LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123721.D

Acqg On : 24 Apr 2021 17:19

Operator : JU/CG

Sample : M2107-07 :
Misc : SB-30-9.5-10.0-DUP.

ALS Vvial : 12 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-BF041521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123721.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.022 494 499 505 rVB 117214 149159 2.89% 0.369%
2 5.440 566 570 573 rBV 5064623 4910030 95.13% 12.131%
3 6.451 738 742 749 rBV 5192927 5100887 98.83% 12.603%
4 6.822 801 805 808 rBV 1587320 1384795 26.83% 3.421%
5 7.381 895 900 903 rBV 3874503 3310723 64.14% 8.180%
6 8.104 1019 1023 1026 rBV 2320842 1815237 35.17% 4.485%
7 9.180 1202 1206 1209 rBV 6418232 5039493 97.64% 12.451%
8 9.575 1269 1273 1276 rBV 186164 155865 3.02% 0.385%
9 9.857 1318 1321 1325 rVB 2328610 1933515 37.46% 4.777%
106 9.951 1333 1337 1343 rVB3 85873 84299 1.63% 0.208%
11 10.645 1451 1455 1459 rBV 4075148 3509044 67.98% 8.670%
12 11.345 1570 1574 1577 rBV 2586969 2092235 40.54% 5.169%
13 11.416 1579 1585 1588 rVv4 72440 85331 1.65% 0.211%
14 11.874 1661 1664 1668 rBV 84690 84216 1.63% 0.208%
15 12.833 1825 1827 1830 rVB 93353 66345 1.29% 0.164%
16 12.933 1840 1844 1847 rBV 5583370 5161532 100.00% 12.753%
17 13.168 1881 1884 1886 rBV 88085 71435 1.38% 0.176%
18 13.398 1918 1923 1924 rBV3 73794 71323  1.38% 0.176%
19 13.415 1924 1926 1932 rVB2 62953 62790 1.22% 0.155%
20 13.474 1932 1936 1940 rBv4 69564 99510 1.93% 0.246%
21 13.510 1940 1942 1944 rVB 110013 78739  1.53% 195%

22 13.845 1995 1999 2018 rBV2 296369 768318 14.89%
23 13.986 2019 2023 2027 rVB 2127529 1874143 36.31%
24 14.157 2049 2052 2055 rBV 159261 127435 2.47%
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25 14.462 2100 2104 2108 rBV 168859 150820 2.92% 373%
26 14.768 2153 2156 2160 rVB 130314 117076 2.27% 0.289%
27 14.845 2165 2169 2172 rBV 273110 259225 5.02% ©0.640%
28 15.104 2209 2213 2217 rBV 122618 141637 2.74%  ©.350%
29 15.445 2266 2271 2275 rBV2 1131524 1467631 28.43%  3.626%
30 15.486 2275 2278 2282 rVB 85575 101979 1.98% 0.252%
31 15.915 2347 2351 2356 rVB2 65939 90942 1.76% ©.225%

32 16.415 2431 2436 2443 rBV3 53843 108365 2.10% 0.268%

Sum of corrected areas: 40474074
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 24 Apr 2021 17:19
: M2107-07

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042421\
BF123721.D

Ju/CaG

SB-30-9.5-10.0-DUP

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123721.D

Acqg On : 24 Apr 2021 17:19

Operator : JU/CG

Sample : M2107-07 :
Misc : SB-30-9.5-10.0-DUP.

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.022 2.15 ng 149159 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
Abundance Scan 499 (5.022 min): BF123721.D\data.ms (-494) (-) m/z 43.00 100.00%
3.0
59.0
5000
BENRNEEEESEEEas SRSy
‘ 829 101.0 4.60 4.80 5.00 5.20 5.40
O et ST L m/z 59.00 62.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 ‘\\\\’\\\\‘\\\\‘\\\\’/\\\\
) 4.60 4.80 5.00 5.20 5.40
m/z 101.00  15.87%
O \\‘\\\\‘\\Wﬁﬁ;(\)\\“‘}i\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.0\\‘\\\1\()“]\"\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14.25%
41.0 101.0
ol 280 Zrl Wl ol 70 830 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 1
Abundance #4406: 3-Hexanol R R ]
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.11%
73.
5000 30
310 43.0
0 19.0 H | ‘\‘H \H I Ly 85.0 101.0
e e e e e e e e
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\BF@42421\
Data File : BF123721.D

Acqg On : 24 Apr 2021 17:19

Operator : JU/CG

Sample : M2107-07 :
Misc : SB-30-9.5-10.0-DUP.

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Oxalic acid, isobutyl tetra... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.845 8.20 ng 768318 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 91
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 90
4 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 90
5 Oxirane, [(hexadecyloxy)methyl]- 298 (C19H3802 015965-99-8 83

Abundance Scan 1999 (13.845 min): BF123721.D\data.ms (-1995) (- m/z 57.05 100.00%
57.0

:

5000
111.1
‘ ‘ 1691 2482 13.50 14.00
0ol ‘4hﬂu"H“H“‘H“‘H“_“‘_“w“‘w m/z 43.10 78.19%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #178452: Oxalic acid, isobutyl tetradecyl ester
57.0
5000 - S
13.50 14.00
m/z 55.00 56.39%
s 240
O’\\‘\‘\"\\f\“’\J\‘\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
— ——
13.50 14.00
5000 m/z 71.05 44.78%
111.0

oL ““\Hw}§7022202780 364.0 437.0489.
SETE AHoa, 22202780 364.0 Toa8t

:

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0 13.50 14.00
m/z 41.05 38.56%
5000
111.0
obbdbbhi goro 0 W] e
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123721.D

Acqg On : 24 Apr 2021 17:19

Operator : JU/CG

Sample : M2107-07 :
Misc : SB-30-9.5-10.0-DUP.

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.845 3.53 ng 259225 Perylene-di2 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 83
4 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 83
5 1,5-Heptadiene, 3,4-dimethyl- 124 CSH16 1000061-77-9 50

Abundance Scan 2169 (14.845 min): BF123721.D\data.ms (-2165) (- m/z 69.05 100.00%

69.0
5000
— S
121.2 14.50 15.00
obo bbbl g gy 1011 2651 3671 ., 100 51.38%
miz-> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 = o

14.50 15.00
m/z 41.05 31.34%

MWMHN\ 191.0 273.0 341.0 410.
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m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

o
o f:—
[{o] | S—
o

14.50 15.00
5000 m/z 68.00 12.16%
137.0
027. mnr I “\ , 1910 273.0 3410 410.
A e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0 14.50 15.00
m/z 95.10 11.76%
5000
J 136 0
ot L ludll, P90 2360 267.03520 bbb iy
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42421\
Data File : BF123721.D

Acqg On : 24 Apr 2021 17:19

Operator : JU/CG

Sample : M2107-07 :
Misc : SB-30-9.5-10.0-DUP

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF041521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.022 2.1 ng 149159 1 6.822 1384800 20.0
Oxalic acid, is... 13.845 8.2 ng 768318 5 13.986 1874140 20.0
Squalene 14.845 3.5 ng 259225 6 15.445 1467630 20.0
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