— ——
‘ ‘ ‘ 15.00 15.50
ok ‘M"”m“‘w‘wM i 519 hyz 5510 54.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101544: 2,11-Dioxabicyclo[4.4.1]undeca-3,5-dien-10-on
123.0
43.0
5000 179.0 — ——
15.00 15.50
m/z 41.10 45.36%
0 \J‘r‘l "U\‘”\W\“LH‘\ ‘\HL‘"\”J\ L T b [T T T T [T T T [T T T T[T T T[T T[T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227121: 4-Fluorobenzoic acid, 2-tridecyl ester
123.0
— ——
15.00 15.50
5000 m/z 95.10 40.37%
41.0
‘ ‘ ‘ 182.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #101023: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thig — ——
123.0 15.00 15.50
55.0 .
m/z 81.05 38.49%
5000
‘ ‘ 222.0
AR S
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50

8270-BGO32924.M Thu Apr 04 15:06:16 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.360 12.32 ng 1158150  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 83
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 78
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 64
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64
5 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 58

Abundance Scan 2276 (16.360 min): BG060768.D\data.ms (-2273) (- | m/z 57.10 100.00%
57.1

5000

C

85.1

— T
16.00 16.50
m/z 43.10 58.97%

MH ‘ 1271 1831 2151 246.2 281.(

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

o

%

57.0
5000 - —
16.00 16.50
85.0 m/z 71.10  54.41%
183.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
— —
16.00 16.50
5000 ITI/Z 41.10 23.52%
50 wawwﬂwjkdvdwu“ww
. Ol | | | | 1270 1830 5390
wH‘wH‘wH‘wH‘wH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 16.00 16.50

m/z 85.10  22.16%

5000

[N
=
w
o

240
N — ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

8270-BGO32924.M Thu Apr 04 15:06:17 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Tetradecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.183 20.00 ng 1880020  Phenanthrene-d10 17.341
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72
3 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 64
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 62

Abundance Scan 2416 (17.183 min): BG060768.D\data.ms (-2413) (- | m/z 57.10 100.00%

57.1
5000

—
17.00 1750
2101
“ “‘1“1‘6‘3“1 29818072 m/z 43.10 58.35%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228591: Tetradecane, 1-iodo-
57.0

5000 — e
17.00 17.50

m/z 71.10 54.96%

13.0 197.0
O\“\l\‘\‘\‘\h\‘\‘\‘\\“‘\1\\"\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

—
17.00 17.50

o

5000 m/z 85.10 31.63%
113.0
0\\“\““‘m‘m"\MIHZ‘L\G%O\,\\u,uu,uu,uu,uu,\ WAM\W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #345481: Dotriacontane, 1-iodo- —— —
57.0 17.00 17.50

m/z 41.10 30.53%

T

ol JHMHG??‘Z?SO 2950 3510 449
A LA LI 2250 2050 3510 44D,

T \ \
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50

8270-BGO32924.M Thu Apr 04 15:06:18 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.297 16.87 ng 793763  Chrysene-di2 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 91
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
Abundance Scan 2946 (20.297 min): BG060768.D\data.ms (-2944) (- | m/z 57.10 100.00%
57.1
5000 WLJ\\foﬁhﬂAﬂfAN/&N»J
—— —
‘ % 1 1691 2532 20.00 20.50
Ok L 2008 293:2200.1345.2 4010 /7 43.10  75.73%
miz--> 50 100 150 200 250 300 350 400
Abundance #107218: Hexadecane
57.0
5000 — —
20.00 20.50
m/z 71.10 45.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #193302: Dodecane, 1-iodo-
57.0
—— —
20.00 20.50
5000 m/z 85.10 29.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #193304: 1-lodo-2-methylundecane 7 —
57.0 20.00 20.50
m/z 41.10 24.85%
o L1180 1690 ge60 I
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50

8270-BGO32924.M Thu Apr 04 15:06:19 2024 Page: 14



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG040324\

Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 12 Pentacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.796  32.18 ng 1513930  Chrysene-d12 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Eicosane 282 C20H42 000112-95-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91

Abundance Scan 3031 (20.796 min): BG060768.D\data.ms (-3027) (- | m/z 57.10 100.00%
57.1
5000 W
—— —
‘ 181 1gq, 20.50 21.00
oL AT, (1882 2391 29413422 4081 ./, 43,10 73.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 —r ——
20.50 21.00
m/z 71.10 47.05%
13.0
0 | L ‘ “h\ “h “\ h‘ u‘ | 116\99 ! 2\259 281.0 352.0
\\\‘\\\\‘\\\\’\T\\‘\\\T‘\\f\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
—— —
20.50 21.00
5000 m/z 85.10 34.19%
140.0
ob il 220
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane T —
57.0 20.50 21.00
m/z 41.10 25.73%
13.0
oLl a000 om0 220
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00

8270-BGO32924.M Thu Apr 04 15:06:20 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
BGO60768.D

3 Apr 2024 18:53

: MA/JU
. P1894-04

: 14  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 13 Tridecane, 7-hexyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.301 53.12 ng 2498880  Chrysene-d12 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3117 (21.301 min): BG060768.D\data.ms (-3113) (1 m/z 57.10 100.00%
57.1
—— —
131561 ‘ 21.00 21.50
o A ML 2002 2301 30323671 540 /7 43.18  70.35%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 —r ——
21.00 21.50
182.0 m/z 71.10  47.86%
| 3.0 “
O \\"\l\\J‘IJ‘WJ\\\f’\\\\’f2\3\18‘-0\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #193302: Dodecane, 1-iodo-
57.0
—— —
21.00 21.50
5000 m/z 85.10 35.08%
oL UL ABOR0 20
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #228591: Tetradecane, 1-iodo- T —
57.0 21.00 21.50
m/z 41.10 23.32%
113.0 197.0
0 WM‘ﬂwwﬂﬂmﬂu‘ﬂw“w‘H“H‘w“u“u‘w“w‘u“ —r —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270-BGO32924.M Thu Apr 04 15:06:21 2024

Page: 16



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG040324\

Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 Dodecane, 2-methyl-6-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.848 47.00 ng 2210900  Chrysene-d12 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 94
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 93
3 Octacosane 394 C28H58 000630-02-4 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3210 (21.848 min): BG060768.D\data.ms (-3205) (- | m/z 57.10 100.00%
57.1
5000 VVJJx\A\JKVJNM/V\A\
— ——
‘ 1831 469 2150 22.00
ol Ll 209 2251 80933524 4011 /7 43.10  71.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
21.50 22.00
m/z 71.10 49.69%
140.0
0 T ‘\“ h‘ \“‘\ “‘ \‘\‘\ h ‘ \J-\S\ﬁ\.c‘)z\z\q-\o‘ T T ‘ T T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #193302: Dodecane, 1-iodo-
57.0
— ——
21.50 22.00
5000 m/z 85.10 34.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane “ —
57.0 21.50 22.00
m/z 41.10 24.28%
o \AJ\‘M
13.
oLl 1130 160.0 2250 281.0 337.0 394.0
““‘“‘“‘w““‘H““‘H““‘_““‘H P e
m/z--> 50 100 150 200 250 300 350 400 21.50 22.00

8270-BGO32924.M Thu Apr 04 15:06:22 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

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 15 Tetratetracontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.459  48.37 ng 2275700  Chrysene-d12 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 91

Abundance Scan 3314 (22.459 min): BG060768.D\data.ms (-3308) (- | m/z 57.10 100.00%
57.1

-

5000
—
{1271 197.2262.0 2250
Obrd b [ 1 197:2202.0 3443 42925082 m/z 43.16  73.67%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 —
2250
m/z 71.106  50.79%
0 HJJ{l];Q;97.0267.0337.0 463.0 561.0
\\\‘\\\\‘\\\\‘\\\\‘Ff\\‘\T\\‘\\\11\\TV‘TT\\}\\\T‘\T\\}\\\T‘\T\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

-

Abundance #275537: Hexacosane
57.0
—
22.50
5000 m/z 85.10 35.96%
ol L f#T 010702670 3670
AR e e R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane —
57.0 22.50
m/z 55.10 29.13%
7.0
o iifopeTo  swosmo -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 22.50

8270-BGO32924.M Thu Apr 04 15:06:23 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BG040324\

BGO60768.D

3 Apr 2024 18:53
: MA/JU
. P1894-04

14

TIC Library
TIC Integration Parameters: LSCINT.P

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: 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 16 Docosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
23.146  30.92 ng 1454750  Chrysene-d12 21.601
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Tetracosane 338 (C24H50 000646-31-1 94
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 86

Abundance Scan 3431 (23.146 min): BG060768.D\data.ms (-3426) (- | m/z 57.10 100.00%
57.1
5000 A\w,,WNWVJ\WMJthmJ
—— —
‘ H 16941 23.00 23.50
ol AT 1091 2391 30033484 4008 4/, 43,10 67.59%
miz--> 50 100 150 200 250 300 350 400
Abundance #212282: Docosane
57.0
5000 —r ——
23.00 23.50
m/z 71.10 49.57%
“ ‘ 183.0 2390 3100
0\\\“ H‘\h‘\h‘\“\‘\““\‘\\l\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
—— —
23.00 23.50
5000 m/z 85.10 36.99%
0 L uh\ \‘\\ . h 1‘ \\ 9 0 225 0 281.0 338 0
e e e A R E R
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 23.00 23.50
m/z 55.10 23.13%
ol |0 1690 2250 300.0 3650 4364
““"““"‘“"‘““‘H“““““““““ —— —
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50

8270-BGO32924.M Thu Apr 04 15:06:24 2024 Page: 19



Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53

Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 17 Heptadecane, 9-hexyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
23.957 83.01 ng 4577590  Perylene-di12 24.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Hentriacontane 437 C31H64 000630-04-6 91
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
26.037 33.14 ng 1827730  Perylene-di12 24.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 4-Methylheneicosane 310 C22H46 025117-29-7 94
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 93
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
5 Tetratetracontane 619 C44H99 007098-22-8 90
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 19 .beta.-Amyrone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
31.537 71.09 ng 3920250  Perylene-di12 24.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 83
2 .alpha.-Amyrone 424 C30H480 000638-96-0 83
3 .alpha.-Amyrin 426 C30H500 000638-95-9 81
4 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 78
5 3-Hydroxy-4,6a,6b,8a,11,12,14b-h... 484 C32H5203 1000495-27-7 74
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe40324\
Data File : BGO60768.D

Acqg On : 3 Apr 2024 18:53
Operator : MA/JU

Sample : P1894-04

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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|
Butane, 2-metho... 3.176 29.8 ng 709396 1 7.958 476122 20.0
Propylene Glycol 3.693 4.6 ng 109177 1 7.958 476122 20.0
unknownl14.022 14.022 4.5 ng 361172 3 14.586 1611140 20.0
Decahydro-1,1,4... 14.345 2.6 ng 211481 3 14.586 1611140 20.0
unknown14.433 14.433 7.7 ng 623100 3 14.586 1611140 20.0
unknownl14.504 14.504 2.9 ng 234863 3 14.586 1611140 20.0
Dodecyl nonyl e... 15.132 6.0 ng 481413 3 14.586 1611140 20.0
2,11-Dioxabicyc... 15.391 9.9 ng 795427 3 14.586 1611140 20.0
Pentadecane, 2,... 16.360 12.3 ng 1158150 4 17.341 1880020 20.0
Tetradecane, 1-... 17.183 20.0 ng 1880020 4 17.341 1880020 20.0
Hexadecane 20.297 16.9 ng 793763 5 21.601 940883 20.0
Pentacosane 20.796 32.2 ng 1513930 5 21.601 940883 20.0
Tridecane, 7-he... 21.301 53.1 ng 2498880 5 21.601 940883 20.0
Dodecane, 2-met... 21.848 47.0 ng 2210900 5 21.601 940883 20.0
Tetratetracontane 22.459 48.4 ng 2275700 5 21.601 940883 20.0
Docosane 23.146 30.9 ng 1454750 5 21.601 940883 20.0
Heptadecane, 9-... 23.957 83.0 ng 4577590 6 24.750 1102940 20.0
Tetracosane 26.037 33.1 ng 1827730 6 24.750 1102940 20.0
.beta.-Amyrone 31.537 71.1 ng 3920250 6 24.750 1102940 20.0
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