LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acqg On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 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-BG063021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49169.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.133 9 16 25 rVW 110079 262573  8.33% 1.354%
2 3.209 25 29 39 rvB 58455 108375 3.44% 0.559%
3 5.184 355 365 376 rBV 1734663 2978245 94.52% 15.356%
4 5.642 436 443 454 rBV 166610 316256 10.04% 1.631%
5 7.240 708 715 722 rBV 84684 151670 4.81% 0.782%

.622 771 780 787 rBV2 30423 58884 1.87%
.086 852 859 867 rBv2 123258 217869  6.91%
.255 1051 1058 1066 rVB 484079 867753 27.54%
10.906 1332 1339 1349 rBV 151909 286875 9.10%
10 13.351 1748 1755 1763 rBV 1092712 1803512 57.24%

G
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R

11 14.731 1983 1990 1997 rBV2 256108 419932 13.33%
12 16.224 2238 2244 2259 rVB3 236979 566857 17.99%
13 17.481 2452 2458 2465 rVB 313963 506378 16.07%
14 19.608 2816 2820 2840 rVB3 391651 1338876 42.49%
15 20.084 2895 2901 2907 rVB 2333675 3150754 100.00% 16.246%

aNDNDDN
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=
=
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16 20.172 2912 2916 2926 rVB7 48554 99299 3.15%
17 20.542 2974 2979 2980 rBV5 20952 32076 1.02%
18 20.601 2982 2989 2996 rVB 226786 471759 14.97%
19 20.789 3014 3021 3034 rVB2 294874 648384 20.58%
20 21.476 3131 3138 3147 rBV2 303400 655446 20.80%

wwnNhNOe o
i
w
N
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21 21.764 3181 3187 3194 rVB 346342 575905 18.28%
22 22.328 3277 3283 3297 rVB2 72046 217218 6.89%
23 22.504 3305 3313 3322 rVB2 232969 596386 18.93%
24 23.709 3510 3518 3527 rVB2 215912 619053 19.65%

NWWRN
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N
S
R

25 24.725 3684 3691 3706 rVB2 137597 546845 17.36% 820%
26 25.072 3741 3750 3756 rBV 198629 608339 19.31%  3.137%
27 26.846 4043 4052 4072 rVB6 93828 507943 16.12% 2.619%

28 28.022 4240 4252 4274 rVB6 134976 780908 24.78%  4.026%

Sum of corrected areas: 19394370
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: CG/JU
: M2875-20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
BG049169.D
2 Jul 2021 16:07

: 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.209 9.95 ng 108375 1,4-Dichlorobenzene-d4 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 17
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Silane, ethyltrimethyl- 102 C5H14Si 003439-38-1 9

Abundance  Scan 29 (3.209 min): BG049169.D\data.ms (-25) (-) m/z 73.20 100.00%

73.2
5000 431 J\
e A e
‘ 206. 3.20 3.40 3.60
Ol b L 208E L, 4310 49.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LN L L B B
43.0 3.20 3.40 3.60
' m/z 87.10 30.72%
O \‘\\\\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2054: 1,3-Dioxolane, 2-methyl-
73.0
T
43.0 320 3.40 3.60
5000 m/z 55.15 26.87%
15.0 ‘ ‘
0 "‘H“‘J‘lwlu"‘m"mw"w_m‘w_ww
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1996: Silane, tetramethyl- e Bl
73.0 3.20 3.40 3.60
m/z 41.10 12.50%
5000
43.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.184 273.40 ng 2978250 1,4-Dichlorobenzene-d4 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane 58 C4H1e 000106-97-8 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 365 (5.184 min): BG049169.D\data.ms (-355) (-) m/z 43.10 100.00%
43.1
5000
101.1 R A BA
1 831 4.80 5.00 5.20 5.40 5.60
ol SO B8 m/z 59.20  59.68%
miz--> 0O 20 40 60 80 100 120 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN RN R
4.80 5.00 5.20 5.40 5.60
m/z 101.10 20.15%
101.0
O \‘\\\\‘2\6“'\91\““}\\6‘1‘.91\\8‘:3‘\.0\\ \“‘\ \\\‘\\\\‘\\
miz--> 0O 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
REaa L e o
4.80 5.00 5.20 5.40 5.60
5000 2410 m/z 58.05 15.87%
\ I | 126.0
it F
miz--> 0O 20 40 60 80 100 120 140
Abundance #233: Butane REREREEELS e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.15 10.25%
5000
26
olte o NS N US——
m/z--> 0 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 4 unknown7.622 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.622 5.41 ng 58884 1,4-Dichlorobenzene-d4 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6H9C10 031357-76-3 27
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
3 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 27

4 1H-Indazole, 3-methyl- 132 C8H8N2 1000316-00-2 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 780 (7.622 min): BG049169.D\data.ms (-771) (-) m/z 132.05 100.00%

132.1
5000 j\
R RN
401 96 ! 1120 7.20 7.40 7.60 7.80 8.00
0““““%‘“‘\ MH\‘M u\\‘ ‘\“‘ m\\ \“““\‘ m/z 68.10 45.71%
m/z--> 20 100 120 140
Abundance #14409: (E)-3-ChIoro-2-methyl-2-pentenal
132.0
5000 67.0
410 97.0 7.20 7.40 7.60 7.80 8.00
‘ ‘ ‘ 1170 m/z 66.20 37.33%
O\\\\‘\\\\‘H‘\\\‘\“‘\‘\\\\\\}“\\\\“‘\\H‘\‘\
m/z--> 20 80 100 120 140
Abundance  #14132: l,3,4—Th|ad|azo|e—2(3H)—th|one, 5-methyl-
56.0 132.0
‘\\A\\‘\\\\‘\\h\\‘\\\\‘\\\
7.20 7.40 7.60 7.80 8.00
5000 m/z 134.05 32.10%
27.0
ol 120 i gy L7800
miz--> 20 40 60 80 100 120 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methyl-
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.20 20.97%
5000
104.0
39.0 ‘ 78.0 ‘
ol el
m/z--> 20 40 60 80 100 120 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 5 Heptadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.608 52.88 ng 1338880  Phenanthrene-d10 17.481
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 90
2 Octadecanoic acid 284 C18H3602 000057-11-4 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 Tetradecanoic acid 228 (C14H2802 000544-63-8 53

Abundance Scan 2820 (19.608 min): BG049169.D\data.ms (-2816) (-  m/z 43.20 100.00%

-

5000
—— ——
19.50 20.00
0° m/z 41.15 86.75%
miz--> 50 100 150 200 250 300
Abundance #119366: Heptadecanoic acid
73.0
270.0
5000 129.0 \

‘ ‘ T
19.50 20.00

29.9 1710 227.0 m/z 57.20 82.56%
fo ‘\‘ M‘q‘\ ;M“M} il i “\ ““ e ‘\‘ ! — “ T
10

m/z--> 50 0 150 200 250 300
Abundance #131261: Octadecanoic acid

73.0
—— atak
19.50 20.00
5000 129.0 m/z 73.10 82.12%
18‘5-0 241.0 284.0
PN | 8 Y R AV O SO
0 10

-

-

m/z--> 5 0 150 200 250 300
Abundance #107549: n-Hexadecanoic acid ‘ ‘ 7
60.0 19.50 20.00
m/z 55.15 81.09%

5000 129.0
‘ 171.0 213.0 256.0

T 1T 910 S O P
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 6 1,4-Benzenedicarboxylic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.172 3.45 ng 99299 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 50
2 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 47
3 Phthalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-55-2 38
4 Phthalic acid, 3,5-difluoropheny... 348 C19H18F204 1000315-54-1 35
5 2-(Nonyloxycarbonyl)benzoic acid 292 C17H2404 1000373-89-9 25

Abundance Scan 2916 (20.172 min): BG049169.D\data.ms (-2912) (-  m/z 149.00 100.00%

149.0
70.2
261.3
5000
P e
| MH i ‘\ NI bt U
oy ‘n\\“\\‘w\‘\\‘\\‘h” 11T T \‘ o, o L, SR m/z 70.20 70.095%
miz--> 50 100 150 200 250 300 350
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 — =
20.00 20.50
m/z 261.30 57.11%
O+ \M‘h‘\”\“\“‘\““\‘\“ — J \‘\1\8\9.‘0\ T m 13\0‘4\(\)\ \3’6\1\0\ ™
miz--> 50 100 150 200 250 300 350
Abundance #207680: Isophthalic acid, di(4-octyl) ester
261.0
T ‘ T T A T T ‘ T
167.0 20.00 20.50 .
5000 ITI/Z 57.15 49 .,44%
112.0
29.0 799 Ly Ll |
T e I T I B
miz--> 50 100 150 200 250 300 350
Abundance #182545: Phthalic acid, 3,5-difluorophenyl 2-pentyl ester Cr —
149.0 20.00 20.50
m/z 55.10 47.07%
5000
261.0
4%0 1040‘ 219.0
oLt e e — e
m/z--> 50 100 150 200 250 300 350 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 7 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.601 16.38 ng 471759 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 87

Abundance Scan 2989 (20.601 min): BG049169.D\data.ms (-2982) (-  m/z 57.20 100.00%

57.2 '
5000
— —
‘ 166.2 20.50 21.00
ol 4] M‘ L2393 29543413 428! n/z 43.15  69.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 — —r
20.50 21.00
m/z 71.20 59.58%
o \‘ 11330 160.0 2250 281.0 337.0 3940
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
e =
20.50 21.00
5000 ITI/Z 85.15 41.42%
0 ” ‘ ‘ hlf?\l\qgo 225.0 281.0 338.0
A A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129493: Eicosane T T
57.0 20.50 21.00
m/z 41.15 28.53%
5000
282.0
13.0
L0 e a0
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 8 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

20.789 22.52 ng 648384 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 93
2 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 72
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 59

Abundance Scan 3021 (20.789 min): BG049169.D\data.ms (-3014) (-  m/z 69.20 100.00%

69.2
5000
= ey
‘ 14? 1 2022 ., | 20.50 21.00
obuhibayil 20322475 307.2 367.4410! |, g1 16 48.67%
miz--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 — e
20.50 21.00
m/z 41.15 32.62%
O T \ ““\‘ hh \h“ H\ \H \‘“\ “ T \1\9\]-‘()\ T 1T ‘2T7\3\0\‘ T \3\4'\]-‘()\ T \4.‘]-(\)\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #171133: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetr:
69.0
e e
20.50 21.00
5000 m/z 68.20  15.26%
136.0
i, 2ot er20 ss20
oLk b e
miz--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t s —
69.0 20.50 21.00
m/z 149.05 15.16%
5000
J 136 0
o Ly 7900 236.0 287.03820 e L
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 9 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.476 22.76 ng 655446 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Heneicosane 296 C21H44 000629-94-7 70
3 Tetracosane 338 (C24H50 000646-31-1 68
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 68
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 68

Abundance Scan 3138 (21.476 min): BG049169.D\data.ms (-3131) (- m/z 57.20 100.00%
57.2

05.1
149.2 e
‘ HH H“ ‘ 197.2 243.2284.1  355.1 2150
R R e m/z 43.20 72.20%
miz--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L
21.50
m/z 71.20 60.29%
ol H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57.0
=
21.50
5000 ITI/Z 85.15 43.58%
9.0
141.0
okt | | |1 H0es0zs0 260
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T
57.0 21.50
m/z 55.15 27.71%
5000
9.0
oL L[| 1410183.02250267.0 3380
e A A Bn e —
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 11 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.505 20.71 ng 596386 Chrysene-d12 21.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3313 (22.504 min): BG049169.D\data.ms (-3305) (- m/z 57.20 100.00%
57.2

2250 |
169.2 ! :
0 M‘M “l ﬁh b G2k 2831 8849 | 4BL n/z 43.15  71.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0
5000 —— :
22.50
m/z 71.15 59.12%
oLl L L4302 160.0 2250 2810 3800
\\\‘ \\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
57.0
U \
22.50
5000 ITI/Z 85.20 39.25%
oL ‘L ]ﬁ -, 169.0 225.0 2810 337.0 394.0
H“‘H‘ B B e AR
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane T I
57.0 22.50
m/z 55.15  28.99%
- N\/u«/kw
0 ‘ ‘ H h I \0\]769 0 225.0 281.0 338.0
R R e AR ERRRE RS —
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 12 Eicosane, 7-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
23.709 20.35 ng 619053 Perylene-di2 25.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 90
Abundance Scan 3518 (23.709 min): BG049169.D\data.ms (-3510) (-  m/z 57.15 100.00%
57.1
2350 2400
141.2 : :
ol m““w | H 11501832 2383 2051 3551 .. 43.15  63.07%
miz--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 —r ——
23.50 24.00
m/z 71.15 56.62%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
T 4
23.50 24.00
5000 m/z 85.15 37.97%
1820
oL LI 302015200050 20103200
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T —
57.0 23.50 24.00
m/z 55.15 24.14%
- MA]\NW\N
oL ‘L‘ b M | 141.0183.0225.0 267.0300.0 3670
e e e e —— ——
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 13 Cholesterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.725 17.98 ng 546845 Perylene-di2 25.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholesterol 386 C27H460 000057-88-5 64
2 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 55
3 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 53
4 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 49
5 Cholest-5-en-3-0l1, (3.alpha.)- 386 C27H460 000474-77-1 45
Abundance Scan 3691 (24.725 min): BG049169.D\data.ms (-3684) (-  m/z 43.10 100.00%
43.1
5000
—— ——
24.50 25.00
0+ m/z 55.20 88.31%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #205847: Cholesterol
43.0
105.0 386.0
5000 —r— —
24.50 25.00
” m/z 81.15 74.62%
0 ‘J“J [ ‘H‘“‘ ‘\l
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
—— ——
24.50 25.00
5000 m/z 41.10 68.71%
‘ H H 159 0213 0 5750 386.0
ol “ i Mu‘ \th.\h\ MH ‘m b ‘n “‘\‘ ‘\“ ‘ ‘\3‘2‘6"‘0‘\‘\‘\ “‘ e
m/fz--> 50 100 150 200 250 300 350 400 450
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,¢ P ——
43.0 24.50 25.00
386.0 m/z 105.10  63.27%
5000
l 159.0213.0
Ol ‘Ll T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 14 Behenyl chloride Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
26.846 16.70 ng 507943 Perylene-di2 25.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenyl chloride 344 C22H45C1 042217-03-8 64
2 Heptacosane 380 C27H56 000593-49-7 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Hentriacontane 437 C31H64 000630-04-6 59
5 Tricosane 324 C23H48 000638-67-5 59

Abundance Scan 4052 (26.846 min): BG049169.D\data.ms (-4043) (- m/z 57.20 100.00%
571.2

2000 kL
w50 | a0
0b— ““ ““‘ “‘ H“H ‘w‘w : ‘M?.%‘Zﬁ‘\“ ‘2711 - 35‘751 4‘1‘2 m/z 71.20 52.28%
miz--> 50 100 150 200 250 300 350 400
Abundance #180096: Behenyl chloride
57.0
5000 — —
26.50 27.00
m/z 43.15 45.63%
\“ HH\I 69.0217.0 2730 3430
O\\‘\‘\‘ “ “ MH“H‘\H‘\‘\H\‘\\f\‘\\!\‘\\\\“\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202660: Heptacosane
57.0
— —
26.50 27.00
5000 ITI/Z 55.15 33.08%
o LLLLLTTT 1699 2250 2810 227000 MW/\WMNW
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane “ —
57.0 26.50 27.00
m/z 85.10 32.50%
- ij\/w
oL LT 1000 z2s0  smo e
m/z--> 50 100 150 200 250 300 350 400 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acq On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 15 .beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
28.022 25.67 ng 780908 Perylene-di2 25.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 89
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 38
4 Ergost-5-en-3-o0l, (3.beta.)- 400 C28H480 004651-51-8 16
5 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H480 001174-92-1 12
Abundance Scan 4252 (28.022 min): BG049169.D\data.ms (-4240) (-  m/z 43.15 100.00%
43.1
145.1
1.
5000 213.3
303.4 396.4 —— :
256. 28.00
0 | m/z 55.10 84.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 égod
107.0 X
1610 AL nyz 145,05 72.78%
213.0 303.0
MH 257. 354.0
O+ " T
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
WAl —
28.00
5000 5.0 m/z 57.15 67.79%
145.0 414.(
213.0 303.0
0 ‘\“ | ’M“
miz--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- —— ‘
43.0 28.00
m/z 105.20 66.20%
5000
368.0
ol 145.0
' 414.(
213.0
o Ly 2130 7150 o | )
m/z--> 50 100 150 200 250 300 350 400 28.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070221\
Data File : BGO49169.D

Acqg On : 2 Jul 2021 16:07
Operator : CG/JU

Sample : M2875-20

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG063021.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|
Butane, 2-metho... 3.209 9.9 ng 108375 1 8.086 217869 20.0
2-Pentanone, 4-... 5.184 273.4 ng 2978250 1 8.086 217869 20.0
unknown7.622 7.622 5.4 ng 58884 1 8.086 217869 20.0
Heptadecanoic acid 19.608 52.9 ng 1338880 4 17.481 1506378 20.0
1,4-Benzenedica... 20.172 3.5 ng 99299 5 21.764 575905 20.0
Octacosane 20.601 16.4 ng 471759 5 21.764 575905 20.0
Squalene 20.789 22.5 ng 648384 5 21.764 575905 20.0
Heneicosane 21.476 22.8 ng 655446 5 21.764 575905 20.0
Heptacosane 22.505 20.7 ng 596386 5 21.764 575905 20.0
Eicosane, 7-hexyl- 23.709 20.4 ng 619053 6 25.072 608339 20.0
Cholesterol 24.725 18.0 ng 546845 6 25.072 608339 20.0
Behenyl chloride 26.846 16.7 ng 507943 6 25.072 608339 20.0
.beta.-Sitosterol  28.022 25.7 ng 780908 6 25.072 608339 20.0
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