LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acqg On : 25 Feb 2021 15:56 Instrument :
Operator : JU/CG BNA_F

Sample 1 M1477-01 ClientSampleld :
Misc : 72-11995

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_F\METHODS\8270-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123300.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.316 205 209 222 rBV 45632 106000 3.14% 0.375%
2 4.439 394 400 404 rBV 1177221 1308485 38.77% 4.625%
3 5.081 498 509 512 rBV 2285026 3258850 96.55% 11.520%
4 5.475 572 576 583 rBV 402563 386537 11.45% 1.366%
5 6.486 744 748 760 rBV 1714383 1611945 47.76% 5.698%
6 6.851 807 810 814 rBV 833154 712056 21.10% 2.517%
7 7.416 901 906 909 rBV 1920927 1616218 47.88% 5.713%
8 8.139 1025 1029 1032 rBV 1217044 983025 29.12%  3.475%
9 9.216 1207 1212 1215 rBV 3486300 2817104 83.46% 9.958%
10 9.610 1275 1279 1283 rBV 117898 113776 3.37% 0.402%
11  9.810 1310 1313 1315 rBV 70625 81760 2.42% 0.289%
12 9.898 1324 1328 1331 rBV 1359396 1142224 33.84% 4.038%
13 10.098 1358 1362 1368 rBV6 26402 46654 1.38% 0.165%
14 10.304 1394 1397 1399 rBV3 48955 51896 1.54% 0.183%
15 10.686 1459 1462 1465 rBV 102007 93562 2.77% 0.331%
16 10.816 1480 1484 1487 rBV 111528 122624 3.63% 0.433%
17 11.145 1537 1540 1546 rBV 100505 117919 3.49% 0.417%
18 11.280 1561 1563 1568 rVB 123769 129035 3.82% 0.456%
19 11.386 1577 1581 1584 rBV 1499518 1295760 38.39% 4.580%
20 11.410 1584 1585 1588 rVB 155432 86137 2.55% 0.304%
21 11.915 1667 1671 1678 rVB3 215568 252504  7.48% 0.893%
22 12.298 1733 1736 1744 rBV 175022 252882 7.49% 0.894%
23 12.368 1745 1748 1754 rVB 221600 216657 6.42% 0.766%
24 12.604 1785 1788 1790 rBV 164304 137542 4.07% 0.486%
25 12.704 1802 1805 1810 rBV 142600 169539 5.02% 0.599%
26 12.833 1824 1827 1829 rVB 117288 89437 2.65% 316%

27 12.980 1847 1852 1855 rBV 3847224 3375398 100.00% 1
28 13.274 1893 1902 1906 rBV3 203256 605137 17.93%
29 13.315 1906 1909 1919 rVB 267933 390379 11.57%
30 13.880 2001 2005 2015 rVB3 446595 791793 23.46%

NEFRPNREPO
=
w
o
R

31 14.033 2027 2031 2034 rBV 1170591 1166258 34.55%
32 14.115 2038 2045 2052 rVB2 269447 623047 18.46%
33 14.198 2054 2059 2060 rBV2 167018 208652  6.18%
34 14.215 2060 2062 2073 rVB 262701 375789 11.13%
35 14.504 2107 2111 2113 rBV 153733 194863 5.77%

ORrRrOoONDD
~N
w
00
B

36 14.733 2145 2156 2157 rBV 238934 419385 12.42% 1.483%

8270-BF021921.M Fri Feb 26 12:30:28 2021 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acqg On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

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_F\METHODS\8270-BF021921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.815 2161 2164 2166 rVB 83689 85625 2.54% ©.303%
38 15.086 2205 2210 2217 rBV2 164331 319289 9.46% 1.129%
39 15.151 2218 2221 2225 rVB 99956 119018 3.53% 0.421%
40 15.380 2255 2260 2267 rVB 161458 308718 9.15% 1.091%
41 15.439 2268 2270 2275 rVB 40240 52384 1.55% ©0.185%
42 15.509 2277 2282 2293 rBV 797087 1089725 32.28%  3.852%
43 15.809 2325 2333 2346 rBV5 139415 567204 16.80% 2.005%
44 15.974 2357 2361 2365 rVB2 53923 84199 2.49%  ©.298%
45 16.039 2367 2372 2380 rBV8 53693 154724  4.58% ©.547%
46 16.480 2444 2447 2451 rBV3 26385 43774 1.30% 0.155%

47 17.003 2529 2536 2544 rBV7 36145 113454  3.36% 0.401%

Sum of corrected areas: 28288943
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Feb 2021 15:56

: M1477-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
BF123300.D

Ju/CaG

: 5 Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 R-(-)-1,2-propanediol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.316 2.98 ng 106000 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5
Abundance Scan 209 (3.316 min): BF123300.D\data.ms (-205) (-) m/z 45.10 100.00%
4I:
5000
e EARNESENS aa
61.0 3.00 3.20 3.40 3.60
e — m/z 42.95 19.36%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #944: R-(-)-1,2-propanediol
5000 e
3.00 3.20 3.40 3.60
20.0 m/z 61.00 6.92%
. 61.0
O H‘H\\‘HH‘H\}‘HH‘\H! HH‘HH?\!} \\\\‘5\§\9\H‘1H\‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #939: Propylene Glycol
45.0

3.00 3.20 3.40 3.60

5000 ITI/Z 44 .00 5.95%
31.0
O 33011 520 10 690760
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #946: (S)-(+)-1,2-Propanediol
45.0 3.00 3.20 3.40 3.60

m/z 42.00 3.49%

5000

19.0 ‘31\'038.0 | 530610 7590 n

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 3.00 3.20 3.40 3.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 2 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.439 36.75 ng 1308490 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 400 (4.439 min): BF123300.D\data.ms (-394) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
 EARmmEE
‘ ‘ 67.0 4.20 4.40 4.60 4.80
OFrrrprrrr e e e e e m/z 55.18  90.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 UL L L LN B
43.0 98.0 4.20 4.40 4.60 4.80
29.0
m/z 43.00 35.52%
‘\ Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
o REEEaREEEE AR
55.0 4.20 4.40 4.60 4.80
5000 43.0 m/z 98.10 34.76%
98.0
29.0
1 T 2
O it e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404 2-Pentene, 3,4-dimethyl-, (E)-  EARmmEE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 27.08%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;Hu,ulu,um,uu SN N S ——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

8270-BF021921.M Fri Feb 26 12:30:31 2021 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.081 91.53 ng 3258850 1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 509 (5.081 min): BF123300.D\data.ms (-498) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 AR REEE
| “ 83.0 4.80 5.00 5.20 5.40 .
ot m/z 59.10 62.58%
miz-> 20 40 60 80 100 120 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L I BN LR

4.80 5.00 5.20 5.40
m/z 101.10 21.61%

0 27\\\ nh | 830 10%0
\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4030: 2,3-Butanedione, monooxime
43.0
R AR RAREREAE
4.80 5.00 5.20 5.40
5000 ITI/Z 58.10 15.65%
101.0
o130 . 600 840
el
miz-> 20 40 60 80 100 120 140
Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester AR e A RNES
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.03%
5000 41.0
0 \H \‘ \‘ 1l 12\6'0 142.0
e P T e e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 4 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.916 3.90 ng 252504  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1671 (11.915 min): BF123300.D\data.ms (-1667) (1 m/z 73.00 100.00%

43.0 73.0
5000
—
‘ 12.00
Y — m/z 43.05 93.60%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
157.01g5 02130  256.0 m/z 59.95 90.03%
O,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 —
12.00
5000 129.0 m/z 41.10  82.95%
185.0
|
o%ﬁRWﬂ‘”“W”kﬁhMumwumwﬂwum_uwwwuu_
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid T
73.0 12.00
43.0 m/z 57.05 73.79%
5000 129.0
171.0
‘ 214.0
o? e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56

Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 5 2,5,8,11,14-Pentaoxahexadec... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.298 3.90 ng 252882  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406 023778-52-1 91
2 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 90
3 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 1000352-11-2 90
4 2,5,8,11,14,17-Hexaoxanonadecan-... 296 C13H2807 023601-40-3 90
5 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 1000352-04-3 78

Abundance Scan 1736 (12.298 min): BF123300.D\data.ms (-1733) (- m/z 45.05 100.00%

45.0
5000
03.0
““ 1751 2972 12.00 12:50
Ol Ay 222 2202 m/z 59.00 88.35%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
43.0
5000
1200 1250
03.0 m/z 88.95 31.88%
L] es0 2240
‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176344: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethox)
43.0
1200 1250
m/z 58.00 22.98%
5000 03.0
oL ‘ | L1710 2530
L
miz--> 0 50 100 150 200 250 300 350 400
Abundance #231311: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethox — —
45.0 12.00 12.50
m/z 103.00 20.64%
03.0
5000
ol “\‘ W l 210 2510207.0 353.0 420,
AN I N A 1A Sl e
m/z--> 0 50 100 150 200 250 300 350 400 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 6 unknownl2.36 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.368 3.34 ng 216657  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 40
2 2,4,4-Trimethyl-1-pentanol, trif... 226 C1OH17F302 1000365-19-5 25
3 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 22
4 Formic acid, 2,4,4-trimethylpent... 158 C9H1802 1000368-95-2 17
5 Hexanal, 3,5,5-trimethyl- 142 C9H180 005435-64-3 14

Abundance Scan 1748 (12.368 min): BF123300.D\data.ms (-1745) (- m/z 57.10 100.00%

57.1
5000 971
12‘00‘ ‘12‘50‘
169.2 206.1 ' '
ob— J A ““‘u“‘ LASLOTTT Th2382 . m/z 97.10  48.13%
miz--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 - e
12.00 12.50
113.0 m/z 113.10 47.98%
g ‘ \‘ 168.0
O\\\\“\‘\“\“‘\“\”\\\‘\‘\\\‘\\\\’\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance  #82218: 2,4,4-Trimethyl-1-pentanol, trifluoroacetate
57.0
P P
12.00 12.50
5000 ITI/Z 55.10 30.23%
97.0
o150 “‘\ ] 153.0 2110
e L e e e L B e
miz--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate P P
57.0 12.00 12.50
m/z 83.10 21.50%
5000
97.0
169.
o150, “\ ‘\ L 1310 %0 o0 311
e e — —
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF021921.M Fri Feb 26 12:30:34 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 7 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.704 2.62 ng 169539  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 60

Abundance Scan 1805 (12.704 min): BF123300.D\data.ms (-1802) (- m/z 43.10 100.00%

1 MJU\/\MM
5000
—— ——
12.50 13.00
I m/z 73.00  90.36%
m/z--> 0 50 100 150 200 250 300 350
Abundance #131259: Octadecanoic acid
43.0
5000 Rl B
129.0 12.50 13.00
3.0 ' 284.0 m/z 60.00 81.27%
‘ ‘ 1850 2410
ol “\r H‘ “H‘U“nh\‘\ i b “‘ - “ R
miz-> 0 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73.0
o T
12.50 13.00
5000 m/z 57.10  76.81%
129.0
29.0 185.0 228.0
01— ““ M h” ML il ‘\‘\‘m‘\ “\‘ \‘ ) “\‘ e
miz—> O 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P ——
43.0 12.50 13.00
m/z 55.05 75.18%
5000 284.0
3.0 129.0
‘ 185.0 2410
o) M \‘\\M ‘uh\“ M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ ““““"““3‘7‘2" — —
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00

8270-BF021921.M Fri Feb 26 12:30:35 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 8 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.274 10.38 ng 605137 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
3 Octacosane 394 (C28H58 000630-02-4 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Hentriacontane 437 C31H64 000630-04-6 87

Abundance Scan 1902 (13.274 min): BF123300.D\data.ms (-1893) (- m/z 57.10 100.00%
57.1

5000 MJNMW
0.1 —— ——
“‘ 1410 1971 13.00 13.50
ol bl 17 197123922810 m/z 71.10  69.62%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 — ——
13.00 13.50
9.0 m/z 43.05 60.69%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 85.05 48.37%
9.0
oL Lld ) 14101830 2%P%281,03230
el e S
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane T ——
57.0 13.00 13.50
m/z 41.05 22.37%
w MV\/\W\/‘/\NM
9.0
oLl L1 141.0183.0225.0 281.0 337.0 394.
e L AL e B S — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF021921.M Fri Feb 26 12:30:35 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56

Operator : JU/CG

Sample : M1477-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: 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 9 Tetraethyleneglycol monomet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13315 6.9 ng 306379 Chrysene-di2 14.039

Hit# of 5 Tentative ID MW MolForm CASH# Qual

12,5,8,11,14-Pentaoxahexadecan-16-0l 252 C11H2406
2 Tetraethyleneglycol monomethylether 208 C9H2005
3 Ethanol, 2-[2-(2-methoxyethoxy)e... 164 C7H1604
4 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-[2-... 546 C24H50013
5 2,5,8,11,14,17-Hexaoxanonadecan-... 296 C13H2807

023778-52-1 90
023783-42-8 80
000112-35-6 59
1000352-12-7 49
023601-40-3 47

Abundance Scan 1909 (13.315 min): BF123300.D\data.ms (-1906) (- m/z 45.10 100.00%
45.1

5000

—

89.0
— ——
‘ ‘ 133.0 1750 13.00 13.50
Ofrrreprrerplee il e 2020, 2051 2830 /7 59 05 94.88%
miz--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #103467: 2,5,8,11,14-Pentaoxahexadecan-16-ol
45.0
5000 T s
13.00 13.50
89.0 m/z 89.00  38.90%
O T \]\-\9‘.9“\ T ’Hh‘\ T \“i TT }“1 ‘ T ‘H‘\ TTT ‘]\-?\:‘3\.‘()\ T ;‘\6‘\3\.(\)\ ‘ TT \\2‘0\?\.\0‘ TTTT ‘

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220

—

Abundance #68288: Tetraethyleneglycol monomethylether
59.0
Ay oy
13.00 13.50
89.0 o
5000 m/z 163.05  26.91%
31.0
133.0
bbb b 1830 2080
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #34053: Ethanol, 2-[2-(2-methoxyethoxy)ethoxy]- AJ\A‘ ‘ macpeonay
45.0 13.00 13.50
m/z 58.05 21.00%
5000
89.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BF021921.M Fri Feb 26 12:30:37 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 10 Dichloroacetic acid, heptad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.880 13.58 ng 791793 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2005 (13.880 min): BF123300.D\data.ms (-2001) (- m/z 57.05 100.00%
57.0

11.1
— ——
13.50 14.00
53.1
—— AH‘, L3 1197123912808 m/z 43.10 92.33%
miz--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0
5000 — e
11.0 13.50 14.00
m/z 55.10  85.05%
A . 1135401950280 2050

0
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0
— —
13.50 14.00
5000 }11.0 m/z 83.10  81.72%
ob A L1 3F 10502300 3080
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol “ ——
57.0 13.50 14.00
m/z 69.10 71.44%
- M’J\\A/\\
oA h | M 20195.02360 29203340 3924
e T — ——
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF021921.M Fri Feb 26 12:30:37 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 11 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.115 10.68 ng 623047 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetratetracontane 619 C44H99 007098-22-8 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2045 (14.115 min): BF123300.D\data.ms (-2038) (- m/z 57.10 100.00%
57.1

2000 M/M
1400 1450
13. . .
169.2
- I ]M UL 2282 2988 iz 71.10 66.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 — ——
14.00 14.50
m/z 43.10 55.67%
13.
O T ‘\ ‘ \“\‘ \‘h‘\]‘.“ \h\\“\ : ‘1‘\6\9\0\ ‘2\2\5\\0‘ T \2\9\5‘(\)\ T \:‘3?7\ \0\ ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
— —
14.00 14.50
5000 ITI/Z 85.10 49.,65%
0 H\‘ H h ul 4 wl?’?? 2230 260
m/z--> 0 100 150 200 250 300 350 400
Abundance #219831: Triacontane T —
57.0 14.00 14.50
m/z 55.05 21.75%
B J\JM
0 | | Ih\ hl n‘ | \6\99 2.250 281.0 337.0 4212'(
R B L LA B e e I —— —
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF021921.M Fri Feb 26 12:30:38 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 12 Tetracosane, 1l-bromo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.198 3.58 ng 208652 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 1-bromo- 416 C24H49Br 006946-24-3 53
2 Octacosane 394 (C28H58 000630-02-4 49
3 Eicosane 282 C20H42 000112-95-8 49
4 Tetratetracontane 619 C44H90 007098-22-8 49
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 49

Abundance Scan 2059 (14.198 min): BF123300.D\data.ms (-2054) (- m/z 57.10 100.00%
57.1

143.1 T T
“ 2111 2753 394.3 14.00 14.50
(oI A B8 m/z 43.10  83.28%
mlz--> 50 100 150 200 250 300 350 400
Abundance #217917: Tetracosane, 1-bromo-
57.0
5000 — —
14.00 14.50
135.0 m/z 71.10 65.11%
337 0
O \“f J “ T “\ \H\“\H\‘ ““\]_‘181\‘?’\0\ \2\\?’\9 ‘0\2\8\2\0‘ TTT \ ‘ LI \4‘]\-6\\(
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
— —
14.00 14.50
5000 m/z 85.10 48.60%
‘ 311 169.0
ol LLLLLTT. 1690 2250 2610 3370 3940
mfz--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane 7 —
57.0 14.00 14.50
m/z 55.00 40.56%
B _J\JV\AA
o»w_Mww_um 100 250 220 B
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF021921.M Fri Feb 26 12:30:39 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 13 2-[2-[2-[2-[2-[2-(2-Methoxy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.215 6.44 ng 375789 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-(2-Methoxyethox... 340 C15H3208 1000352-04-1 91
2 2-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 384 C17H3609 1000352-04-2 91
3 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 1000352-04-3 91
4 2,5,8,11,14-Pentaoxahexadecan-16- ol 252 C11H2406 023778-52-1 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 1000352-11-2 74

Abundance Scan 2062 (14.215 min): BF123300.D\data.ms (-2060) (-  m/z 45.05 100.00%

45.0
5000 89.0
‘ ‘ 133.1 1771 14 00 14 50
Obrdb A L [ 177 2440 Gz 59.00  88.99%
mlz--> 50 100 150 200 250 300 350
Abundance #176344: 2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]ethox:
43.0
89.0
5000 T
14.00 14 50
133.0 m/z 89.0 41.12%
O T \“U \““ ““‘ ‘} ‘“‘\ ‘\ \“ T “ \]-\77\\0‘2\2\1\0\ 2‘6\5\\0\ ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #204204: 2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]eth
45.0
e
89.0 14.00 14 50
5000 m/z 103.0 28.00%
133.0
RTINS L 177:0219.0 265.0 309.0
ey L e B
miz--> 50 100 150 200 250 300 350
Abundance #221494: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e
45.0 14 00 14 50
890 m/z 20.56%
5000
133.0
oL ‘17‘0‘2‘2‘1‘0 26503090 __ 3%
m/z--> 50 100 150 200 350 14 00 14 50

8270-BF021921.M Fri Feb 26 12:30:40 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 14 Octadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.504 3.34 ng 194863 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 83
4 Docosane 310 C22H46 000629-97-0 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2111 (14.504 min): BF123300.D\data.ms (-2107) (- m/z 57.10 100.00%
57.1

2

5000
14‘50 |
97.2 275.3 ’
0k ‘“‘Hl‘“:‘wwmua‘mHwm?’f’ﬁ?’wHw‘_m_wm m/z 43.05  73.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0
5000 —
14.50
‘ m/z 71.10 63.49%
7.0
O‘\\J\\‘\l\#\?‘H}H‘“\‘\\\’\\2\\5‘4\.\0\\‘HH‘\H\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
T
14.50
5000 ITI/Z 85.10 48.19%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

Z

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane — |
57.0 14.50
m/z 55.10 28.64%
5000

L BT019700670 3650
o""""‘w""""u,""""w""""‘_Ww_www

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

r

8270-BF021921.M Fri Feb 26 12:30:41 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 15 Tetratetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.733 7.19 ng 419385 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2150 (14.733 min): BF123300.D\data.ms (-2145) (- m/z 57.10 100.00%
57.1

-

5000
14.50 15.00
7.1
211.2
o‘HH‘_mﬁ‘lfw”H,HHFf??f?”wHH‘HHw‘_m_wm m/z 71.10  68.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 — ——
14.50 15.00
m/z 43.10 57.77%
o \‘ || 1#7:0197.0267.0 3670
‘\H\‘\\H‘\H\‘\H\’\H\‘\\H‘WH\‘\\H‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
—— —
14.50 15.00
5000 m/z 85.10 47.17%

1 J (}27-0197.0 267.0337.0407.0 491.0562.0

|

%

Ot e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0 14.50 15.00
m/z 55.05 23.08%
5000

ol Ul || 127.0197.0 281.0  394.0
““““““

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 16 2-[2-[2-[2-[2-[2-[2-[2-[2-(... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.086 5.86 ng 319289 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 472 C21H44011 1000352-11-2 87
2 2-[2-[2-[2-[2-[2-[2-[2-(2-Methox... 428 C19H40010 1000352-04-3 87
3 2,5,8,11,14-Pentaoxahexadecan-16-0l1 252 C11H2406 023778-52-1 80
4 2-[2-[2-[2-[2-[2-[2-(2-Methoxyet... 384 C17H3609 1000352-04-2 80
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012 1000352-04-4 76
Abundance Scan 2210 (15.086 min): BF123300.D\data.ms (-2205) (- m/z 45.00 100.00%
45.0
5000 252 1
03.1 '
R \
15.00
207
0 “ ““\HL‘ “““‘1‘1}451“”“ bl m/Z 59.00  90.36%
mlz--> 50 100 150 200 250 300 350 400
Abundance #231311: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethox
48,
03.0
5000 el :
15.00
m/z 88.95 44.64%
ol “\‘ TR 251.0297.0 353.0 _ 429.
\\\‘ f\‘\\T\‘\\\\‘\f\\‘\\\\‘\\\\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #221494: 2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy]e
45.0
15.00
5000 03.0 m/z 252.10  37.17%
ol bl Ll LIFTT0 2s102970  smso
m/z--> 50 100 150 200 250 300 350 400 f\
Abundance #103466: 2,5,8,11,14-Pentaoxahexadecan-16-ol e ‘
45.0 15.00
m/z 103.05 30.73%
5000
03.0
oL Lid i 128302000 nd
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 17 Nonadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.151 2.18 ng 119018 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Heneicosane 296 C21H44 000629-94-7 80
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
4 Undecane, 5-ethyl-5-propyl- 226 C1l6H34 002755-07-9 72
5 Hexadecane 226 C16H34 000544-76-3 70

Abundance Scan 2221 (15.151 min): BF123300.D\data.ms (-2218) (- m/z 57.05 100.00%
57.0

‘ s 1500 1550
54.0 192.1226.1 268.0 : :
0l \WV‘N\ ““MMW‘”‘“W“WW Py m/z 43.10 67.82%
m/z--> 0 50 100 150 200 250
Abundance #117638: Nonadecane
57.0
5000 — —
15.00 15.50
m/z 71.10 66.97%
. ) L]0 1410 1830 2250 2680
‘ T \ \ \ ‘ \ T T T T T T ‘ T T T T ‘ T \ T T ’
m/z--> 0 100 150 200 250
Abundance #141426: Heneicosane
57.0
—— —
15.00 15.50
5000 m/z 85.05 51.87%
99.0
0 ‘ h H\ h\ h‘ H‘ %410‘ 1830 225.0 296.(
‘ “‘ ‘ ‘ =
m/z--> 0 100 150 200 250
Abundance #117649:anadecane,Z—methyL — —
57.0 15.00 15.50
m/z 41.10 24.75%
5000
99.0 225.0
141.0
020 Lyl 120 e a0 T
m/z--> 0 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 18 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.380 5.67 ng 308718 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptacosane 380 C27H56 000593-49-7 81
3 Tetratetracontane 619 C44H99 007098-22-8 76
4 2-methyloctacosane 408 C29H60 1000376-72-8 76
5 Octacosane 394 (C28H58 000630-02-4 76

Abundance Scan 2260 (15.380 min): BF123300.D\data.ms (-2255) (1 m/z 57.05 100.00%
57.0

2000 »J\M
252.1
— ——
‘ | %5_1 15.00 15.50
ol M b o e M/z 71,05 65.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57.0
5000 — e
15.00 15.50
m/z 43.10 59.67%
0 JM 27.0 2260
‘\H\‘HFw\\\\‘HH’\\\\‘HH‘\\\\‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #202661: Heptacosane
57.0
— ——
15.00 15.50
5000 m/z 85.10 43.56%
. .\‘ [|}#]2197.00670 3800
e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane “ T
57.0 15.00 15.50
m/z 252.10  31.79%
5000
o /] 1 | }27:0197.0 267.0337.0407.0 491.0562.0 /k
e A e e e e e el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56

Operator : JU/CG

Sample : M1477-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.M
: 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 19 .beta.-Sitosterol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.809 10.41 ng 567204 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 52

4 Kauren-18-ol, acetate, (4.beta.)- 330 C22H3402
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500

072150-74-4 46
1000210-86-9 43

Abundance Scan 2333 (15.809 min): BF123300.D\data.ms (-2325) (- m/z 43.10 100.00%

43.1
107.0
5000
591 213.1
303.3 — e
‘ ‘ ‘ | 41?'4 15.50 16.00
obAL Imi L, — H\ L m/z 55.10  62.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
5000 15‘56 iB‘Od
107.0 : :
1610 414.0 m/z 57.65 58.67%
213.0 303.0
I H 354.0
0t “ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
— ——
15.50 16.00
5000 5.0 m/z 81.00  54.24%
145.0 414.0
1 2130  303.0
0 ‘J“ \ “m ‘\‘ML‘ ! ‘ dl‘\ " ‘ L\ A “3‘5‘4‘ 9“\ ‘“‘ ‘ _—
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate — T
43.0 15.50 16.00
m/z 107.00 53.86%
5000
107.0 396.0
ok~ “\ \“ H“ “U\MU‘ H“\ \NM‘\H‘ u‘ \h\ oy ‘\ ‘H‘ — ‘\‘%\g?'yo‘ ‘3‘4‘2‘0“ ko ‘4‘5”67"‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acq On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF©21921.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 20 1-Nonadecene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.039 2.84 ng 154724 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 Cycloeicosane 280 C20H40 000296-56-0 83
3 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 83
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 83
5 Bacteriochlorophyll-c-stearyl 841 C52H72MgN404  1000164-49-7 83

Abundance Scan 2372 (16.039 min): BF123300.D\data.ms (-2367) (- m/z 57.10 100.00%

57.1
5000
hp5 SN T
‘ 1281.0 16.00
o‘Huw‘wﬂ"hl“”'d‘\”"”“ scbrprer e M/z 55,10 81.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
97.0
5000 — :
16.00
20.0 m/z 83.05 78.65%
o J ’ }}680 266.0
‘\\\‘\11\‘1\\f‘\T!\‘T\\W‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127768: Cycloeicosane
55.0
T T
16.00
5000 ITI/Z 97.10 73.92%
5.0
0 \\ 11\ I 1960 2890
el
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate —— ‘
57.0 16.00
m/z 43.10 70.25%
h kM“WJﬁ%VA/VﬂKJMMwaM
ol il t |1 1950 264.0 364.0 560.(
‘mmm‘m“HH“H“HH‘HH‘HH‘HH‘mwm‘m P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022521\
Data File : BF123300.D

Acqg On : 25 Feb 2021 15:56
Operator : JU/CG

Sample : M1477-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF021921.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|
R-(-)-1,2-propa... 3.316 3.0 ng 106000 1 6.851 712056 20.0
3-Penten-2-one,... 4.439 36.8 ng 1308490 1 6.851 712056 20.0
2-Pentanone, 4-... 5.081 91.5 ng 3258850 1 6.851 712056 20.0
n-Hexadecanoic ... 11.916 3.9 ng 252504 4 11.386 1295760 20.0
2,5,8,11,14-Pen... 12.298 3.9 ng 252882 4 11.386 1295760 20.0
unknownl2.36 12.368 3.3 ng 216657 4 11.386 1295760 20.0
Octadecanoic acid 12.704 2.6 ng 169539 4 11.386 1295760 20.0
Hexacosane 13.274 10.4 ng 605137 5 14.039 1166260 20.0
Tetraethylenegl... 13.315 6.7 ng 390379 5 14.039 1166260 20.0
Dichloroacetic ... 13.880 13.6 ng 791793 5 14.039 1166260 20.0
Heneicosane 14.115 10.7 ng 623047 5 14.039 1166260 20.0
Tetracosane, 1-... 14.198 3.6 ng 208652 5 14.039 1166260 20.0
2-[2-[2-[2-[2-[... 14.215 6.4 ng 375789 5 14.039 1166260 20.0
Octadecane 14.504 3.3 ng 194863 5 14.039 1166260 20.0
Tetratetracontane 14.733 7.2 ng 419385 5 14.039 1166260 20.0
2-[2-[2-[2-[2-[... 15.086 5.9 ng 319289 6 15.509 1089730 20.0
Nonadecane 15.151 2.2 ng 119018 6 15.509 1089730 20.0
Hexadecane 15.380 5.7 ng 308718 6 15.509 1089730 20.0
.beta.-Sitosterol 15.809 10.4 ng 567204 6 15.509 1089730 20.0
1-Nonadecene 16.039 2.8 ng 154724 6 15.509 1089730 20.0
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