LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

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_ F\Methods\8270-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126390.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.11e 3 4 11 rVB 107575 97701  2.46% 0.396%
2 4,393 388 392 399 rBV 393123 438629 11.05% 1.778%
3 5.022 490 499 508 rBV 987235 1316745 33.17% 5.337%
4 5.428 563 568 571 rBV 3820344 3970259 100.00% 16.092%
5 5.822 632 635 641 rVB 87920 72414 1.82% 0.294%

6 6.439 734 740 743 rBV 2836557 3126933 78.76% 12.674%
7 6.810 799 803 806 rBV 1005474 887730 22.36% 3.598%
8 7.369 893 898 901 rBV 2306290 2398259 60.41% 9.721%
9 8.092 1016 1021 1024 rBV 1157565 1049231 26.43% 4.253%

9.169 1199 1204 1208 rBV 3594476 3449814 86.89% 13.983%

11 9.845 1315 1319 1326 rBV 1494826 1275647 32.13%
12 10.263 1386 1390 1393 rBV2 118799 114411 2.88%
13 10.633 1449 1453 1461 rBV 2028218 1872414 47.16%
14 11.333 1568 1572 1578 rBV 984570 961116 24.21%
15 11.863 1659 1662 1665 rBV 49807 49747 1.25%

O wWwNOoO W
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16 12.921 1837 1842 1845 rBV 2426102 2211670 55.71%
17 13.863 1997 2002 2016 rBVe 41774 133174  3.35%
18 13.968 2016 2020 2029 rVB 688269 635421 16.00%
19 14.827 2162 2166 2172 rVB 61170 63010 1.59%
20 15.415 2261 2266 2272 rBV2 412156 547478 13.79%

N ONO
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~N
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Sum of corrected areas: 24671803
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\

Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator Ju/caG

Sample : M5239-04 :
Misc SASP2-123-1-40-57
ALS vial : 14 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-BF121521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 5
R.T. EstConc Area Relative to ISTD R.T.
2.110 2.20 ng 97701 1,4-Dichlorobenzene-d4 6.810

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 74
3 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 36
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 4 (2.110 min): BF126390.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.0
55.0 87.1 T AR EETNRNEEE
‘ ‘ 2.202.30 2.40 2.50
Ottt L w2 43.e0  27.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B R R R R R
43.0 2.202.30 2.40 2.50
~ 550 87.0 m/z 87.10  22.37%
w0 ||
O\\‘\\\\‘\\\”“\\\\“‘}\‘\\‘\\\‘\“\\\\“\}\\‘\\\\‘\\\\’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
e
410 g5 87.0 2.202.302.40 2.50
5000 ' m/z 55.00 19.50%
29.0
150 Mh ‘ ‘\ A
O AR e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4950: Silane, ethyltrimethyl- A e
73.0 2.202.30 2.40 2.50
m/z 41.00 10.99%
5000 59.0
87.0
43.0
0 299 \M Ll ‘\ , 10?0
R m R L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.202.302.40 2.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 3-Hexen-2-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.393 9.88 ng 438629 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80
Abundance Scan 392 (4.393 min): BF126390.D\data.ms (-388) (-) m/z 83.00 100.00%
55.0 83.0
5000 43.0 981

R REaan R

- 4.00 4.20 4.40 4.60 4.80
oHwmwHH‘Hm‘HMMH‘:_Hu,‘lu,w‘,w m/z 55.00  92.70%

m/z--> 10 20 30 40 50 60 70 80 90 100

Abundance #3553: 3-Hexen-2-one

55.0
83.0
29.0 43.0
5000 I L LU B I
98.0 4.00 4.20 4.40 4.60 4.80
15.0 m/z 43.00 40.11%
0.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3646: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0 e P
4.00 4.20 4.40 4.60 4.80
5000 m/z 98.10 35.86%
29.0 08.0
‘ 67.0
Y I - - N
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Rmaas A naR o
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 24.08%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu NG £ U —
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.022  29.67 ng 1316750 1,4-Dichlorobenzene-d4 6.810

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 499 (5.022 min): BF126390.D\data.ms (-490) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 T T T
83.0 4.60 4.80 5.00 5.20 5.40
0 b et et e M/z 59.00 56.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B R
59.0 4.60 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 18.85%
O\\\‘\f‘f.!‘\\I‘SVMTI\.\O\\“H}\\‘\\}\‘\\\\‘\\\\?%\‘9\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R e
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.82%
20.0 101.0
o 20 il T30 850
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4576: Morpholine, 4-methyl- R e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.43%
5000
15.0 710 101.0
270 560 | ‘
Y O O T AN -2 NN R ISV § W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc SASP2-123-1-40-57

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.863 4.19 ng 133174  Chrysene-di12 13.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 1-Tetracosene 336 C24H48 010192-32-2 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2002 (13.863 min): BF126390.D\data.ms (-1997) (- m/z 55.00 100.00%
55.0 97.1
5000
— ——
H ‘ 14‘9'0 207.0 13.50 14.00
ob LA L~ w/z s57.e5 91.06%
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol
55.0
97.0
5000 — —
13.50 14.00
m/z 97.10 89.68%
)

O 19¢ 1l \‘ " H‘ \‘ {‘ \h h ;820 2240 2660
L T L T 1T T T T ’ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
mMA

*

13. 50 14. 00
5000 ITI/Z 69.00 87.29%

25.0
0L— \“ “\ ‘\‘\‘ “‘\ | ‘H\ \\ d‘h \“ %‘68‘ 0 219 ‘0‘ T ‘3‘36"
m/z--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1 WMMYVHNXMV 7
83.0 13.50 14.00

43.0 m/z 83.00 83.93%

5000
0 h ‘\ \‘ ‘ \‘\ ‘!‘\ ‘\‘L‘ \h %680 238.0 M(\ WV\WW

m/z--> 50 100 150 200 250 300 13. 50 14. 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.827 2.30 ng 63010 Perylene-di2 15.415
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 72
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 72

Abundance Scan 2166 (14.827 min): BF126390.D\data.ms (-2162) (- m/z 69.10 100.00%
1

69.
5000
= T
137.1 14.50 15.00
b bl fy 2080 2810 /7 gl.e0  49.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 pASe AR
14.50 15.00
m/z 41.00 24.02%
137.0
02 Qo lh gy, 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #291318: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,
69.0
— —
14.50 15.00
5000 ITI/Z 93.00 11.08%
11.0
oLy L1P02050 _Zr303ts0 3840
m/z--> 50 100 150 200 250 300 350 400 ﬂ
Abundance #118839: Farnesol (E), methyl ether “ ﬂ - ‘A ‘ k
69.0 14.50 15.00
m/z 68.10 10.46%
5000
136.0
779, \‘ ‘\ Ll 1910750 | n
0‘WNNWHWMWWJMWJHwWM‘J‘_“““‘w“““‘ — ——
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF121521.M Thu Dec 30 07:19:45 2021 Page: 7



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122821\
Data File : BF126390.D

Acqg On : 28 Dec 2021 19:49

Operator : JU/CG

Sample : M5239-04 :
Misc : SASP2-123-1-40-57

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.110 2.2 ng 97701 1 6.810 887730 20.0
3-Hexen-2-one 4.393 9.9 ng 438629 1 6.810 887730 20.0
2-Pentanone, 4-... 5.022 29.7 ng 1316750 1 6.810 887730 20.0
1-Heneicosanol 13.863 4.2 ng 133174 5 13.968 635421 20.0
Supraene 14.827 2.3 ng 63010 6 15.415 547478 20.0
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