LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 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-BG031821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48425.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.655 387 394 401 rVB 652512 1044305 14.84% 2.315%
2 7.253 658 666 677 rBV 688970 1185924 16.86% 2.629%
3 8.111 804 812 818 rVB 159801 265247 3.77% ©.588%
4 9.274 1003 1010 1018 rBV 415114 740301 10.52% 1.641%
5 10.931 1285 1292 1302 rVB 196382 352686 5.01% 0.782%

6 13.375 1701 1708 1714 rVB 972960 1501544 21.34% 3
7 14.750 1936 1942 1949 rBV2 308524 493751 7.02% 1
8 16.237 2189 2195 2203 rBV 1045599 1576352 22.41%  3.494%
9 17.500 2405 2410 2416 rBV 465373 718019 10.21% 1
10 18.123 2511 2516 2522 rBV4 138602 350371 4.98% ©

11 19.157 2681 2692 2703 rVB 818376 2502203 35.57%  5.546%
12 19.274 2703 2712 2718 rBV 1022762 3059183 43.48% 6.781%
13 19.386 2724 2731 2739 rVB 3314283 7035142 100.00% 15.594%
14 19.597 2764 2767 2768 rBV3 134860 199647 2.84%  0.443%
15 19.638 2768 2774 2782 rVB 1492251 3525577 50.11% 7.815%

16 20.108 2849 2854 2860 rVB 2571895 3387285 48.15%
17 20.202 2864 2870 2881 rVB 546277 968781 13.77%
18 20.966 2993 3000 3006 rVB 720053 1204737 17.12%
19 21.378 3064 3070 3074 rBv4 67339 152975 2.17%
20 21.430 3074 3079 3087 rVV3 196075 458194 6.51%

P ONNN
(o))
N
[
R

21 21.507 3087 3092 3097 rVB 271942 409481 5.82%
22 21.765 3129 3136 3138 rBV 681360 1269921 18.05%
23 21.965 3161 3170 3181 rVB 1575614 3590295 51.03%
24 22.676 3285 3291 3302 rVB 736286 1681299 23.90%
25 23.745 3463 3473 3485 rVB2 574945 1637755 23.28%

W w~NNNho
\\o]
U1
]
R

26 24.962 3670 3680 3690 rVB 568964 1675111 23.81%
27 25.132 3701 3709 3720 rVB3 328647 897654 12.76%
28 25.955 3844 3849 3860 rVB3 108284 305141  4.34%
29 26.460 3925 3935 3948 rVB2 345947 1286629 18.29%
30 28.222 4225 4235 4252 rVB6 218248 1004091 14.27%

NNOR W
(o))
N
(o))
R

31 29.309 4411 4420 4436 rVB6 139673 635295 9.03% 1.408%

Sum of corrected areas: 45114896

8270-BGO31821.M Sat Mar 20 ©6:58:58 2021 Pag 1



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG048425.D\data.ms
3500000

3000000
2500000
2000000
1500000
1000000

5.655 7.253

500000 9.274
8.111 10.931

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG048425.D\data.ms
3500000 19.886

3000000
20.108
2500000
2000000

1500000

16.237 19.2
19.1

1000000 22 676

500000

e = = T S S

Time--> 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
Abundance TIC: BG048425.D\data.ms
3500000

3000000
2500000
2000000
1500000

1000000
23.745 24.962
5.132 26.460

500000 WJJ 25.955 28.222 29.309
m‘wv\/\/\,ww

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 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\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 1 Dodecanamide Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.122 9.76 ng 350371  Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 53
2 Pentanamide 101 C5H11NO 000626-97-1 47
3 3-Tetradecanol 214 C14H300 001653-32-3 38
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 35
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 35

Abundance Scan 2516 (18.123 min): BG048425.D\data.ms (-2511) (-  m/z 59.10 100.00%

59.1
5000
. =
97.1 240.2 18.00 18.50
OLb—— ‘W‘W‘W‘%?EPV‘%gﬁﬁ“‘J“‘?gﬁl“ m/z 43.10 67.78%
mi/z--> 50 100 150 200 250 300
Abundance #60440: Dodecanamide
59.0
5000 — ——
18.00 18.50
m/z 57.10 60.38%
ol 1|0 e
O\\‘\ \“‘1 \“\“\ i‘\‘\“\\“\i.\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300
Abundance #4064: Pentanamide
59.0
—— —
18.00 18.50
5000 ITI/Z 72.10 59.29%
27,0 ‘
ol All w00
m/z--> 50 100 150 200 250 300
Abundance #72864: 3-Tetradecano
59.0 18.00 18.50
m/z 41.10 48.19%
- MM
185.0
| H 97.0
SR o N ————
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Benzamide, N-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.157 69.70 ng 2502200  Phenanthrene-die 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 78
2 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 64
3 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 50
4 2-Benzoyloxyacetophenone 240 C15H1203 004010-33-7 38
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 38

Abundance Scan 2692 (19.157 min): BG048425.D\data.ms (-2681) (-  m/z 105.05 100.00%

105.1
5000 163.1
—— r—
51.1 19.00 19.50
obmtfideber 282 8185 4540 47 163.05  49.31%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — —
19.00 19.50
163.0 m/z 77.18  39.17%
51.0
O\\\\“J\\‘\\’\\‘\“\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0 —— =
19.00 19.50
5000 ITI/Z 51.10 8.39%
51.0
ol bt ly 200
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #32818: Morpholine, 4-phenyl- —— =
105.0 19.00 19.50
m/z 106.00 7.93%
163.0
5000
51.0
ol e e e ——t L
m/z--> 50 100 150 200 250 300 350 400 450 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 (3-Phenyloxiran-2-yl)methyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.274 85.21 ng 3059180 Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 59
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 59
3 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 53
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 1,3-Benzenediol, monobenzoate 214 C13H1003 000136-36-7 47

Abundance Scan 2712 (19.274 min): BG048425.D\data.ms (-2703) (-  m/z 105.00 100.00%
1

05.0
163.1
5000
b =
51.0 2071 19.00 19.50
b A b1 2P 2781 3288 /7 163.10  65.37%
miz--> 50 100 150 200 250 300
Abundance #105594: (3-Phenyloxiran-2-yl)methyl benzoate
105.0
5000 —— —
163.0 19.00 19.50
m/z 77.05 43.32%
51.0
0 . \‘ L) I 254.0
T T T ‘ T ‘ T T ‘ T T ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #32818: Morpholine, 4-phenyl-
105.0
— =
163.0 19.00 19.50
5000 ITI/Z 51.05 9.39%
51.0
LS-Q i \‘ L. ) | ‘
o>t b i A
miz--> 50 100 150 200 250 300
Abundance #33146: Glyoxylamide, N-phenyl- —— =
120.0 163.0 19.00 19.50
m/z 106.10 8.62%
il w\w
07'4 T I
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.386 195.96 ng 7035140 Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
2 Ethanol, 2-(4-phenoxyphenoxy)-, ... 334 C21H1804 055191-59-8 83
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
4 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 72
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 50

Abundance Scan 2731 (19.386 min): BG048425.D\data.ms (-2724) (- m/z 105.10 100.00%

106.1
5000
— e
51"1 10,00 19.50
Ot b 2790238.9294.9 3853 506, 1 7 149.05  75.41%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156210: Diethylene glycol dibenzoate
105.0
5000 - -
19.00 19.50
m/z 77.10 62.05%
51.0
ob 179.0
\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #172689: Ethanol, 2-(4-phenoxyphenoxy)-, benzoate
149.0
— —
19.00 19.50
5000 ITI/Z 51.10 15.39%
77.0
ol18.0 213.0 334.0
B R e e e R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy — =
105.0 19.00 19.50
m/z 106.10 9.76%

5000

51.0

o

ol 0l 117902360
. =

— \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 unknownl9.59 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.597 5.56 ng 199647  Phenanthrene-die 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 50
2 Pentadecanoic acid 242 C15H3002 001002-84-2 49
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 45
5 Dodecanoic acid 200 C12H2402 000143-07-7 41

Abundance Scan 2767 (19.597 min): BG048425.D\data.ms (-2764) (- m/z 43.10 100.00%

43.1
5000
. . —

0\\\““

m/z--> 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0

5000 T
19.50 20.00

30 1290 284.0 m/z 55.10 88.60%
185.0 2410
oL, “\r I ‘H‘H‘u‘“‘\ ‘MW o “‘ bty “ R FE——
m/z--> 5 100 150 200 250 300 350
Abundance #95851: Pentadecanoic acid
73.0
——

—
19.50 20.00
m/z 73.10 62.32%

129.0
H 171.0 213.0 256.0
H ‘\ ﬂh”\ \u‘\ ul | ‘ ‘ ‘ | ‘ I ‘

5000

]
19.50 20.00
5000 129.0 m/Z 60.10 79.25%
29.0
‘ 199.0 242.0
0 H‘ H‘ ‘\\‘\ il ““ “;“L ‘\H“\‘HH‘HH‘H
m/z--> 50 100 150 200 250 300 350
Abundance #107549 n-Hexadecanoic acid

0 HH“‘ :
miz--> 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.638 98.20 ng 3525580  Phenanthrene-d10 17.500
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Tridecanoic acid 214 C13H2602 000638-53-9 62

Abundance Scan 2774 (19.638 min): BG048425.D\data.ms (-2768) (-  m/z 73.10 100.00%

73.1
5000 129.1
" 1851 2412 - —
M‘ | ‘ 28 3 19.50 20.00
ol ul‘w\gh 0 DO T T I 5. 3951 415 n/z 43.10  88.89%
miz--> 50 100 150 200 250 300 350 400
Abundance #131258: Octadecanoic acid
43.0
5000 129.0 — U
19.50 20.00
185.0 284.0 m/z 55.10 86.90%
oL ““ H‘ } \M M “‘J‘ “ “‘ “ ZZQ‘h — R
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60.0
—r ~
19.50 20.00
5000 1290 m/z 41.10  83.29%
H 213.0
MY VYRR S
miz--> 50 100 150 200 250 300 350 400
Abundance #95855: Pentadecanoic acid —— ]
73.0 19.50 20.00
m/z 60.10 81.58%
5000 129.0
29.
242.0
185f ‘
m/z--> 50 100 150 200 250 300 350 400 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Heneicosane, 11-pentyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

20.203 15.26 ng 968781 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 2870 (20.202 min): BG048425.D\data.ms (-2864) (-  m/z 57.10 100.00%
57.1

> ¥MW¢mMNV/\W%mW\MMH/
90 e -
20.00 20.50
141.0
0l ‘w“h‘ M“ | 17s183.2225.2266.8309.3 3551 4140 ., 43,19 71.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194505: Heneicosane, 11-pentyl-
43.0
5000 — f—
5.0 20.00 20.50
224.0 ITI/Z 71.10 71.00%
295.0
O \‘“\“\\\“‘%\27\\()‘]-\6‘19\0\‘\\H‘\T‘\\\\“‘\33\6\.‘0\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57.0
S o
20.00 20.50
5000 ITI/Z 85.10 49,58%
141 0
oL LI 30 210000 5050 sogp
miz--> 50 100 150 200 250 300 350 400
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- e e
43.0 20.00 20.50
m/z 55.10 29.33%
- i \WJ\MW
fo) ‘\ h‘\ ‘\\ H :hz\? (\)1769 0 2250 295 0337 0
A e e P
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.966 18.97 ng 1204740 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Tridecane, 6-propyl- 226 Cl6H34 055045-10-8 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3000 (20.966 min): BG048425.D\data.ms (-2993) (- m/z 57.10 100.00%
57.1
5000 L
21.00
13.1 .
169.2
bt ’ | | L 075 3252 2808 3373 | 4290 n/u 43,10 73.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 T
21.00
m/z 71.10 72.12%
| 190 16m0 2200
0 \‘\i”“\‘\‘\“\“‘\‘\‘\M“\‘H‘\‘HH‘HH’HH‘HH‘HH 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #83030: Tridecane, 6-propyl-
43.Q
=
21.00
5000 m/z 85.10 51.73%
126.0 183.0
L O
miz--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl- =
57.0 21.00
m/z 55.10 29.98%
5000
154.0
ol lligso T 2110 2sr0 -
m/z--> 50 100 150 200 250 300 350 400 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Benzenepropanamide, .alpha.... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
21.378 2.41 ng 152975 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 64
2 Benzamide, N-acetyl- 163 CSH9NO2 001575-95-7 64
3 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9H9NO2 000119-51-7 64
4 Morpholine, 4-phenyl- 163 C1OH13NO 000092-53-5 50
5 4-(((5-Methyl-3-isoxazolyl)amino... 269 C14H11N303 1000332-11-5 38

Abundance Scan 3070 (21.378 min): BG048425.D\data.ms (-3064) (-  m/z 105.00 100.00%

105.0
5000 163.1
21‘06 ‘21‘50‘
51.1 261.1 . .
207.0
O bt i b i 3200 8T8 7 77,05 46.68%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-
105.0
163.0
5000 == —
21.00 21.50
m/z 163.10 40.95%
U
\\\\i\\‘\\‘\\‘\\“\\\\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #33139: Benzamide, N-acetyl-
105.0
P —
21.00 21.50
5000 m/z 261.10 9.11%
163.0
43.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #33191: 1,2-Propanedione, 1-phenyl-, 2-oxime
105.0 21.00 21.50
m/z 106.00 8.98%
5000
51.0
163.0
oHuuluw“”_‘m_uH_m‘””_mw”_ Sl —5
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 10 1-Nonadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.430 7.22 ng 458194 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Cyclohexadecane 224 C16H32 000295-65-8 83
3 1-Pentadecene 210 C15H30 013360-61-7 83
4 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 81
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 81

Abundance Scan 3079 (21.430 min): BG048425.D\data.ms (-3074) (- m/z 57.05 100.00%

57.0
5000
‘ H 163.1 —=
21.50
281.0
ow“w‘w'wwf??%m"“3”5,1”2”,“H,“H,?’ﬁf“‘ m/z 43.10 83.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115904: 1-Nonadecene
57.0
5000 T
21.50
1950 266.0 m/z 55.10  80.32%
O\‘MJ}WJ||IWI‘WWM””
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #81247: Cyclohexadecane
55.0
—
21.50
5000 ITI/Z 83.05 72.10%
e e
o‘m_uwlu\ww!‘"mu_uuwuuwH,HH,HH,HH,HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #69582: 1-Pentadecene 7
43.0 21.50
m/z 69.05 70.23%
h w
I, 200
0'rrt _‘H\iu‘_“w‘u“u‘w“H,H“W‘H,‘H‘W“w ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 2,2'-(Ethane-1,2-diylbis(ox... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

21.507 6.45 ng 409481 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
3 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 47
4 Benz[b]1l,4-oxazin-3(2H)-one, 4-b... 253 C15H11NO3 337470-63-0 43
5 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 43

Abundance Scan 3092 (21.507 min): BG048425.D\data.ms (-3087) (- m/z 105.05 100.00%
105.1

5000
T |
431 179.1 2150
o A2 2509 3550 4831 m/z 149.00  68.26%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #156211: Diethylene glycol dibenzoate
105.0
5000 AR A
21.50
m/z 77.10  59.95%
450 |, 1630 2380 3140
O‘\\\\‘W!\f{\\\\‘\\f\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\

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

Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

L \
21.50

5000 m/z 51.10 15.86%

450 179.0236.0

‘\\\\“\\l\\‘\‘\\\ \\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\

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

Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc — ‘
105.0 21.50

m/z 150.08  7.93%
450 | 75.0 236.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.50

o

5000

8270-BGO31821.M Sat Mar 20 06:59:05 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.965 56.54 ng 3590300 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64
3 4,8,12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
4 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 59
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 58

Abundance Scan 3170 (21.965 min): BG048425.D\data.ms (-3161) (-  m/z 69.10 100.00%
69.1

5000
22,00
121.1 :
— ww“““« iy 1892 2731 3413 4113 ., 8110  46.45%
miz-> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 U
22.00

m/z 41.10 26.02%

137.0
i \“ ‘m\ ‘”M \‘M“H\ ‘\M\‘H\ J‘ 1 \1\9\1‘0\ T ‘2\7r3\.(\)‘ T \3\4\1‘0\\ T \4‘1r0\0\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance  #63358: 2,3,5-Trimethyl-2,3,5-hexanetricarbonitrile
69.0

T
22.00

o

5000 m/z 68.10 15.28%
135.0
ol il a0
miz--> 50 100 150 200 250 300 350 400
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- =
69.0 22.00
m/z 95.10 14.24%
5000
136.0
245.0
oboit b il am00 20 I
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.676 26.48 ng 1681300 Chrysene-d12 21.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 91

Abundance Scan 3291 (22.676 min): BG048425.D\data.ms (-3285) (- m/z 57.10 100.00%
57.1

‘ 2250 2300
169.2 : ’
obd ‘ H“ 10022252 29633513 ATS. ., 43.19  72.13%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #117638: Nonadecane
57.0
5000 7 ——
22.50 23.00
m/z 71.10 70.12%
L0020
O\‘\‘\\‘\“\“‘\“\“\\“l\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164584: Heptadecane, 9-hexyl-
43.0
e P
22.50 23.00
5000 ITI/Z 85.10 49,10%
9.0 210.0
oL b1 2550 1 267.0 323.0
e R I T o e e AR ma
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane T e
57.0 22.50 23.00
m/z 55.10 30.13%
h A_JJ\M
oL 1130 169.0 225.0 281.0 337.0 394.0
“"H“‘“‘““H“‘“““w““““‘_““““ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Docosane, 9-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.745 36.49 ng 1637760 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octacosane 394 (C28H58 000630-02-4 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3473 (23.745 min): BG048425.D\data.ms (-3463) (- m/z 57.10 100.00%
57.

1
5000
— e
‘ ﬁlB.l 160.2 225 2 2811 23.50 24.00
ol JAd L [i1002.2252 2811 365.2420.1 4841 ./, 4316  68.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194496: Docosane, 9-butyl-
43.Q
5000 — —
23.50 24.00
182.0 m/z 71.10 66.26%
9.0 : 309.0
252.0
04 “\“‘\‘\"‘\H‘ \u\"\ i ‘“\ T [T ‘“\ T “\\ TT \3‘6\4\\0\ [T T T TrTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
S =
23.50 24.00
5000 ITI/Z 85.10 48.79%
9.0
| || 1550 2250 2950
oL L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl- T ™
57.0 23.50 24.00
m/z 55.10 28.98%
13.0 239.0
ol LT 600 BP0 g000 3500 T e
m/z--> 50 100 150 200 250 300 350 400 450 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.962 37.32 ng 1675110 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Hexadecane 226 C1l6H34 000544-76-3 93
3 Tetratetracontane 619 C44H99 007098-22-8 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3680 (24.962 min): BG048425.D\data.ms (-3670) (-  m/z 57.10 100.00%
57.1

N

5000
25.00
7.2 .
o‘HH_wﬂ‘l‘Mmw,‘z‘:??"%?‘?‘gﬁ‘?"?3‘3;‘3“‘Hw‘_m_wm m/z 71.10  76.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 T
25.00
m/z 43.10 70.34%
o liromas0_aeno
‘HH‘HH‘HH‘HH’HH‘\\H‘W\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83028: Hexadecane
57.0
—r
25.00
5000 ITI/Z 85.05 54.97%
11}2‘7-0 226.0
Oyt L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane —
57.0 25.00
m/z 55.10  28.68%
- N/MJ\/\/V\/
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0
R e R R L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 16 26-Nor-5-cholesten-3.beta.-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
25.954 6.80 ng 305141 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 62
2 Cholesterol 386 C27H460 000057-88-5 46
3 Cholestane, 3-(ethylthio)-, (3.b... 432 C29H52S 054498-89-4 40
4 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 22
5 Aromadendrene, dehydro- 202 C15H22 1000156-12-5 22

Abundance Scan 3849 (25.955 min): BG048425.D\data.ms (-3844) (-  m/z 43.10 100.00%

5000 145.1
i 2132 5753
386.4 T
326.0 431.¢ 26.00
[ m/z 81.10 53.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
5000 A
26.00
105.0 %
H H 50.0 2130 2750 386.0 m/z 145.05 52.97%
0L “ Jl “H‘LJ ‘ “H‘\‘J ‘H\ ‘\ MH ‘\‘H‘H‘ \‘ , ‘h‘\ ‘\“‘ ‘\“ , ‘\3‘2‘6“ ‘\‘ L‘\ “‘ Rame
m/z--> 50 100 150 200 250 300 350 400
Abundance #205849: Cholesterol
43.0
107.0 MA
| ——
275.0 26.00
5000 59.0 213.0 386.0 m/z 71.10 52.69%
‘ 326.0
oL iy
miz--> 50 100 150 200 250 300 350 400
Abundance #222923: Cholestane, 3-(ethylthio)-, (3.beta.,5.alpha.)- S
43.0 26.00
m/z 69.10 52.50%
370.0
5000 5.0
1470 2150
432.(
o) HMH ‘ ‘\ \‘ M\h" \“‘h “\‘ H" ‘hh‘ 'l ‘\ ‘2‘6\9‘0‘ ‘?]"(T) ‘0‘ “\‘ “\‘ Pre ‘\‘ ——
m/z--> 5 100 150 200 250 300 350 400 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 17 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
26.460 28.67 ng 1286630 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3935 (26.460 min): BG048425.D\data.ms (-3925) (-  m/z 57.10 100.00%
57.1

-

5000
26.50
41.2 :
211.1
o‘Hu“‘_w“«mw,«‘H_“‘3_2‘3?12_‘49‘3711”_m_m_wm m/z 71.10  67.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 T
26.50
m/z 43.10 65.79%
okl [ 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘HH‘\\H‘HH‘\H!]W\\T[HT\‘TFH}\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0
—
26.50
5000 ITI/Z 85.10 51.39%

7.0

N

O et e M e o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #38349: Decane, 3,8-dimethyl- —
57.0 26.50
m/z 55.10  25.72%
5000
11w
A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 18 Heneicosane, 11-decyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
28.223 22.37 ng 1004090 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 4235 (28.222 min): BG048425.D\data.ms (-4225) (- m/z 57.10 100.00%
57.1

2800 2850
141.1 . .
197.3
. u%“',‘ h“ J‘m“, g2, 2070 33133892 - n; 43.10  64.14%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0
5000 e —
28.00 28.50
295.0 m/z 71.10 61.05%
0 ‘ L\ H}\ i \1u3 JO | 1\6\9 p 225 0 “ 435.(
‘\\\\’\\T\’\\\\’\\T\‘f\\\‘\\T\‘f\\\‘\\\\‘\\\\‘
miz--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0
el -
28.00 28.50
5000 ITI/Z 85.10 43.61%
13.0 239.0
o ALLLTTD 3000 20 040 550
miz--> 0 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl- s —
57.0 28.00 28.50
m/z 55.10 25.15%
- M”VW\M/\AW
o Ll 002100 390 3650 SR
m/z--> 0 50 100 150 200 250 300 350 400 28.00 28.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43

Operator : CG/JU

Sample : M1707-05 :

Misc : ELEVATOR-511-EL-167-162

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG031821.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 19 .beta.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

29.309 14.15 ng 635295 Perylene-di2 25.132
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 90
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 68
3 Cholest-5-ene, 3-methoxy-, (3.be... 400 C28H480 001174-92-1 50
4 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 46
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 43

Abundance Scan 4420 (29.309 min): BG048425.D\data.ms (-4411) (- m/z 43.10 100.00%
3.1

r

91.0
5000 145.1 213.1
329.4 396.4
— ——
73.1 29.00 29.50
00— m/z 81.10 59.51%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
5000 — ——
105.0 29.00 29.50
59.0 ,4 414.0 m/z 91.85 58.58%
LU Ly 2050
O\ ‘\‘ Ii | ‘H‘W H‘\u ‘“ML‘ Mw‘\ \‘ih\‘“m‘ u\“n‘w ‘L‘ ‘\‘u‘ ‘ {\L‘ : ‘} P r\\ ‘M ‘\‘.‘ -
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
— ——
29.00 29.50
5000 5.0 m/z 55.10  53.16%
145.0 414.0

213.0 303.0

miz--> 0 50 100 150 200 250 300 350 400

Abundance #212401: Cholest-5-ene, 3-methoxy-, (3.beta.)- — —

43.0 105.0 368.0 29.00 29.50
m/z 69.10 51.08%

0+ \“ | “mh ‘\“ML [T L\u \“‘l m L L\ \L ‘\356'0‘\ M\ ‘
0

5000 59.0
2130 2750

322.0
ol il 322 -

— \
m/z--> 0 50 100 150 200 250 300 350 400 29.00 29.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@31921\
Data File : BGO48425.D

Acqg On : 19 Mar 2021 15:43
Operator : CG/JU

Sample : M1707-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@31821.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|
Dodecanamide 18.122 9.8 ng 350371 4 17.500 718019 20.0
Benzamide, N-pr... 19.157 69.7 ng 2502200 4 17.500 718019 20.0
(3-Phenyloxiran... 19.274 85.2 ng 3059180 4 17.500 718019 20.0
Diethylene glyc... 19.386 196.0 ng 7035140 4 17.500 718019 20.0
unknown19.59 19.597 5.6 ng 199647 4 17.500 718019 20.0
Octadecanoic acid 19.638 98.2 ng 3525580 4 17.500 718019 20.0
Heneicosane, 11... 20.203 15.3 ng 968781 5 21.795 1269920 20.0
Hexadecane 20.966 19.0 ng 1204740 5 21.795 1269920 20.0
Benzenepropanam... 21.378 2.4 ng 152975 5 21.795 1269920 20.0
1-Nonadecene 21.430 7.2 ng 458194 5 21.795 1269920 20.0
2,2'-(Ethane-1,... 21.507 6.5 ng 409481 5 21.795 1269920 20.0
Squalene 21.965 56.5 ng 3590300 5 21.795 1269920 20.0
Nonadecane 22.676 26.5 ng 1681300 5 21.795 1269920 20.0
Docosane, 9-butyl- 23.745 36.5 ng 1637760 6 25.132 897654 20.0
Hexacosane 24.962 37.3 ng 1675110 6 25.132 897654 20.0
26-Nor-5-choles... 25.954 6.8 ng 305141 6 25.132 897654 20.0
Tetratetracontane 26.460 28.7 ng 1286630 6 25.132 897654 20.0
Heneicosane, 11... 28.223 22.4 ng 1004090 6 25.132 897654 20.0
.beta.-Sitosterol 29.309 14.2 ng 635295 6 25.132 897654 20.0
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